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Preamble

This thesis is the result of a four-year PhD work. During this time a lot of my friends
and family members asked me what I actually do, having little understanding about
neutrons scattering instruments or neutron detectors. Nonetheless, I was always keen
to answer them, and they were mostly happy with my explanations. For this reason, in
order to satisfy the curiosity of readers who are not experts in this field, in this preamble
I intend to give an insight to the content of this thesis with barely any background
knowledge required. To do so, I'll use my own somewhat far-fetched analogy drawn
between the audiovisual experience of watching a movie in a cinema, and a scientific
experiment in a neutron scattering facility.

Imagine a large cinema complex with as many as 20 auditoriums, in all of which
movies are simultaneously played most of the day, almost every day of a year. A
neutron scattering facility is similar to that in many ways, except that instead of au-
ditoriums there are scientific instruments, and the movies played are actually scientific
experiments on material samples to learn about their properties.

To have a satisfying experience while watching a movie, the auditoriums and the
cinema complex itself have to comply with certain conditions. Everything has to stand
on flat and steady ground, for example. In fact, the auditoriums have to be isolated
from the outside world in all possible ways, not just from vibrations but from lights
and sounds too. It is also true the other way around, the outside world should not be
exposed to the constant loud noises and flashing lights from movies. Pedestrians just
passing by the building might be okay with that, but people living close, or actually
working at the cinema selling that delicious popcorn would certainly not. Of course
movies are played simultaneously in several auditoriums, therefore they also have to
be isolated from each other.

The analogy in this case stands for the elimination of vibrations that could ruin
precise positioning, and protection against radiation that could be harmful both for
people nearby, and for the experiments. The neutrons used in the experiments to
probe samples are in fact one form of radiation, but their production and absorption
are accompanied by other forms of radiation, e.g. photons similar to those used to make

X-ray images but with generally higher energies.
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PREAMBLE

It is photons with much lower energies that are used in cinemas to project frames
of a film, photons of an energy range called visible light. The main concept of film
projection is rather simple; a light source is placed behind a film that absorbs some of
the light passing through it, and the remaining “transmitted” part forms an image on
the movie screen. With high enough frame rate (frame per second) our visual system
perceives the changes in subsequent images as motion.

The arrangement of experiments is quite similar to this. As the name suggests, in a
neutron scattering experiment new information is gained about the sample by shooting
neutrons at it and observing how they are scattered on it. It is therefore a neutron
source that needs to be present behind the sample, and something must be placed after
or more like around the sample to show how many neutrons are scattered on it in each
direction. This something is called a “neutron detector”, that can have several forms,
but generally they can be thought of as an object that records how many neutrons
enter it, and in most cases it also records the position where they enter. Usually plenty
of detectors are used to cover a larger area around the sample, or several of them
are moved around it, in order to show a picture of how neutrons are scattered on the
sample, that can be related to its structural or dynamic properties on even the atomic
scale.

There are numerous settings and parameters that all have to be adjusted correctly
to make a movie look and sound like the director of the movie intended it. The
speakers have to be well positioned, and the volume cannot be too loud or too quiet.
The projector and the screen have to be aligned, with correct focusing and maybe
with keystone correction to give sharp and undistorted picture. The light source of the
projector cannot be too weak or too intense, otherwise the picture would be dim or too
bright to look at. The film has to have a good physical quality, just as the screen. At
first sight the screen does not seem like a complex component, however it has several
important properties. It has to have the correct size and shape (mostly flat), and
uniform surface. It has to have a surface that reflects as much light as possible, and do
it uniformly, but should not have any afterglow effect like phosphorescence materials
do. It has to be durable and maintain its quality preferably for decades, so that is does
not need to be replaced unless there is some kind of upgrade.

There are many similarities in neutron scattering instruments. Precise positioning
of all components including the sample and the detectors is essential. The neutron
beam has to be focused on the sample, or sometimes on the detectors. The intensity
of the neutron source has to be high enough to enable fast measurements but cannot

be too high because the neutron detectors have finite count rate capability, that means
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that there is a limit on how many neutrons they can record in a time unit. The sample
has to have good quality, just as do the detectors. The detectors have to have high
and uniform efficiency; that means that they have to be able to record as many of
the incident neutrons as possible, regardless of their direction. The material selection
of the detectors is important too, as depending on it more or fewer neutrons can
get scattered on detectors that changes the information they carry about the sample.
Materials also absorb neutrons, and some of them get radioactive after it, that can
negatively impact the measurements, and prevent people from getting close to the
detectors for maintenance.

The essence of the whole movie experience is, of course, the movie itself. It can be a
cliche that shows nothing new, but it can also be something that has such a deep impact
that it changes the way people think. There can be expectations beforehand, but one
can only really know after watching it. Most movies were created to fit within the
constraints of cinemas, however there are ideas that cannot be realised with presently
existing tools. This is why 3D or IMAX appeared relatively recently, but there were
many steps from silent black and white movies to current standards.

This is the case in science too, where the whole point of the facilities and instru-
ments is to carry out experiments on samples that extend our knowledge of existing
materials and also help develop new ones. These materials investigated impact ev-
ery aspect of modern life. Capabilities of existing instruments cause limitations on
some measurements, therefore instruments are being upgraded, and occasionally new
research facilities are being built.

One such new facility is the European Spallation Source (ESS) mentioned in the
title of the thesis, that is currently being built in Lund, Sweden. When finished, it will
employ the brightest neutrons source in the world. A strong neutron source can be a
nuclear (research) reactor, or as in the case of ESS, a spallation neutron sources where
heavy elements like lead or tungsten are bombarded and exploded by high energy nuclei.
The explosion of these elements containing lot of neutrons results in a vast number of
free neutrons that can be used in the scattering experiments. This strong source and
the new instruments designed to harness its power will enable measurements that were
never done before. Just imagine them as movies recorded in such dark places that their
films can be projected only with a really strong light source to have sufficient contrast
to distinguish dark shapes from even darker ones.

On the other hand, using a cinematic quote: “with great power comes great re-
sponsibility”. The exceptional neutron intensity can exceed the rate capability of the

neutron detectors. There are some samples which show interesting features only with
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very low intensity, that necessitates the use of a strong neutron source to observe them,
however from time to time they scatter an intense burst of neutrons in particular direc-
tions that can temporarily blind or even damage a detector. It is like a movie recorded
in a dark cave that can only been watched using an intense light source, but with the
sun suddenly appearing every now and then, that might burn a hole in the screen.

One way of preventing it from happening is using computer software to simulate new
instruments in advance, and carry out virtual experiments to define what is the highest
possible intensity that the detectors have to endure, so that only such detectors will be
used that are capable of handling it. These simulation software tools are developed to
mimic the ongoing physical processes in neutron experiments, but due to the immense
complexity of such systems, they always use approximations. Therefore, they cannot
replace real measurements on interesting new samples, but within certain uncertainties
they can predict the outcome of experiments, and they can be used to estimate the
major effects, and to identify and understand potential problems, like the occasional
bursts on neutrons mentioned earlier. These tools can simulate not only the process of
neutrons scattering on samples, but also the processes of how neutrons are detected in
neutron detectors. This gives the opportunity to use them in the development of new
detectors and characterisation of existing ones.

These are exactly the things that I had done during my PhD. Using such software
I implemented simulation models for two neutron instruments that will be built at the
ESS, named LoKI and BIFROST, and did virtual experiments on them. I simulated
various samples including those that are expected to pose the greatest challenge for
the detectors, and defined how many neutrons are expected to enter or be detected
in each detector. I concluded in both cases that for some samples the number of
neutrons entering the detectors per time unit will exceed the capability of detectors
in certain moments. I also did a thorough study of the so-called “BCS detectors”
that will be used at the LoKI instrument, as they are novel for neutron scattering
applications. I defined how efficient they will be in detecting neutrons under different
conditions, showed that the absorption of neutrons in the materials of the detectors,
and the resulting radioactivity will be tolerable, and demonstrated how important the
scattering of neutrons on these materials will be.

To shorty conclude, my PhD work and this thesis are all about the computer simu-
lation of two future auditoriums named LoKI and BIFROST at the ESS cinema under
construction, to help preventing their movie screens becoming the bottleneck hindering

perfect movie experiences for visiting scientists.
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Aims and objectives

Understanding the nature of materials is fundamental for many scientific fields such
as engineering, physics, chemistry, geology, biology and medicine. Scientists probe the
structure and behaviour of materials using different methods like microscopy, X-ray
scattering and neutron scattering. Different techniques usually give complementary
information about the observed sample of material due to the different interaction
between the probing particles (e.g. photons, electrons, neutrons) and the building blocks
of the sample.

Neutrons have the unique advantage of being able to penetrate bulky materials due
to their weak interaction with atoms through the short-ranged nuclear force, and can
provide information of even the atomic scales. On the other hand, this weak interaction
is also a major drawback of the neutron scattering techniques, as it necessitates the
use of powerful neutron sources with high fluxes which are not as easily accessible as
for other techniques such as X-ray scattering. For this reason, scientific experiments
involving neutron scattering techniques are concentrated in research facilities using
strong neutron sources, that are mainly research reactors or spallation sources.

In order to push the boundaries of science, it is inevitable to upgrade scientific
instruments and to build new facilities which exceed the capabilities of their predeces-
sors. Both upgrading instrument at existing facilities and building new ones at new
facilities require significant development in many fields of neutron scattering. This is
especially true for the European Spallation Source (ESS), a new research facility being
built in Lund, Sweden, that is designed to operate using the most powerful spallation
neutron source in the world. Building ESS is one of the largest science and technology
infrastructure projects today, and when finished, it will provide unprecedentedly high
neutron fluxes for instruments of various neutron scattering techniques.

Harnessing this powerful neutron source carries a high potential risk for neutron
intensities that can saturate the detectors and therefore degrade the performance of
the instruments. In order to avoid the detectors becoming the bottleneck of the instru-
ment’s performance, Monte Carlo simulation studies can be carried out as part of the
design process to serve basis for detector requirements.

In this PhD work multiple Monte Carlo simulation tools such as McStas and Geant4
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are used together to implement full simulation models of two ESS instruments, namely
LoKI and BIFROST. These models are used to define the anticipated detector rates for
both instruments in various scenarios including those which are expected to result in
the highest rates, and thus can help to formulate detector requirements. In case of the
LoKI instrument, part of the simulation model is also used to perform a comprehensive
characterisation of the novel Boron-Coated Straws (BCS) neutron detector technology
to evaluate its performance and confirm its applicability for the LoKI instrument.

In this thesis the first two chapters are dedicated for the introduction of the scientific
background, and the simulation tools and methods. In chapter [1| the ESS facility is
briefly introduced, concentrating on information relevant for the two instrument of
interest, LoKI and BIFROST, that are also introduced, along with the chosen detector
technology of LoKI, the BCS detectors. In chapter [2] the simulation tools and methods
used throughout the work are introduced, including the McStas and Geant4 simulation
software, the McStas model of the two instruments implemented as part of the design
process, and method of chaining different simulation tools.

In the following six chapters the implemented simulation models and the results
acquired with them are presented. In chapter |3 the anticipated detector rates for
the LoKI instrument are defined using the McStas model of the instrument, and a
generic Geant4 model of a detector bank consisting of BCS detector tubes. Then, in
chapters [4 and [5] the same Geant4 model is used to carry out a complex evaluation
of the BCS detector performance, covering aspects such as conversion and detection
efficiency, absorption, activation, and scattering effects. In chapter [6]the full simulation
of the BIFROST instrument is demonstrated using a standard calibration sample with
the pre-existing McStas model of the instrument and the Geant4 model of the full
scattering characterisation system. After that, in chapter [7] the “worst-case” incident
detector rates of the BIFROST instrument are defined in two ways, using McStas and
Geant4, and a comparison of the two simulation tool is also provided. Finally, in
chapter |§ a study of the incident detector rates of the BIFROST instrument is carried
out with the parameter space including the sample and analyser mosaicity, sample size,
and pulse-shaping chopper opening time, ended with the presentation of the incident
detector rates in case of a representative operational scenario.

The thesis ends with the summary of the results in chapter [9) including the new
scientific statements in the form of thesis points, an outlook on the afterlife of the

presented work. Additional verification of the simulation results, and supplementary

figures are presented in [Appendix Al and [Appendix Bl respectively.
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Chapter 1

Introduction

The European Spallation Source (ESS) [1H3] is designed to become the most powerful
spallation neutron source in the world and the flagship of neutron science in the up-
coming decades. The exceptionally high neutron flux will provide unique opportunities
for scientific experiments, but also set high requirements for the detectors. One of the
most challenging aspects is the rate capability and in particular the peak instanta-
neous rate capability, i.e. the number of neutrons hitting the detector per channel or
cm? at the peak of the neutron pulse [4]. In order to design detectors and detector
systems with the appropriate rate capability and prevent performance compromises on
this front, a detailed analysis of the instrument requirements and how they translate
to detector requirements is vital.

In this thesis the problems of detector rate capabilities and other detector require-
ments of neutron instrumentation are addressed by simulation studies of neutron scat-
tering instruments and detectors. The subjects of the studies are two ESS instruments;
namely the small-angle neutron scattering (SANS) instrument, LoKI [5, [6], and the
indirect geometry cold neutron spectrometer, BIFROST [7, 8], as well as the chosen
detector technology of LoKI, the Boron-Coated Straws (BCS) [9, |10] detector. To
carry out such analyses, and to understand the relevance of this work, it is important
to have general understanding of the scientific case and operation of these instruments,
the BCS detector technology, and of the ESS itself. This chapter is dedicated to serve
as introduction to the scientific background of the thesis.

In the following sections, first the most relevant aspects of the ESS research facility
are presented, followed by the introduction of the LoKI instrument including the Boron-

Coated Straws detector technology, and the introduction of the BIFROST instrument.
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INTRODUCTION

1.1 The European Spallation Source

The ESS is a European Research Infrastructure Consortium (ERIC), a multidis-
ciplinary research facility that aims be world-leading in neutron science. It is currently
under construction in Lund, Sweden, where the instrument commissioning and the
first user program will begin in 2022 and 2023 respectively, according to the current
timeline.

The spallation source of ESS employs a linear accelerator delivering 2 GeV proton
pulses of 2.86 ms length, with a repetition rate of 14 Hz. When used at the intended full
power of 5 MW, it will be the world’s most powerful accelerator . The uniquely long
proton pulses bombard a rotated tungsten target in which fast neutrons are produced
by the spallation process. These neutrons are then slowed down from MeV to the sub-
eV energy range by a special moderator assembly , that contains both water as
thermal moderator, slowing down neutrons to thermal energies, and parahydrogen (the
form of molecular hydrogen where the two proton spins are aligned antiparallel) as cold
moderator, slowing down neutrons to cold energies. The geometry of the moderator
assembly and the surrounding part of the target station is depicted in Figure [1.1],
showing the simulation model used for the MCNPX brightness calculations.

Cold moderator (H,)

Premoderator (H,0)

=

Figure 1.1: MCNPX geometry used for the brightness calculations.The top view of the moderator

L 20 cm

design (on left) shows the parahydrogen cold moderator (dark blue) and the water thermal moderator
(light blue). The side view of the full geometry (on right) depicts the moderator in context, with
the water premoderator (light green) below, and the beryllium reflector (light blue) including water
channels (light green) above. The figure also the depicts proton target containing tungsten (green)
and stainless steel (yellow) bombarded by protons from the left. From .

The eventual operational power of ESS is 5 MW, however, it will initially operate
at 2 MW accelerator power. Nevertheless, the combination of the long proton pulse
and the moderator assembly results in the brightest neutron source in the world even

in this stage. The brightness of a neutron source is the number of neutrons emitted

Milan Klausz 9



INTRODUCTION

per unit time, per unit solid angle, per unit energy (or wavelength), per unit area of
the surface, that is a key parameter of neutron moderators. The great potential of
ESS is illustrated in Figure [1.2] showing the brightness of the ESS cold moderator at
a wavelength of 5 A in one pulse, compared to today’s world leading neutron research

facilities.

- ESS 5 MW o

2018 design )\ = 5 A

—
o
]
X
-
=t

ESS-TDR 5 MW

updated engineering model

Brightness (n/cm2/s/sr/A)

ISIsTS1 SIS TS2
128 kW ‘32 kW ILL 57 MW

e

0 1 2 3 4 time (ms)

Figure 1.2: Time-dependent brightness of the ESS cold moderator at a wavelength of 5 A. For
comparison, the source brightness available at the neutron sources ISIS in the UK, SNS in the US,
J-PARC in Japan, and ILL in France are shown for the moderators used for this wavelength. For
ISIS, SNS and J-PARC, the pulse shapes of more than one moderator are shown, to illustrate the
trade-off between resolution and intensity available there. For ESS, three pulse heights are shown:
that corresponding to the Technical Design Report |1] moderator design (full blue), the current design
at 5 MW of accelerator power (blue line), and at 2 MW (red line). From .

The target and the moderator assembly is surrounded by a monolith shielding
designed with 42 beamports inserts, all available for bi-spectral extraction for thermal
and cold neutrons. For the current foreseen scope of ESS, 22 of these beamports will
be used to extract beams for neutron instruments, the remaining 20 will be sealed with
temporary plugs, giving the opportunity for later expansion of the instrument suite.
The target monolith is surrounded by a shielding structure, commonly referred to as
the “bunker”, that provides additional 3.5 m thick shielding wall to satisfy the low
background requirements of the instruments, and encloses a common area with high
dose rate requirement to install instrument components such as choppers.

As a result of the instrument selection process the proposal of 15 instruments are
accepted, which will give the initial instrument suite of ESS. The layout of these 15
user instruments and a test beamline for characterising the moderator performance
is depicted in Figure [1.3l The two instruments studied in this thesis and therefore

introduced in details in the upcoming sections are LoKI, a SANS instrument located
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in the north sector, and BIFROST, an indirect geometry spectrometer located in the

west sector.

scale

T T T i
50m 100 m 150 m 200 m

VESPA KADI
East &

L

Figure 1.3: Layout of ESS initial instrument suite with 15 instruments and the test beamline (TBL).
From . The proton beam is incident from the right.

1.2 The LoKI instrument

SANS is one of the most widely used experimental techniques for the investigation of
soft matter properties . It uses neutrons that are elastically scattered on the
sample at small scattering angles to provide information about the size, shape and
orientation of the components in the sample. Scattering takes place from aggregates of
atoms, and the structural information one seeks is at a coarser level than the atomic
sizes. The scale of the structures of interest that SANS can access is 1-100 nm.

As an elastic neutron scattering technique, the measured quantity in experiments
is essentially the differential cross-section do/dS) where o is the cross-section, and € is

the solid angle. The cross-section in general is a measure of probability that a specific

Milan Klausz 11



INTRODUCTION

reaction will take place; the reaction being elastic or inelastic scattering in the case of
scattering experiments; elastic scattering in the case of SANS.

One of the main applications of SANS is the study of nano-sized particles (e.g. large
protein molecules, polymers or micelles), suspended in a solution (e.g. water or organic
liquid). The fundamental equation of SANS for this application is presented in Equa-
tion showing a general expression of the differential cross-section, explained in

details in section Small-angle neutron scattering of |17].

do(Q) _ 2-2
L) = NVIRPQ)S(Q). (11)

N, and V,, are the number and volume of particles in the sample respectively. @ is

the magnitude of the scattering vector given by 47 (sin ©)/\ where 20 is the scattering
angle, and A is the neutron wavelength. The term p, is the particle contrast given by
P, = pv — ps for scattering on particles dissolved or dispersed in a solvent where py
and pg are the average scattering length density within the volume V' and the solvent
respectively. P(Q) and S(Q) are the shape or form factor and the interparticle structure
factor. They describe the influence of the shape of the scattering particle and the local
order between the scattering particles on the measured cross-section respectively.

The strong dependence of the scattering cross-section on the contrast means that the
scattered intensity can be changed strongly by varying the scattering length density
of the solvent. The method exploiting this feature is the contrast variation, done
mainly by using the difference in scattering length between hydrogen and deuterium.
Systematically changing the DoO/H,0 ratio of the solvent, and thereby the contrast,
scattering on specific domains of the system under investigation can be enhanced at
the same time as other domains are made practically invisible. This method is largely
responsible for the success of SANS, making it a very powerful tool especially for studies
of biological and pharmaceutical interest.

SANS instruments can also be used to study periodic crystalline arrangements
with large enough lattice parameter, e.g. crystals of very large molecules, and magnetic
structures with long repetition length.

The popularity of the SANS technique makes it a ubiquitous tool at every neutron
scattering facility, usually with multiple instruments, targeting both at high avail-
ability for the scientific community, as well as satisfying complementary scientific re-
quirements. For the same reason, two SANS instruments have been endorsed at ESS,
LoKI [5, |6] and SKADI [18] [19).

LoKI (the Low-K Instrument) is a wide simultaneous Q range instrument designed
primarily with the needs of the soft matter, biophysics and materials science commu-

nities in mind. The trend in all of these fields is towards complexity and heterogeneity.
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Multi-component systems need to be studied as a function of multiple environmental
conditions with different structures occurring at different length scales. Small gauge
volumes are important to study both intrinsically small samples and for performing
scans of heterogeneous samples. There is a need to study systems under the sort of
non-equilibrium conditions, such as shear fields, found in real world applications. The
ESS flux will enable more routine access of these conditions and also permit fast kinetic
studies on a wider range of samples than is possible today. These scientific requirements
motivate the requirements that the detector system have a large angular coverage, have
decent spatial resolution, and have a high rate capability.
The layout of LoKI is depicted in Figure 1.4

\\\\\1"&-::% | , : - I S

\\\‘\\\‘ém = m i

Detector system
Monolith Insert (red)

First bender (green)

Set of collimators drums
and aperture systems

Light shutter
First Chopper Pit
Second bender

Third Chopper pit

Secondary
Shutter

Second Chopper Pit

Figure 1.4: Schematic model of LoKI from source to detection position. From .

LoKI views at the cold moderator and employs a pair of benders, curved neutron
guides used to bend the beam, located in the monolith and the bunker wall to get twice
out of line-of-sight, meaning that due to the curvature there is no direct view to the
neutron source, and thereby minimise high energy neutron background at the sample
position. Two chopper pairs are used in the instrument, the first of being a ‘bandwidth
chopper’ pair placed inside the bunker to select the required wavelength range, and
the second pair being ‘frame overlap choppers’ placed right after the bunker wall to
avoid signals from consecutive pulses to overlap. With different choppers settings a
wavelength band of up to 10 A at 14 Hz, and up to 20 A at 7 Hz can be selected. The
collimation section, employed to reduce the angular divergence of the neutron beam,
consists of two moveable blocks, giving the possible collimation lengths of 8 m, 5 m, and
3 m, with 4-jaw slits used to define the beam size and position. After the collimation

section a flight tube of adjustable length leads the neutrons to the sample position,
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where a choice of 4-jaw slit or pre-defined apertures are available to match the beam
size to sample requirements.

The detector system of LoKI, depicted in Figure [1.5] consist of multiple detector
banks covering different scattering angles (Q-ranges) at different distances from the
sample. The first two, the front and middle banks are placed at distances centred at
~1.5 m and ~3 m from the sample respectively, tilted slightly to maximise coverage.
The rear bank, on the other hand is moveable between 5 m and 10 m from the sample.

The detector banks are composed of multiple overlapping layers of Boron-Coated

Straws detectors, that are introduced in details in Section [1.2.1

Figure 1.5: Detector layout of LoKI. From .

1.2.1 Boron-Coated Straws detector

For many years *He-based detectors have been dominant in the field of neutron scatter-
ing science, as they satisfied scientific requirements and *He was available in sufficient
quantities at an affordable price. The situation has changed in recent years due to the
worldwide 3He crisis that necessitated the development of alternative neutron
detector technologies based on °B,C [4} 10} 25-30], SLiF and scintillators
41]. One of such 3He replacement technologies is the Boron-Coated Straws (BCS) [9)
, a position sensitive 'B-based gaseous neutron detector developed by Proportional
Technologies, Inc. (PTI) [42].

A BCS detector consists of a long thin-walled aluminium tube, containing seven

copper straws arranged hexagonally with one in the centre (see Figure[1.6). The inner
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wall of the straws is coated with a 1 pm thin B4C converter layer enriched in B by
95%. The straws are filled with an Ar/CO, mixture (90/10 by volume) at 0.7 atm.
The basis of the neutron detection is the conversion of the incident electrically neutral

neutrons in the converter layer into charged particles which can ionize the Ar/CO, gas.

Figure 1.6: Cross-sectional view of the BCS detector from . The copper straws inside the

aluminium tubes are exposed.

The underlying process in which the conversion products are created is the 1°B(n,a)"Li

reaction detailed in Equation [I.2] with two branches.

;

EL12084 MeV
TLi*+5a (94%) Q=2.31 MeV
oo 1 Eo=1.47 MeV
2B +in — (1.2)
Er;=1.01 MeV
TLi+sa  (6%) Q=2.79 MeV
E,=1.78 MeV

0

In the less probable branch (with ~6% branching ratio) the kinetic energy of the
"Li and a-particle that they can deposit in the counting gas is E;;=1.01 MeV and
E,=1.78 MeV. In the main branch (with ~94% branching ratio) however the "Li is
produced in an excited state, thereby the kinetic energy of the conversion products is
lower, E;;=0.84 MeV and E,=1.47 MeV. During the de-excitation of “Li*, a photon is
emitted with the energy of E,=0.48 MeV.

The neutron capture cross-section is much higher for thermal neutrons than in the
high energy region, therefore in most cases the kinetic energy of the incident neutron is
negligible compared to energy released in the nuclear reaction. According to the energy
and momentum conservation laws this means that the “Li and a-particle leave in the
opposite directions, therefore only one of them is expected to escape the converter layer.
It is claimed that for 1 um of B,4C, one of the two charged conversion products has a

78% probability to escape the converter and ionise the counting gas in the straw .
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A bias voltage is applied between the tube and resistive Stablohm wires tensioned
in the centre of each straw as anodes, making them work in proportional mode [44].
The charge is read out at both ends of the detector using charge division to acquire
longitudinal position information along the straws.

The length and diameter of the straws, and therefore of the tubes, can vary depend-
ing on the application. It is claimed that a straw diameter of 2 mm up to 15 mm or even
more can be achieved |10], but in most publications either 4 mm or 7.5 mm is used [43|
45, 146]. Generally, several BCS tubes are placed behind each other in successive layers
in order to achieve the desired coverage, uniformity and detection efficiency.

The main application field of the BCS detectors is homeland security but they have
the potential to be used as large area position-sensitive detectors for SANS and chopper
spectrometers. This detector technology is novel to neutron scattering applications, it
is therefore necessary to carefully evaluate its performance in order to avoid it becoming

the bottleneck of the instrument’s scientific performance.

1.3 The BIFROST instrument

Neutron spectroscopy is the study of dynamics in materials by inelastic neutron scatter-
ing [17]. The quantity measured in experiments is the double differential cross-section
as a function of solid angle and scattered neutron energy. This has coherent and inco-

herent components, as shown in Equation [I.3}

d*c B d?*c . d?*c
deEf a deEf coherent deEf incoherent7

where o is the cross-section, €} is the solid angle, and Ey is the final energy of the

(1.3)

neutron after scattering. Scattering on the sample can be either coherent or incoher-
ent and thus the differential cross-section can be divided into coherent and incoherent
components. The coherent part depends on the correlation of the position of nuclei
in the sample at different times, while the incoherent part depends on the correlation
between the positions of the same nucleus at different times. The latter is only appar-
ent in case of isotope or spin incoherence in the sample. Studying coherent inelastic
scattering on a sample gives information about collective excitations like lattice vibra-
tions (phonons) and spin waves (magnons), while incoherent inelastic scattering gives
insight to non-collective excitations like internal molecular vibrations, and diffusion of
atoms and molecules.

In inelastic neutron scattering both energy and momentum are transferred between

the neutron and the sample, governed by the conservation laws, both carrying infor-
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mation about the observed system. Measuring these quantities in experiments means
defining the scattering angle, and both the initial and the final neutron energy. Three
types of neutron spectroscopy are possible depending on how the scattering process
is examined, using three types of spectrometers: triple-axis-spectrometers, and direct
and indirect geometry time-of-flight spectrometers. Triple-axis-spectrometers are used
with continuous neutron sources, where it is necessary to directly select both the ini-
tial and final neutron energies, done by crystal analysers, also commonly referred to
as monochromator crystals. On instruments at pulsed sources it is possible to use
neutron time-of-flight to determine either the initial or the final neutron energy or
both, resulting in two different types of spectrometer geometries. On direct geometry
time-of-flight spectrometers the incoming neutrons are monochromatized by a chopper
system or crystal analysers and the neutron time-of-flight is used to determine final
energy of the neutrons after scattering. On indirect geometry time-of-flight spectrom-
eters a polychromatic “white” beam of neutrons hit the sample, the fixed final neutron
energies are selected by crystal analysers, and it is the initial neutron energy that is
calculated from the neutron time-of-flight. It is also an option to use the time-of-flight
techniques at continuous sources, that is achieved by producing pulses by chopping the
neutron beam.

Neutron spectroscopy is a powerful and versatile technique with applications is
many research fields [17]. In molecular spectroscopy it is a complementary tool to the
optical techniques of infrared and Raman spectroscopy, both of which are restricted
by certain selection rules that do not allow the measurement of the full frequency
spectrum of vibrational modes, as inelastic neutrons scattering does. The energy and
wavelength of thermal neutrons are comparable to the thermal energy and spacing of
the atoms in solids, inelastic scattering is therefore suitable for study of excitations in
various single crystals, yielding in both the frequency spectrum of the lattice vibrations
and the dependence of the frequencies on the wave vectors of the vibrations. Due to
its magnetic dipole moment, the neutron can interact with the magnetic field inside
materials, making it invaluable for investigation of magnetic excitations. Furthermore,
the ability of neutrons to penetrate bulky materials enables measurements with complex
sample environments.

Initially ESS will house 5 neutron spectrometers covering an excitation energy range
of five orders of magnitude, from micro-eV to energies approaching the eV-range [3].
They will all greatly benefit from the world leading brightness of the ESS neutron
source, that is immensely important for inelastic scattering signals which are inherently

weak. The scientific case of these instruments overlap to some degree, however their
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unique capabilities make them highly complementary. Two of these instruments are
direct and three them are indirect geometry time-of-flight spectrometers.

The two direct geometry spectrometers are CSPEC [47], that focuses on the cold
regime and the corresponding broad scientific profile of low energy excitations, and
T-REX [48], that has a broader dynamic range and a scientific emphasis on mag-
netism. Three indirect geometry spectrometers are VESPA [49], a vibrational spec-
trometer with an emphasis on the energy range of primary importance to the study
of functional groups in energy materials, MIRACLES [50], a high-resolution backscat-
tering spectrometer that covers an energy transfer range that a uniquely large among
backscattering instruments, and BIFROST [7, 8], the extreme environment cold spec-
trometer optimised for the study of single-crystal excitations at high magnetic fields
and pressures.

BIFROST is a 162 m long instrument, that combines an indirect geometry time-of-
flight (ToF) front end, and an angular and energy multiplexed crystal analyser-based
back end. The envisioned application fields include materials science, life sciences,
planetary sciences, and most importantly magnetism. It is designed [51] to maximise
the use of the ESS long pulse to enable measurements on small samples and study their
dynamic properties. The exceptional flux allows for entirely new options for detailed
investigations of complex multimode dynamics, hybrid modes, electro-magnons, spin
wave continua and gap studies, under extreme conditions with controlled temperature,
pressure, and magnetic fields, as described in details in |3} |§].

The instrument consists of three main technical subsystems: the beam transport
and conditioning system, the sample exposure system and the scattering characterisa-
tion system. The schematic model of the instrument is depicted in Figure [1.7]

The beam transport and conditioning system is relatively simple. It has a curved
guide section inside the bunker to lose line-of-sight, and four choppers as the only
moving parts. Three of these choppers are placed inside the bunker and the fourth one
in placed in the middle of the instrument. The first one is a pulse-shaping chopper, that
is the only chopper determining the energy resolution. The other three — two frame
overlap and one bandwidth chopper — serve to sort out unwanted frames from the fast
pulse-shaping chopper and to avoid pulse overlap at the sample position respectively.
The use of the chopper system is illustrated in Figure [I.§ The pulse-shaping chopper
can reduce the ESS pulse width by a factor of up to 30 to match the best analyser
resolution, or allow the full pulse to reach the sample that will result in a relaxed
resolution but an order of 10’ n/s/cm? flux on sample. It is this mode which poses

the greatest rate challenge for the detectors.
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Figure 1.7: Schematic model of BIFROST from source to detection position. From .

The sample exposure system allows measurements with strong magnetic field, high
pressure and cryogenic temperatures. One of the main limitations today in single
crystal neutron spectroscopy is that measurements are only possible with large samples,
which are not available for many sample types, but BIFROST will enable the study of
sub-cubic millimetre samples thanks to its exceptional flux on sample and the efficient
scattering characterisation system. Although the instrument is designed to facilitate
measurements on small samples, dimensions up to 1.5 cm are possible.

The back end of BIFROST is similar in principle to that installed recently at the
CAMEA spectrometer at the PSI facility [53, 54]. The scattering characterisation
system in Figure [1.9] consists of the filtering system and the secondary spectrometer
tank, covering a 90° scattering angle in the horizontal plane in two tank settings. The
filtering system, that is essential for background reduction on BIFROST, includes a
cooled beryllium filter with roughly 90% transmission of neutrons with an energy below
5 meV but very low transmission of neutrons with energies above, and coated lamellas
as a radial collimator [55].

The secondary spectrometer tank houses multiple sets of analysers and detectors
for different neutron energies, arranged in nine so called Q-channels, applying a variant
of a novel analyser setup called CAMEA [53] [54], an acronym for Continuous Angle
Multiple Energy Analysis. Depending on the scattering angle of a neutron on the

sample, it enters one of the Q-channels, which cover distinct scattering angle ranges
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Figure 1.8: A typical time-distance diagram of BIFROST. (a) the first segment of the instrument

including the pulse-shaping chopper and the two frame overlap choppers and (b) the full beamline

including the frame overlap chopper too. From [52].

and are separated by absorbant shielding between them to disable neutron transition
between the channels, commonly referred to as cross-talk shielding. In each Q-channel,
several crystal analyser arcs are placed one behind the other to select different final
energies by scattering neutrons vertically (down) towards the corresponding set of
position sensitive detectors (see Figure . Enabling multi-energy analysis in a
single Q-channel by placing the analysers for higher neutron energies behind the ones
for lower energies is possible due to the high transparency of the 1 mm thin highly-
oriented pyrolytic graphite blades [56]. In each analyser arc 7-9 analyser crystals
are located and positioned according to the Rowland geometry [57]. In this focusing
geometry the sample, analysers and the detector lie on the Rowland circle, with the

reflecting planes for each crystal set toward the centre of the focusing circle, that is also
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Figure 1.9: The BIFROST scattering characterisation system. (a) 3D model of the secondary
spectrometer tank from and (b) side view sketch of the sample and a single Q-channel with five

energy channels in it.

located on circumference of the Rowland circle. In order to ensure that neutrons can
reach the detectors only by scattering from the corresponding analyser arcs, further
cross-talk shielding is applied, separating the so-called energy channels.

A perfect single-crystals analyser would select only those neutrons which fulfil the
Bragg-condition in Equation[L.4]for the chosen scattering planes, that is (h,k,1)=(0,0,2)
in case of the pyrolytic graphite.

2- dh,k,l sin (9) =n- )\, (14)

where dp; is the interplanar distance of the crystal, 6 is the scattering angle, n is
a positive integer and A is the wavelength of the incident neutrons. Higher order
scattering (n >1) is eliminated by the filtering system, so this would mean that precisely
one neutron wavelength is selected. Real analysers, however are not perfect, and have a
spread of crystal plane orientations, and therefore accept a range of wavelength centred
around that selected by the perfect crystal. The measure of the spread of crystal plane
orientations in crystallography is the mosaicity, with the ideal value of zero for a perfect
single-crystal. The higher (coarser) the mosaicity, the wider the wavelength range
selected by the analyser, as the higher spread of crystal plane orientations enables them
to fulfil the Bragg-condition. This is also true for a wider incident angle range, meaning
that neutrons of a divergent beam with higher incident angle have the possibility to
be Bragg-scattered on the selected scattering plane. The higher spread of crystal
plane orientations, on the other hand, lowers the probability of neutrons with energy

and incident angle close to the ideal values to be scattered. The cumulative effect
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and optimal analyser mosaicity depends on the applications and the incident neutron
beam.

The blades to be used at BIFROST have a mosaicity of 60 arcmin to apply the
prismatic analyser concept , using 3He detector triplets for all five neutron ener-
gies chosen for BIFROST (2.7 meV, 3.2 meV, 3.8 meV, 4.4 meV, 5.0 meV) in each
Q-channel. According to the prismatic analyser concept, illustrated in Figures
each of the three detectors of a triplet records a slightly different region of energy, as
neutrons with different energies are scattered in slightly different angles, given by the
Equation [.4. Although the Rowland circle is not the same for the different energies,
the Rowland geometry is not sensitive to small changes in energy, therefore the outer
detectors will be in almost perfect focussing condition even though the analysers are

focused on the central detector.

Detectors

Detector

Analyser Analyser

(a)

distance [m]

0 0.5 1 1.5 2
distance [m]

(b)
Figure 1.10: Tllustration of prismatic analyser concept from . (a) Reflection of a monochromatic
beam from a single analyser crystal focussing at a certain distance (on left). Reflection of three
specific energies (red, green, blue, respectively) from a single analyser crystal (on right). The solid
and dashed lines represent the limits of the scattered rays. (b) Illustration of the optimal Rowland
circles for three parallel detector tubes (on left). The principle shown for five analysers arranged in a
Rowland geometry, the three energies, represented by different colors, are separated at the focussing

distance (on right).
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In order to provide enough space for the detector tubes, the analysers and corre-
sponding detectors in adjacent Q-channels are slightly shifted radially. The sample—
analyser distances are increased or decreased by 4.6-7.5% in two out of three Q-
channels, however the analyser-detector distances are kept unchanged to keep the
detectors of same energy on the same vertical planes and by that keeping the spec-
trometer tank geometry simple. As a result, the sample—analyser distance is shorter
or longer than the analyser—detector distance in two out of three Q-channels, showing
a slight asymmetry to the Rowland-geometry. The three different types of Q-channels
are repeated three times, giving the nine QQ-channels a “triple stagger” geometry.

The final neutron energy for each detector triplet is fixed by the corresponding
analysers. Knowing the final energy, the incident neutron energy is calculated from
the ToF of the neutron, and the distance travelled by it. The path length of a neutron
is calculated with respect to its detection point given by the position sensitive *He
detector tubes. The 9 Q-channels each cover a scattering angle range of 5.2°. To cover
a continuous 90° scattering angle range, two tank settings has to be used. Within each
Q-channel, the detectors are positioned perpendicularly to the neutron path, therefore
the scattering angle of each neutron is also given by the position of the detection point
along the detectors, of course, with respect to the rotation of whole detector tank and
relevant Q-channel in particular.

Position sensitive *He tubes are the “gold standard” for neutron detection [59].
They are however quite rate limited. Non-position sensitive tubes saturate at 100 kHz;
however for position sensitive 3He tubes, operation at instantaneous rate above 30 kHz
can be problematic. The exact rate capability of a detector is dependent on the details
of readout electronics, that is usually the bottleneck in this aspect. It is therefore
essential to evaluate the rates anticipated for high-flux instruments such as BIFROST,

in order to extract the respective detector requirements.
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Simulation tools and methods

Monte Carlo simulation [60] plays a key role in the development and characterisation
of instruments as a reliable, cheap and versatile tool [61], as CPU cycles are cheaper
than prototyping cascade for complicated scientific instrumentation. Feedback from
simulations taken into account in the development of the instrument design can re-
duce the number of physical prototypes needed, and also enable the quantification of
otherwise unmeasurable properties. Development of complete and detailed instrument
simulation models enables simulations from source to detectors, offering the opportu-
nity to discover and decouple otherwise undetectable cumulative effects. These models
can provide valuable input for developing calibration and correction routines for data
reduction and analysis, and could later be used for experiment planning by users, to
predict experimental conditions from specific proposed samples, i.e.sample size and
composition.

The simulation of a complex system such as a neutron scattering instrument is not
straightforward and is subject of certain limitations. At the moment, there is no single
software that enables detailed and efficient simulation of all aspects like production
of neutrons, their transport for long distances through neutron guides, transport in
crystalline materials, and detection via production of secondary particles. There are,
however a handful of simulation tools with different strengths and weaknesses. Recent
developments enabled interchange of particle data between some of these tools, making
it possible to use a chain of simulations to carry out the full simulation of a neutron
scattering instrument using the adequate software at each part of the system. Such
simulation of full instruments is a novel method that has been applied only in a handful
of cases. Two out of the first three published cases are presented in this thesis [62-64].

In this chapter the simulation tools and methods used throughout the thesis are
introduced, as well as the pre-existing simulation models of the LoKI and BIFROST
instruments. In the first two sections the two main particle transport codes used are

introduced, namely McStas and Geant4, then an additional tool, NCrystal is presented,
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that enhances their capabilities of the correct treatment of neutron transport in typical
components of neutron instruments. After that, MCPL is introduced, the file format
and associated tools that facilitates the transition between simulation software. That
is followed by the introduction of the simulation schemas and methods of how the full
simulation of instruments is carried out by connection of tools. Finally, in the last

section the rate definitions used throughout the thesis are presented.

2.1 DMcStas - A neutron ray-trace simulation pack-
age

McStas |65} 66] is a simple and user friendly cross-platform, open source Monte Carlo
tool dedicated for simulation of neutron scattering instruments and experiments, that
is broadly used for instrument design. It can model all major components of an in-
strument by sampling an external neutron source distribution and then propagating
neutrons through guides, choppers, monochromators, collimators etc. until the sample
and beyond. A collection of sample components is also available allowing the neutrons
to scatter based on underlying physics models and then be histogrammed by monitor
components that act like “detectors”. The latter process is of particular interest for
the detector design, as it allows the visualisation of the neutrons entering the detector
geometry accessing at the same time their full list of properties, e.g. wavelength (1)),
time-of-flight (ToF), position, scattering angle (#) and optionally user-defined flags.
These properties are necessary to differentially study the picture of the impinging neu-
trons on the detector as a function of time (within a neutron pulse), wavelength and
polar angle.

McStas uses a ray-tracing algorithm which enables fast neutron transport simula-
tions over long distances and through many components, that is necessary for long
instruments like BIFROST, but it has important downsides. In a McStas instrument
definition file, the geometrical components like the source, guide sections, choppers,
slits and the sample are placed one after the other. McStas by default propagates
neutrons from component to component in the exact order as they appear in this file.
All neutrons that miss or do not interact with the component downstream are removed
from further simulation. This process makes the simulation of long instruments really
fast, but on the other hand restricts the neutrons to follow one exact path.

It is possible to change this behaviour by grouping components together, as de-
scribed in the users and programmers guide [67]. This way it is possible to some extent

to split the beam, by having a group of components as the potential next target of neu-
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trons, but after the interaction with strictly one of the group members, McStas tries to
propagate all neutrons to the same component that appears next in the instrument file.
This is suitable for simulations where a set of analysers scatter neutrons to a sample
or to a single detector, but does not allow the simulation of multiple Q-channels in the
detector bank of the BIFROST instrument simultaneously. If a user wants to split the
beam and allow propagation in multiple directions through different components, con-
secutive groups must be implemented, all of which include the subsequent component
in each direction. Extensive use of such grouping makes the instrument file immensely
complex and still prohibits multiple interactions within one group, or back and forth
propagation between groups of components.

The process of ending simulation of neutrons that miss or do not interact with a
component or group of components disables proper treatment of transmission, that is
vital in case of BIFROST where multiple set of analysers are placed behind each other
in a Q-channel. In order to allow neutrons to proceed without interaction e.g. with
a set of analyser blades, an extra virtual component can be added to each group,
that mimics an interaction without changing the neutron state, and thereby prevents
neutrons to be removed from the simulation.

Even with grouped and virtual components, neutrons still have to follow the order
of components or groups of them in the instrument definition file, so back-scattering
or multiple scattering among components of the same group is still not possible in the
simulations.

Both the LoKI and BIFROST instruments are modelled in McStas as part of the
design progression. In the next subsections these models are introduced briefly and

demonstrated using the visualisation tool of McStas.

2.1.1 The LoKI instrument model

The baseline McStas model of LoKI [68] is depicted in Figure[2.1] In this work it is used
for the study of the detector rates for the SANS instruments at ESS. It is assumed that
no major modifications are anticipated or that future modifications will not impact the
predicted rates in a way that completely resets the detector design effort.

The model includes the official McStas component of the ESS butterfly moderator
source (“ESS_butterfly”) |13} 69], that is based on functional fits to the underlying data
from MCNP simulations of the moderator. It is claimed that the spatial variation of
the brightness across the moderator face should be considered to have an uncertainty
of the order of 10%. The accelerator power is an input parameter for this component

and it is treated as a linear scaling factor for the source intensity.
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Figure 2.1: McStas model of the LoKI instrument beam transport and conditioning system.

The model also includes the bender pair, the bandwidth and the frame overlap
chopper pairs, the four slits, all guide sections and the sample. The parameters of these
components enable simulations with various instrument configurations. Neither the
sample environment nor realistic detector arrays are modelled, only the rear detector

panel is included as simple monitor components.

2.1.2 The BIFROST instrument model

The McStas model of the BIFROST instrument is depicted in Figure

Pulse-shaping

Neutron chopper - T Sample
source J .~ —— " Bandwidth
\ T \T — chopper

" Frame overlap
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Figure 2.2: McStas model of the BIFROST instrument beam transport and conditioning system.

The source of neutrons is the same ESS butterfly moderator source as for the LoKI
instrument model, and the expected rates for BIFROST will also scale linearly with
source power for constant proton energy. The model contains the pulse-shaping chop-
per, two frame overlap choppers, the bandwidth chopper, the slits, all guide sections,
the sample and several McStas monitor components to characterise the beam at mul-
tiple locations along the guide. Neither the sample environment nor the scattering

characterisation system is included in the base instrument model.
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2.2 Geant4 - Detailed detector simulation

Geant4 [71-73] is a general purpose Monte Carlo particle transport toolkit developed
at CERN with applications in many fields, e.g. high energy physics, nuclear physics,
accelerators and medical physics. Its usability for simulation of neutron detectors has
been greatly improved by the ESS Detector Group by building a framework [61], |74]
around it, which adds several functionalities and integrates NCrystal and MCPL, both
of which are described in details in the upcoming Sections and

Currently Geant4 is not capable of simulating neutron transport through long neu-
tron guides as McStas is. It is, on the other hand, much better suited for simulation of
complex geometries and neutron detectors. The definition of the simulated geometry
in composed of un-ordered nested volumes filled with different materials. This means
that there is no strict order of the geometrical components and particles can naturally
scatter back and forth among them any times. This gives the possibility to simulate
geometries with high level of complexity, like the scattering characterisation system
of BIFROST where 369 analyser blades are arranged in 9 Q-channels and 5 energy-
channels in each. It also gives the option to analyse effects of cross-talk on signals and
to evaluate shielding strategies.

Another big advantage of Geant4 is that it is capable of simulating practically
any kind of particles, not just neutrons. The unit of simulation is a so-called event
which not only contains the track of the launched primary particle but also the track
of produced secondary and any further particles. This is ideal for the simulation of
detection process in neutron detectors. With these simulation events it is possible to
calculate the energy deposited in the counting gas of a *He tube by the proton and
tritium produced in the neutron capture of 3He. The same can be done for detectors
with solid boron converter layer, where either or both the alpha and lithium particles
— productions of the neutron capture of B — have to escape the converter layer to
deposit energy in the counting gas. This gives the possibility to define detection events
with certain energy threshold to model detection in real measurements where such
threshold is always necessary to eliminate gamma background. This way it is possible
to separate neutrons which trigger detection event from those which get converted but
the their conversion products do not deposit enough energy to the counting gas to
overcome the threshold.

Using the aforementioned ESS Detector Group framework, the process of simulation
and data analysis can be separated. The simulations can result in so called Geant4

Results in Friendly Format (GRIFF) files containing trajectories and properties of all
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particles (all simulation events). These files can then be processed by self-defined
analysis where all information of the simulated events can be accessed. This process
makes the simulation slower, but the analysis can be changed and the results can be re-
evaluated without the need to re-run the simulations. That is not the case for McStas
where the simulation has to be repeated if a monitor component is missing, or the
resolution of one is not fine enough.

At the analysis level filters and custom conditions can be applied to efficiently select
events that are of interest. Multiple definitions of efficiency can be used for complex
detector systems simultaneously and absorption can be observed in all materials sep-
arately. Knowing all information about the past of a neutron that trigger detection
events makes it possible to study how certain parameters of neutrons are changed due
to scattering in materials of the detector, and how does this affect measurable quanti-
ties. The ability to study and decouple such effects that are otherwise unmeasurable
and doing it without the need to build prototypes is a powerful tool in characterisation

of detectors and detector systems.

2.3 NCrystal - Simulation of neutron interactions

in crystalline materials

NCrystal |61}, |75] is a novel open source software package for modeling thermal neu-
tron transport in crystalline materials. It consists of a data library and associated
tools which enables calculations for Monte Carlo simulations. It can be used together
with McStas and Geant4, to enhance their capabilities of the correct treatment of neu-
tron transport in typical components of neutron instruments, including beam filters,
monochromators, analysers, samples and detectors. Physics modelled by NCrystal in-
cludes both coherent elastic (Bragg diffraction) and incoherent or inelastic (phonon)
scattering. It treats all valid Bragg diffractions on each reflection plane explicitly and is
able to use various models for inelastic scattering on phonons. Its data library already
contains the most popular crystals and the results are validated against the EXFOR
database and existing crystallographic software.

NCrystal focuses initially on scattering in single-crystals or polycrystalline mate-
rials and powders. Most single crystalline materials are appropriately modelled with
crystallites orientated around some reference orientation with a Gaussian distribution
that has a standard deviation of the mosaicity of the crystal. There are, however, sin-
gle crystalline materials with crystallite distributions so different from Gaussian that

this approximation does not hold. One of these materials is pyrolytic graphite, that
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is widely used as a monochromator and analyser in neutron instruments. This is pre-
cisely the case for BIFROST, where 369 highly-oriented pyrolytic graphite analyser
blades are used altogether in the nine Q-channels. Graphite has a layered structure,
made up of graphene sheets in which carbon atoms are arranged in a hexagonal lattice.
In highly-oriented pyrolytic graphite the crystallite axes orthogonal to the graphene
sheets are distributed along a preferred direction, suitable for description with a Gaus-
sian mosaicity distribution, but the orientation around this axis is completely random,
resulting in powder-like features in neutron scattering. Recent developments enabled
NCrystal to handle materials with this kind of structure by using a specialised model
for layered crystals.

Demonstrating some of the NCrystal pyrolytic graphite properties, the components
of total cross-sections and a distribution of randomly sampled scatter angles are de-

picted in Figure for powder sample, not the layered crystal distribution.
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Figure 2.3: Components of the total interaction cross-section (left) and two-dimensional scatter-plot

(right) for NCrystal pyrolytic graphite powder.

Up until the latest version (v1.0.0), NCrystal treats absorption with the simple
model of absorption cross-sections being inversely proportional to the neutron velocity.
The absorption cross-section for a particular neutron velocity is calculated by scaling
the value given at the reference velocity of 2200 m/s. This applies for NCrystal ma-
terials used in McStas simulations, but not for those in Geant4 simulations. Geant4
models secondary particles produced in absorption, therefore the NCrystal plugin does
not interfere with the Geant4 absorption physics at all. As an example, the minor
differences in absorption cross-section for pyrolytic graphite is shown in Figure [2.4

Using NCrystal in McStas and in Geant4 within the ESS Detector Group Frame-
work is rather straightforward. In the former the “NCrystal sample” McStas com-

ponent has to be used, while in the latter the material of a certain volume has to be
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Figure 2.4: Comparison of neutron interaction cross-sections of pyrolytic graphite powder in Geant4
and NCrystal. Lines are barely distinguishable for Geant4 neutron capture and NCrystal absorption

cross-sections, the former being higher in the whole energy range depicted.

defined as an NCrystal material. In both cases a uniform material configuration syntax
can be used to define parameters like temperature or mosaicity and orientations in case

of single crystals. An example is presented below.

C_sgl94_pyrolytic_graphite.ncmat;temp=293.15;mos=60arcmin;
dirl=@crys_hk1:0,0,2@1lab:0,1,0;dir2=0@crys_hk1:0,2,001ab:0,0,1;

In this example the aforementioned pyrolytic graphite material is chosen — by the
name of a crystallographic data-file as the first parameter — with the temperature of
293.15 K and a mosaicity of 60 arcmin. The orientation of the crystal is not dependent
of the physical shape of the component or volume. In the example it is given by
specifying that the normal of the (h,k,1)=(0,0,2) plane should point along the y-axis in
the laboratory system, and the normal of the (h,k,1)=(0,2,0) plane should point along

the z-axis.

2.4 MCPL - Exchanging data between simulation

tools

Monte Carlo Particle List (MCPL) |76, [77] is a binary file format dedicated for storage
and interchange of particles between various Monte Carlo simulation applications, like
McStas, Geant4, McXtrace [7§], PHITS [79] and MCNP [80]. An MCPL file can
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contain a list of particles — not just neutrons — and every necessary information about
them, which makes it suitable for input and output format for simulation tools which
have the appropriate plugins or converters.

The MCPL code distribution includes a command-line tool to access and manipulate
files (e.g. merging files or extract information from them), and programming interfaces
for C/C++ and python so that users can implement plugins and converters for further
applications.

From McStas MCPL can be used by adding “MCPL_input” or “MCPL_output”
components at relevant points in the instrument file. In Geant4 using the ESS Detector
Group Framework the same can be achieved with the particle generator from the
“GAMCPLPlugins. MCPLGen” module and the “~mcpl” user flag defining output of

simulations.

2.5 Connecting tools

As mentioned in the introduction of this chapter, there is no single software that can
be used to simulate a neutron scattering instrument from the beginning all the way to
the end. Still, one of the aims of this work is to carry out such end to end simulations.
The way around the problem is to connect tools and do a chain of simulations, using
each of them where they are the most capable.

The simulation the of instruments in this work begins with the aforementioned
ESS butterfly moderator source (“ESS_butterfly”) McStas component, that relies on
the MCNPX calculations of the ESS moderator performance |12, 13]. A full simulation
chain could technically include earlier processes leading to the production of neutrons,
starting with the ion source and the proton accelerator. Simulation of these processes
are done [81], however they are independent of the instruments themselves, and all
relevant information are incorporated in the neutron moderator spectrum given by the
MCNPX calculations.

For the simulations of the beam transport and conditioning system, the McStas
model of LoKI and BIFROST - introduced in Sections 2.1.1] and 2.1.2 — are used. In
case of BIFROST the simulation of neutron transport ends at the end of the last guide
section, but for LoKI the McStas simulation also includes the scattering on the sample.
In both cases an “MCPL _output” component is added to the end of the instrument file
to export neutron data in MCPL format.

These MCPL files are then used as neutron sources for the subsequent Geant4

simulation of the scattering characterisation system of both instruments. For LoKI
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this means the simulation of the detection process in the rear detector bank, that
consist of 5 overlapping layers of BCS detector tubes. For BIFROST the simulation
arrangement includes the sample and all 9 Q-channels of the detector tank. In the
latter case, however the focus is on the incident detector rates so the simulation of
the detectors and the detection process is out of the scope. On the other hand, a
McStas model of a reduced BIFROST geometry containing the sample and a single
QQ-channel is also implemented to allow comparison of the two simulations software.
The schematic figures of the simulation scheme for both instruments are depicted in
Figure [2.5]

Scattering characterisation
system

Beam transport and
conditioning system
and sample

McStas
~°—> # MCPL files # 6\ GEANT4

Sample and scattering
characterisation system

McStas

» O

Beam transport and
conditioning system

McStas

4°—> —> MCPL files

6" GeanT4

Figure 2.5: Outline of simulation scheme for the LoKI (at top) and BIFROST (at bottom) instru-

ments.

For the simulation of neutron transport in crystalline materials, NCrystal is used
in both McStas and Geant4. The simulation models implemented for the scattering
characterisation systems are introduced in details in the following chapters.

For the sake of completeness, it worth mentioning that in the current work the
simulated detection process in Geant4 does not include the charge collection in the
detectors. Complete simulation of gaseous detectors, including spatial charge effects
can be carried out by interfacing Geant4 with other simulation tools like Garfield++
and Degrad, as demonstrated in [82, 83|, however it is out of scope for this thesis.

Another possibility to extend the scope would be the connection of the simulations
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to the Mantid [84] software, that is used for reduction and analysis of measured data.
This connection could facilitate implementation of corrections and calibration routines.
In fact, for the LoKI instrument this work has already been started spawned from the
results presented here, and will be mentioned in Section [0.1]

All results of simulations have systematic and statistical uncertainties. Unlike sys-
tematic uncertainties which are present mainly due to imperfect modeling of the system
and inherent biases in this model, statistical uncertainties can be reduced by increasing
the number of simulated particles. Throughout this work where the uncertainty is not
significant, it is not indicated. Sources of systematic uncertainties, like the effect of
the parts of the instruments not included in the simulations models are considered and

not expected to change the conclusions.

2.6 Rate definitions

With the combination of the McStas and Geant4 it is possible on one hand to take into
account the correlations of neutron properties, like ToF, energy, spatial and momentum
vectors, and on the other hand to reliably evaluate the detector performance. Although
the simulation of each neutron is independent, by handling the ToF information it is
possible to define the instantaneous rates as well as the time-averaged ones.

At a pulsed source the highest instantaneous (peak) rate could be more than an
order of magnitude higher than the time-averaged one. It is thus important for the
qualification of a detector technology for a specific application and impacts the readout
electronics design. The peak rates also dictate the system design for data collection,
aggregation and transfer but as the data are propagated further down the process
chain, it is the time-averaged rates that become more relevant for data transfer and
storage choices.

Another distinction in the current work is between incident and detection rate. The
first would be the upper limit the detector would count, if it had a detection efficiency
of 100%. As the detectors have efficiencies that depend on the neutron energy, the
moment when the number of incident neutrons is highest is not necessarily the moment
of the highest number of detected neutrons. A detector might be illuminated with a
high flux but if it is not efficient at the respective neutron wavelengths, there is no
concern for saturation. The peak incident rate and peak detection rate do not have to
occur simultaneously.

The incident neutrons arrive at the detector with various ToF and energy values.

As Geant4 continues to count time for the particles it propagates, the ToF distribution
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will vary as a function of detector depth. This effect needs to be taken into account for
the estimate of the instantaneous peak detection rates for those detectors that record
depth information [10, 26, [85, |86].

The rate definitions used in this work are listed in [87] (page 14) as follows:

e Global time-averaged incident/detection rate: the total number of neu-

trons per second entering/recorded by the entire detector.

e Local time-averaged incident /detection rate: the total number of neutrons

per second entering/recorded in a detector pixel, channel or unit.

e Global peak incident/detection rate: the highest instantaneous neutron in-

cident /detection rate on the whole detector.

e Local peak incident/detection rate: the highest instantaneous neutron inci-

dent /detection rate on the brightest detector pixel, channel or unit.
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Chapter 3

Detector rates for LoKI instrument

In order to design detectors with the appropriate rate capability and prevent perfor-
mance compromises on this front, a detailed analysis of the instrument requirements
and how they translate to detector requirements is vital. The work introduced in this
chapter aims at acquiring a good understanding of the rates LoKI is going to achieve by
looking at how the scattered neutrons on the sample are distributed in space and time.
A realistic worst-case scenario is reproduced, based on which the detector requirements
for rate capability are extracted. The main focus of this evaluation concerns the neu-
tron scattering taking place within the forward solid angle after the sample, as this
happens to be the primary area of interest for the SANS technique. This translates to
a typical 1 m x 1 m detector area considered for the rate estimates of the scattering
characterisation system.

In order to define the highest incident and detection rates, a Geant4 simulation
model of the rear detector bank is developed. To generate neutrons for the simulations,
the McStas model of the LoKI instrument introduced in Section 2.1.1]is used in case of
three different instrument configurations. At the end of the McStas (v. 2.4.1) simulation
of the neutron transport from the ESS source until after the scattering on the sample,
the neutron data is saved in MCPL format. These MCPL files then serve as source
for the Geant4 simulation of the neutron transport in the detector bank, including
conversion and detection in the detectors.

In the following sections the instrument and sample settings used for the McStas
simulations are presented, then the developed Geant4 simulation model of the detector
bank is introduced, and finally the acquired incident and detected rates are demon-
strated.
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3.1 Instrument configurations

The chopper settings, collimation length and aperture sizes of a SANS instrument
are experimentally configured depending on the sample and the type of measurement
to be performed. For the rate estimates a few configurations are selected, aiming
at maximising the neutron flux on the sample, in combination with a sample that
strongly scatters within the forward solid angle. The accelerator power of the ESS
butterfly moderator source component mentioned in Section is set to 5 MW, so
the deduced rates correspond to the maximum source power.

The instrument and sample settings used for the rate estimates are listed in Ta-
ble [3.1] The chopper settings are reflected in the wavelength range, i.e.the A, and
Amaz Values allowed to reach the sample from the source. The same sample model is
used for all instrument configurations. It is a diblock copolymer with a 4.84% scatter-
ing probability, an adequate choice for the study of the rear detector geometry. The

sample size of 1 cm x 1 cm matches that of the sample aperture. In SANS it is typical

. ) Source Sample  Flux on
Collimation Anin  Amaz Beam spot
Config aperture aperture  sample .
length [m] [A]  [A] size [cm]
[cmxcm] [emxcm] [n/cm?/s|
3 3.0 115 3 x3 1 x1 1.00x10° 8.4
3.0 11.5 2 X 2 1 x1 2.02x108 4.4
3 8 3.0 10.0 2 x 2 1 x1 8.24x107 3.0

Table 3.1: LoKI instrument configurations for the evaluation of rates. The same sample is used for
all scenarios. The beam spot size represents the direct beam size on the detector and is defined by

the collimation settings.

to match the collimation length to the sample—detector distance, in order to optimise
the resolution capability of the instrument. For the current study though, this distance
is fixed at 5 m, that is the closest position of the rear detector for the instrument, in
order to maximise the rates.

The contributions to the number of neutrons reaching the detector can be broken
down to the coherent and incoherent scattering components from the sample, the in-

coherent scattering from the solvent and the transmitted neutrons, as in Equation [3.1]

N = cohsample + 1nCORsampie + INCORso1pent + transmission. (3.1)

In the current study, only the coherent scattering from the sample is taken into account,
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i.e. the actual signal the SANS technique is after. This provides a lower limit to the
rate estimates for the scattering characterisation system.

Knowing the scattering fraction F(%) for a SANS sample model, it is possible to
get an approximate analytical estimate for the time-averaged incident rates the rear
detector is exposed to. The largest portion of the signal-related scattered neutrons
is contained within the forward cone subtended by the rear detector, which usually
has a polar angle coverage of up to a few degrees, depending on its distance from
the sample. The diblock copolymer model mentioned before has a scattering fraction
of about 4.8%. For instrument configuration 1 this translates to an upper limit of a
global incident time-averaged signal rate of 4.8% x 10°n/s/cm? flux x 1 cm? sample
size = 4.8 x 107 n/s = 48 MHz. The incoherent contribution from the sample and the
solvent have to be estimated in addition. If 10% of the incident beam is incoherently
scattered in 47, then the incident fraction within the solid angle subtended by the rear
detector is 10% x 10%n/s/cm? flux x 1 cm? sample size x 0.04 st = 4 MHz. A global
time-averaged rate of 52 MHz is to be expected as an upper incident rate limit for the
high flux instrument configuration on the rear detector.

The resulting incident neutron ToF and wavelength distribution on a standard
1 m x 1 m area at 5 m after the sample is depicted in Figure for all three configu-
rations. For determining time-averaged and instantaneous rates it is always important
to take into consideration the pulse structure of the ESS neutron beam with its 14 Hz

repetition rate.
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Figure 3.1: A typical neutron ToF and wavelength distribution 5 m after the sample for the three
instrument configurations. The global incident rates per configuration appear in the legend in Hz for

a standard 1 m x 1 m detector.
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3.2 Geant4 model of the rear detector bank

The Geant4 geometry model implemented for this study is a generic 1 m x 1 m detector
arrangement that consists of 5 consecutive detector panels with 40 tubes in each (see
Figure. For higher uniformity in the conversion efficiency, the tubes are rotated by
20° around their cylindrical axes and a relative horizontal shift of 10.16 mm is applied
for adjacent panels (see Figure to avoid high differences in the path length in the
B4C converter layer [88].

(b)

Figure 3.2: The simulation arrangement containing the neutron generator at the origin of the

coordinate system and 5 panels (x 40 tubes/panel) of BCS tubes covering 1 m x 1 m. (a) the
primary neutrons (in red) hit the detectors 5 m away from the source (sample) position and (b)
enlarged view of the 5 consecutive BCS tube panels with straws exposed in the middle section for

illustration. Each aluminium tube (grey) contains 7 copper straws (orange) arranged hexagonally.
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(a)

Figure 3.3: Rotation and translation of the detector tubes in order to increase the uniformity of the
conversion efficiency for neutron entering the detector arrangement in different positions and angles.
(a) a rotation of 20° around its cylindrical axis is applied for every detector tube and (b) a horizontal

shift of 10.16 mm is used for adjacent panels.

The model of a single BCS detector consists of the aluminium tube that contains
the 7 copper straws arranged hexagonally with 1 um enriched B,C layers on their inner
surface. The void inside a tube is filled with the Ar/COy mixture (90/10 by volume)

at 0.7 atm. The exact parameters of the full scale model are listed in Table [3.2

Tube diameter 25.4 [mm]
Tube thickness  0.94 [mm]
Straw diameter 7.5 [mm]
Straw thickness 25 [pm]
B,4C thickness 1 [pm]
Tube&straw length 1 [m]

Table 3.2: Geometry parameters in the model of the BCS detectors.

All materials are selected from the Geant4 database of NIST materials, except for
Al and Cu. The latter are described with the use of the NCrystal library, as their
crystalline structure is important for the correct treatment of their interaction with
neutrons. The density of the NCrystal aluminium and copper are p4,=2.70 g/cm?® and
pcu=38.93 g/cm? respectively. The Geant4 physics list used is QGSP_BIC_HP.

The model does not contain the anode wires in the straws and therefore neither
the charge collection nor the readout are simulated. A detection event is recorded if
the conversion products of a neutron deposit more energy in the counting gas than a
preset threshold applied to mimic discrimination of the gamma background. In different
studies of BCS detectors, different thresholds are reported, e.g. 30 keV , 73 keV
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and 200 keV [45]. Based on these values, in the simulations of this study an energy
threshold of 120 keV is applied, which corresponds to an appropriate threshold for °B
detectors to achieve sufficient 7 /thermal neutron discrimination for neutron scattering
applications [90H92]. The simulation of each neutron is completely independent so
pile-up is not possible.

Due to the complex geometry three different definitions of incident neutrons are
used in this section: incident for the entire detector; incident for a panel; and incident
for a straw. A neutron is counted as incident for the entire detector only once, when
it enters the wall material of a tube for the first time. On the contrary, a neutron can
be counted more than once as incident for a panel but only if it is scattered back from
another panel and enters a tube in the panel of interest again. Moreover, a neutron
is counted as incident for a straw every time when it enters its copper layer from the

outside.

3.3 Incident and detection rates

For instrument configuration 1 the incident neutron ToF and A\ spectra per detector
panel are depicted in Figure This approach is important for detectors, which
provide depth information, as every detector layer is exposed to a different neutron
distribution, due to the hardening of the neutron spectrum, caused by the higher
absorption cross-section of neutrons with higher wavelength and the thermalisation of
the neutrons via scattering. This effect is clearly visible in the incident spectrum, and
impacts the energy spectrum of the detected neutrons (see Figure .
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Figure 3.4: Incident ToF (a) and A (b) distributions per panel in depth for instrument configura-

tion 1. The respective incident rates appear in the legends.
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Figure 3.5: (a) X distribution of detected neutrons per panel. (b) A dependent neutron conver-
sion and detection efficiency for the entire detector and for instrument configuration 1. The conver-
sion/detection efficiency is the ratio of the total number of converted/detected neutrons in all straws
over the number of incident neutrons for the entire detector for a particular incident A. The detection

rates per panel and the global average conversion and detection efficiencies appear in the legends.

From the conversion and detection efficiency of the entire detector for different
wavelengths, depicted in Figure|3.5b] it is concluded that the efficiency for lower wave-
lengths is lower — as expected — and the global detection efficiency is 63% with a
detection to conversion ratio of 70%.

To get a deeper understanding about the detector system, the detection efficiency
of each straw is shown in Figure[3.6] It is defined as the number of detected neutrons in
each straw divided by the number of the respective incident neutrons. The efficiency of
each straw is represented with a two-dimensional cross-sectional image of the detector
geometry similar to Figure[3.2b] The efficiencies of the straws in the first panel indicate
that there is a correlation between the scattering angle and the wavelength, originated
from the scattering characteristics of the sample, and it is clear that the straws in
the front or with clear sight to the sample have much higher efficiencies than the ones
behind them. All straws are identical and so is their detection efficiency for a particular
neutron wavelength, therefore the change of the detection efficiency in depth is the
result of the hardening of the neutron spectrum.

Figure depicts the time-averaged and peak incident rate for each straw rep-
resented the same way as the detection efficiency of the straws. The peak rates are
extracted by counting neutrons only from a selected 1 ms ToF slice that results in
the highest instantaneous rates, taking into account the pulse-repetition rate of 14 Hz.
The tubes with the highest peak incident rates are localised in the centre of the panels

because the highest incident rates occur when the relatively high energy neutrons are
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Figure 3.6: Detection efficiency per straw for instrument configuration 1.

scattered on the sample in small angles and most of them enter the same straws. Fig-
ure gives an enlarged view of these straws and also shows the peak detected rates
of the straws with the highest values.

The highest peak rates appear in the straws of the first panel in simulations with all
three instrument configurations presented in Table A summary of the estimated
incident and detection rates for these configurations are presented in Table
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Figure 3.7: Time-averaged and peak incident rate per BCS straw for instrument configuration 1.

The BCS straws are expected to start saturating at 50-100 kHz. For instrument
configuration 1 with the shortest instrument collimation, peak rates as high as 458 kHz
for a single straw are derived. This implies that the operation of such a detector is

subject to limitations.

Milan Klausz 43



44

DETECTOR RATES FOR LOKI INSTRUMENT

5120
5100
—.5080
E ® 800 © ®
= 5060 CRRRRw
” ® ;
ol G RDBRBBE
R BB
5000 ol -
—100 =50 0 50 100
7z (mm)
T — E——
10! 10° 10°
Neutrons/straw /ms
(a)

ration 1.

—100

SHe

o’ %"W L g%’.
S HBBBE

=50

Yy

Figure 3.8: Peak incident (a) and detection (b) rates for the central straws for instrument configu-

7z (mm)
10(] ‘

10!
Neutrons/straw/ms

10°

(b)

Local average Local average
Global average Global average L .
Config = ) incident detection
incident rate detection rate
rate/straw rate/straw
1 37.3 MHz 23.5 MHz 1.01 MHz 187 kHz
2 7.48 MHz 4.70 MHz 211 kHz 39.0 kHz
3 2.91 MHz 1.82 MHz 86.3 kHz 15.0 kHz
Local peak Local peak
Global peak Global peak L .
Config = . incident detection
incident rate detection rate
rate/straw rate/straw
1 74.3 MHz 64.2 MHz 2.99 MHz 458 kHz
2 15.1 MHz 13.1 MHz 651 kHz 100 kHz
3 6.11 MHz 5.29 MHz 283 kHz 47.0 kHz
Table 3.3: Summary table with global and local incident and detection rates for all three instrument
configurations.
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Chapter 4

Detector performance of the Boron-

Coated Straws

As explained earlier there are various aspects of a detector that all have to fit instrument
specific requirements in order to avoid becoming the bottleneck of the instrument’s sci-
entific performance. The detector development is inevitable, as upcoming research
facilities and future instrument upgrades require new technologies to exceed the sci-
entific capabilities of previous detectors. With new and stronger sources coming up it
is important to fully exploit the high brilliance of a neutron pulse, that necessitates
high rate capability and also high detection efficiency, that is in all cases one of the
key performance parameters of a detector. This aspect of neutron detectors has come
to focus with the replacement detector technologies. In those cases when the detection
efficiency is low for a single detector it is natural idea to increase the efficiency by
using multiple layers of them. On the other hand, this leads to an increased amount of
material in the system that raises the problem of absorption in the structural materials
and their activation by neutrons. Building several prototypes and to test them in mul-
tiple cases is expensive and some aspects are hard to or even impossible to measure.
A simulation tool like Geant4 can shed a lot of light in these situations, especially for
complex geometries like that of BCS.

In order to evaluate the use of the BCS technology — that was initially designed for
homeland security — for neutron scattering experiments, a detailed simulation study is
carried out using the Geant4 model introduced in Section [3.2] A generic arrangement
of a point source at a 5 m distance from the centre of the geometry in vacuum is chosen.
To make the results generally applicable, isotropic monochromatic conical beams are
used with an opening angle of 10.6°, that ensures that the direct beam crosses all 5
panels to minimise edge effects.

In the following sections this simulation arrangement is used to investigate first the

conversion and detection efficiency, then the absorption in the detector components.
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In the final section the results of these simulations are used to estimate the activation

of the materials in the detector.

4.1 Conversion and detection efficiency

The functional unit of a BCS detector is a single straw. The straw detection efficiency

can be expressed in several valid ways. In this chapter the following definition is used:

e Detection efficiency is the number of neutrons detected in a straw divided by
the number of incident neutrons in that straw from every direction. A neutron is
counted as incident every time it enters the copper of the straw from the outside.

# of detected neutrons in the straw
€ —

(4.1)

4 of incident neutrons in the straw

The replacement of the number of detected neutrons with the number of converted
neutrons in the numerator results in the respective conversion efficiencies.

Another relevant quantity is the detection to conversion ratio, that is the fraction of
detected neutrons over converted ones. As described in Section to get a detection
event after a conversion, at least one of the conversion products has to leave the boron
carbide layer and deposit enough energy in the counting gas to overcome the preset
threshold. Detailed calculations of this exist [93H95]. As mentioned in Section for
BCS it is claimed that for 1 pm of B4C, one of the two charged conversion products has
a 78% probability to escape the converter and ionise the counting gas in the straw. This
is the theoretical maximum for detection to conversion ratio, with no energy threshold.
With the applied threshold of 120 keV, the simulated detection to conversion ratio is
~70%, with very minor dependence of the wavelength of the converted neutrons, due
to the small thickness of the B4C layer. This value also gives an upper limit for the
detection efficiency, as it is the product of the conversion efficiency and the detection
to conversion ratio. The higher the threshold is, the lower the detection to conversion
ratio and therefore the lower the detection efficiency will be. The optimal value depends
on the gamma background of the measurement and ought to be chosen carefully. A
common pulse-height spectra showing the energy deposited by the conversion products,
and the energy threshold dependence of the detection to conversion ratio is presented
in [Xppendi< A]

The detection efficiency for each straw with monochromatic 0.6 A, 3 A and 11 A
neutrons is depicted in Figure [d.1] The efficiency of a single straw is quite low with an
average of 3%, 12% and 31% respectively. This is why 7 of them are packed together
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in a BCS tube and this is why employing even more overlapping straws in consecutive
layers (panels) of detectors is necessary for most applications. The detection efficiency
of the straws is quite uniform for a particular wavelength across all panels. This is
because of the monoenergetic neutron sources used, but a previous simulations with
polyenergetic neutrons in Section demonstrated significant differences between the
panels (see Figure , attributed to the hardening of the neutron spectra and the
thermalisation of the neutrons via scattering. The slightly lower efficiencies in the last
panels for 11 A indicate that the thermalisation through scattering occurs indeed, and
leads to neutrons with lower wavelength in the neutron spectrum and therefore lower
average efficiency for the straws in the back, but also show that it is a minor effect

compared to the hardening of the neutron spectra.
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Figure 4.1: Detection efficiency of straws with monoenergetic incident neutrons. The results are
visualised using the cross-section image of the 5 panel detector system. The colors represent the
detection efficiency of the straws from simulations with three neutron wavelengths: 0.6 A (top), 3 A
(middle) and 11 A (bottom). The conical neutron source is placed at the origin, some of the straws

at the edge of the panels are not illuminated directly to minimise edge effects.

Figure depicts the contribution of each panel to the total number of detection
events and the resulting global detection efficiency. For all wavelengths the first panel
registers most of the detection events and the impact of the additional panel becomes
lower and lower. This is more noticeable for high wavelengths where the efficiency
saturates 4-5% below the maximum of 70% defined by the detection to conversion
ratio. The detectors in the fifth panel contribute only a 0.21-4.27% to the global

detection efficiency for the simulated neutron wavelengths. These results imply that
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depending on the application and the optimum wavelength thereof, using 4 panels
might be a more cost efficient solution.

The results presented are derived from simulations with all 5 panels in place. This
means that efficiencies with fewer than 5 panels are somewhat overestimated because
of the back-scattered neutrons from later panels, but the simulations with fewer panels

showed that this effect means a <0.5% difference only.
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Figure 4.2: Contribution of each panel to the total number of detected neutrons (on the left) and
the resulting global detection efficiency (on the right) for different wavelengths. The magenta line

marks the highest possible global detection efficiency defined by the detection to conversion ratio.

It is worth mentioning that the thickness of the converter layer has an impact on
the detection efficiency. As previously stated, the detection efficiency results from the
convolution of the conversion efficiency and the detection to conversion ratio. The
conversion efficiency could be increased by using a thicker conversion layer but that
would lower the escape probability of the conversion products and consequently the
detection to conversion ratio , , . The cumulative effect of the converter layer
thickness is wavelength dependent and not straightforward. The simulations show that
for high wavelengths the global detection efficiency could be increased with lower B,C
thickness due to the increase of detection to conversion ratio but for lower wavelengths
the decrease of the conversion efficiency overrules it and the detection efficiency de-
creases. In the other direction, the efficiency for low wavelengths can slightly benefit
from thicker converter layers but for higher wavelengths where the conversion efficiency
is already high, the lower detection to conversion ratio lowers the detection efficiency.
In this study the commercial converter layer thickness of 1 pm is used. A more detailed

investigation of converter thicknesses and efficiency optimisation is out of scope here.
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4.2 Absorption in detector components

The previous section demonstrates that for achieving a higher detection efficiency it is
necessary to use multiple panels of detectors. This does not only increase the number
of conversion and detection events but as a consequence the undesired absorption in the
non-converting materials of the detector, namely aluminium and copper also increases.
However, it is not only these two materials that can absorb neutrons without leading
to a detection but B4,C too. As mentioned before, not all conversion events result in a
detection event because in some cases the conversion products do not exit the converter
layer or they do not deposit sufficient energy in the detector gas to overcome the applied
threshold. In addition, there is a rather small amount of neutron absorption in carbon
and 'B without conversion products to trigger a detection event. These two event
classes together are hereinafter referred to as absorption in B,C.

In a single Geant4 simulation it is possible to register the number of neutrons ab-
sorbed in aluminium, copper and B4C separately and compare the effect of these ma-
terials. The latter could also be done with multiple simulations using different models
with the materials out of focus replaced with vacuum to eliminate their effect on each
other, but these effects change the results by <3% so the numbers using the model with
all materials in place are presented. In Figure the relative absorption is depicted
for simulations with five different neutron wavelengths. The relative absorption in any
material or materials is defined as the number of neutrons absorbed in that material
over the number of incident neutrons for the entire detector system.

Most of the undesired absorption occurs in the converter layer. This is not surprising
with 30% of the converted neutrons not triggering a detection event (70% detection to
conversion ratio). The absorption in the copper is higher than in aluminium except for
the highest wavelength (11 A), but the difference is rather small in every case. This
might be unexpected as the absorption cross-section of copper is approximately 16
times higher for these wavelengths (see Figure , but the total volume of aluminium
is 17.6 times higher than that of copper, therefore the average path length of the
neutrons in aluminium is much longer, an effect that compensates the cross-section
difference.

It is possible to make a ‘naive’ analytical estimation of the absorption in a material
using Equation

Relative absorption = 1 — e >, (4.2)

where ¥, is the macroscopic absorption cross-section given by Equation and [ is
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Figure 4.3: Relative absorption in the BCS detector materials as a function of incident neutron
wavelength. ‘B’ (orange) represents the absorption in the B4C layer not resulting in detection events.
‘Cu’ (cyan) and ‘Al’ (blue) are the relative absorption in copper and aluminium separately. ‘Al+Cu’
(green) is the sum of the latter two, giving the absorption in aluminium and copper together. The

dashed lines only connect the markers.
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Figure 4.4: Cross-sections of aluminium (left) and copper (right) from the NCrystal library .

the path length in a material.

pmNA

ECL:Ua'pAZO—a M ;

(4.3)

where o, is the microscopic absorption cross-section, p4 is the atomic density, p,, is the
mass density, M is the molar mass of the material and N, is the Avogadro number.
For a specific neutron wavelength each parameter is known except the path length in
the materials. One way to estimate the latter is to assume that a neutron stops halfway
through the detector system after crossing an aluminium wall 2 times and a copper
wall 6 times frontally in each panel. Using the wall thicknesses provided in Table
the results are [4=4.7 mm and [c,=0.375 mm. The path length of the neutrons
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is, of course, not constant even for a specific wavelength, as presented in Figure 4.5
For aluminium, the beginning of the first peak in the histogram corresponds to the
wall thickness of a tube, because that is the minimum distance in aluminium that a
neutron has to pass to be absorbed in the converter layer of a straw. Due to the circular
tube geometry and the conical beam, most of the neutrons do not enter the tube wall
perpendicularly, so the neutrons absorbed in the first tube they enter can have a path
length in aluminium longer than this minimum, that results in the first peak. The
beginning of the second peak corresponds to three times the wall thickness of the tube,
as the that is the minimum distance in aluminium for a neutron that is absorbed in
the second tube it enters. The upcoming peaks are more and more blurred as the path
length difference in different directions, and the number of scattered neutrons become
more and more important. The last broad peak corresponds to the neutrons that pass
through all panels without being absorbed and the rest of the histogram contains only
scattered neutrons. Similar effects appear for copper because of the straws, but with

more overlapping layers and complex geometry.
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Figure 4.5: Neutron path length distribution in aluminium (top) and copper (bottom) from simu-
lations with A=1.8 A for all neutrons crossing the detector regardless of whether they interact with
its materials or not. The label ‘Counts’ means the number of neutrons with a total path length in

aluminium or copper within the limits of a particular bin of the histogram.

With the average path length of the neutrons extracted from the simulations a more
accurate estimate can be made proving the relevance of the formula in Equation 4.2

and supporting the results. The relative absorptions from the two estimation methods

Milan Klausz 51



DETECTOR PERFORMANCE OF THE BORON-COATED STRAWS

and the results from simulation are presented in Table The estimations using the
average path lengths are in very good agreement with the simulations. All results are
within 2.5%, except for the lowest wavelength but even there the difference is less than
13%. This shows how well such an easy formula describes the process of absorption
in the detectors. The naive estimation also gives acceptable results, given that it is a
rough estimation. Some numbers are off by a factor 3.3, but for medium wavelengths
the difference is less than 70%. For wavelengths where the average path length is
longer than the used fixed number, the results are underestimated, and the other way
around, overestimated path lengths lead to overestimated absorptions. More accurate
estimations could be made with more sophisticated formula but even in this state, both

estimations support the simulation results.

A Rel. Abs.aive (%] || lave[mm] | Rel. Abs..q [%] || Rel. Abs.gm [%]
Al Cu Al Cu | Al Cu Al Cu
0.6 | 0.23 0.40 11.90 0.66 | 0.57 0.71 0.65 0.79
1.8 | 0.65 1.19 843 045 | 1.17 1.44 1.20 1.44
3 1.13 2.00 6.38 0.33 | 1.52 1.78 1.51 1.76
1.85 3.30 444 0.22 | 1.75 1.97 1.76 1.98
11 4.02 7.11 2.69 0.11 ] 2.32 2.19 2.30 2.15

Table 4.1: Estimated and simulated relative absorption in aluminium and copper. The naive estima-
tions (left) are made with constant path lengths of I 4;=4.7 mm and l¢,,=0.375 mm for all wavelengths.
The more accurate estimations (centre) are made with the average path lengths ({4v ) from the sim-

ulations. The right column contains the relative absorption extracted from simulation alone.

Figure shows the proportion of absorption in different materials, transmission
and detection from simulations. As all neutrons enter the detector system, the propor-
tion of detection events is by definition the global detection efficiency described in the
previous section. The results indicate that for the lowest wavelengths 60-30 % of the
neutrons leave the detector system even with 5 panels but for the highest wavelength
this value drops below 0.5%. This high transmission number at lower and medium
wavelengths emphasises the need for a shielding layer behind the panels. Propor-
tion of absorption in aluminium and copper together is approximately 1.5% for low
wavelengths and stays below 4.5% even for the highest wavelength. For the neutron
wavelengths that are more relevant to neutron scattering techniques, the absorption of
this scale is acceptable and justify the use of successive detection panels.

The obtained results correspond to pure unalloyed materials; alloyed materials and

impurities may significantly increase the absorption due to the presence of isotopes with
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Figure 4.6: Proportion of absorption, transmission and detection from simulations with monoener-

getic neutrons.

high absorption cross-section despite their low concentration. For example, the macro-
scopic absorption cross-section of Al5754 [97), an aluminium alloy typically used in
nuclear science for mechanical structures, can be 18% higher than the pure aluminium

mainly due to its manganese content.

4.3 Activation of the detector

Neutron absorption in the detector materials potentially has another negative effect
besides lowering the detection efficiency, namely the neutron activation of these materi-
als. Activation might interfere with the normal operation of the detectors in two ways.
Firstly, the gamma rays and particles emitted by the excited nucleus and the decay
products might form a background during measurements in addition to that of prompt
gammas. Secondly, after the measurements, the radiation coming from the radioactive
nuclei might not allow anyone to get close to the detectors (e.g.for maintenance) owing
to the high gamma dose rate. The purpose of this section is both to determine whether
the background from the activation is significant for the measurements, and to find out
how much time one has to wait after the measurements to be safe to approach the
detectors.

This is intended to be a generic study, therefore the activation is calculated for
pure aluminium and copper instead of a specific alloy. The activation of the previously
mentioned aluminium alloy Al5754 is already investigated in . In that work it is

also concluded that the activation of the Ar/CO; is a minor effect compared to the
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same of the aluminium-housing, and the beta radiation is negligible both in terms of
background and radiation protection, so these aspects are not addressed here.

At spallation sources the detectors are irradiated in pulses, but as the pulses and
repetition times are much shorter than activation and decay times of the relevant iso-
topes, therefore a constant average flux with the same integral can be used to determine
activation. The calculations are performed for a constant flux of 10 n/cm?/s on a 1 cm?
cubic sample, assuming 5% of neutrons are scattered toward the detectors. These num-
bers represent a conservative estimate of the worst case scenario for an intended SANS
application investigated in Chapter 3| but the results to be presented scale linear with
the flux, making it is easy to adopt them to any other particular application. This
assumption gives an incident flux of 5-10% n/cm?/s for the 1 m? detector system, that
means a neutron intensity of 5- 107 n/s. Using this number as source intensity for the
previously introduced simulation arrangement, the intensity of neutron absorption in
each material can be calculated for different monoenergetic beams using the relative
absorption results from Table The results of these monoenergetic beams covering
the most relevant wavelength range can be used to give estimation for a particular
neutron spectrum by choosing the most representative wavelength or by correspond-
ing segmentation using the upper wavelength for each range. The estimation presented
here is done for 3 A neutrons, with 1.51% and 1.76% of neutrons absorbed in aluminium
and copper, respectively. From the neutron absorption intensity, the activation of an

isotope is calculated for the irradiation duration ¢;,. with Equation [4.4]
a(tir) =1, - (1 —exp (=X - tipr)) (4.4)

where [, is the neutron absorption intensity and A is the decay constant of the regarded
isotope. Pure aluminium contains only the 27Al isotope, but copper has two natural
isotopes — 93Cu and %Cu, so the absorption intensity is shared between them with
respect to the their natural abundance and absorption cross-section. Neutron activation
of the activation products (secondary activation) is neglected due to the low probability
of the multiple neutron capture by the same nucleus. The irradiation time for the
calculations is 10° s (~11.5 days), that will be approximately an operation cycle for
ESS.

The activity of an isotope after irradiation and cooling time t. is given by Equa-

tion [4.5]
a(tc) = Qg - eXp (_)‘ ' tc) (45)

where aq is the activity reached by the end of the irradiation.
In order to express the results in activity concentration, the total activity of the

isotopes are normalised with the total volume of the respective material. The vol-
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ume of aluminium and copper for the five detector panels are V 4=14447 cm?® and
Vu=822 cm?. The activity concentration of the isotopes of interest during irradiation

and cooling are presented in Figure [4.7]
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Figure 4.7: Activity concentration of the produced radionuclei during 108 s of irradiation with 3 A

neutrons and during the cooling period.

The results show that the activity concentration of the produced radionuclei satu-
rates by the end of irradiation time. These end values are used to calculate the decay
gamma, emission of these radionuclei from a unit volume per second. In this study
the gamma efficiency is approximated conservatively with 10~ [10, 91] for all photon
energies. Due to the constant gamma efficiency, only the total number of photons per
decay has to be determined regardless of the photon energies. In order to do that, the
yields of the possible decay gamma lines presented in Table are summed, resulting
in a gamma yield of y4.41-28=1.0, 7} c_64=%.73-107%, Yg,cu-66=9.22-10"> photons per
decay. In addition to decay gammas, %4Cu emits a positron in 17.40% of the decays,
that will produce 2 photons of 511 keV by annihilation. These photons dominate
the total gamma yield of %Cu, that is v4cu—61=0.353. The x-rays from decay and the
bremsstrahlung of the emitted electrons are neglected due to their low energy compared
to a reasonable pulse height threshold. With the saturation activity concentration val-
ues of A y_93=52.3 Bq, Acu_64=881 Bq and Ac,_66=190 Bq, the gamma intensities
are Iy 41—28=52.3 s—h Licu—64=331 s~! and Licu—66=17.5 s~! for a unit volume. For
=7.55-10° s ¢
and I,,,=2.70-10° s~*. The total decay gamma intensity for the whole detector system
is [,,=1.025-10° s~ 1.

The prompt gamma intensity (/,,) for aluminium and copper is calculated as the

the total volume of aluminium and copper, the gamma intensity is I,
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Isotope E [keV] Yield [%] Flux to dose [%]
Al-28  1778.969 100 0.02473
Cu-64  1345.84 0.473 0.02028
Cu-64* 011 34.8 0.00907
Cu-66  833.537 0.220 0.01387
Cu-66  1039.231 9 0.01666
Cu-66 1333.120  0.0037 0.02013

Table 4.2: Decay gamma lines of the activated isotopes with their production yield per decay |99
and the flux to dose conversion factor corresponding to the photon energy [100]. The 511 keV photons

of Cu-64 are the results of the annihilation of the emitted positrons.

product of the neutron absorption intensity and the total prompt gamma yield per
absorption (7,) for each material (see Equation [4.6)).

Zaw
=1, yp=1I, - (4.6)

a

I

p

The number of prompt gammas per absorption is estimated as the ratio of the sum of
the gamma line specific cross-sections (0., ) and the absorption cross-section (o,) [101].
Due to the gamma cascades, this ratio is not unity, the resulting yields are

-1
)

Yp,41=1.978 and 7, ¢,=2.665. The prompt gamma intensities are 1,4,=1.493-10° s
Ic,=2.345-10° s~ and the total prompt gamma intensity is I, =3.839-10° s~ !.

The total prompt and decay gamma intensity of aluminium and copper is
[,=4.864-10° s~!. This intensity is so low that it is overruled by the intensity of
photons from the conversion process. In about 94% of the neutron conversions in B,
a 0.48 MeV gamma is emitted [59]. Using the relative absorption ratio of B,C for
3 A neutrons from the absorption section, neglecting the neutron absorption of carbon
and B, 25.31% of the incident neutrons are converted. This translates to a gamma
intensity of I,,=1.190-107 s™! from the converter layer. As this is the key source of
photons, the total gamma intensity of the detector system for the observed neutron
flux is on the order of 107 for all relevant wavelengths. With a gamma efficiency of the
BCS detectors on the order of 1077, the gamma background coming from the detector
itself is negligible compared to the detected neutron intensity on the order of 10" n/s.

In terms of dose rate after the irradiation, the detector system can be approxi-
mated as a surface source of 100x100 cm?, emitting photons with the source intensity
and energy corresponding to the decay gamma intensity and energy of the activated
isotopes. The resulting fluxes at the end of the irradiation time are ® 4,=37.75 cm 2571,

Doy_2=12.78 cm 257!, ®py_66=0.72 cm 257!, The fluxes are dominated by the
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1778.969 keV, 511 keV and 1039.231 keV energy photons, respectively, so the fluxes are
turned into dose rate with the corresponding flux to dose rate conversion factors pre-
sented in Table . Resulting dose rates are D 4;=0.934 uSvh=1, DCU_64:O.116 puSvh=1
and DCu—66:O-012 puSvh™! with the total value of D=1.062 puSvh™t. The dose rate af-
ter certain cooling time can be calculated in the same way and the results can be scaled
for similar detector setups.

As already mentioned, the obtained results correspond to pure unalloyed materials;
alloyed materials and impurities may significantly increase the activity and dose rate
due to isotopes with high cross-section or long half-life. This investigation assumed
cold neutrons and single neutron activation, but for fast neutrons other reaction, like

83Cu(n,a)%°Co or ®Cu(n,p)**Ni must be taken into consideration.
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Chapter 5

Scattering effects in the Boron-Coated

Straws detectors

In Section it is demonstrated that for most applications successive layers (panels)
of BCS detectors are needed to achieve acceptable detection efficiency. There are
drawback of the presence of more detector tubes and therefore more material in the
detector system. The increase of undesired absorption in the non-converting materials
of the detector and the resulting activation is already discussed in Sections 4.2 and
4.3l There is, however another side effect of the added detector material budget:
an increase in the scattering of neutrons inside the detector system. In contrast to
absorption, scattering can degrade the detector performance by producing false signal
or intrinsic background, which in turn can impact the signal-to-background ratio. The
latter is a driving requirement in particular for inelastic neutron instruments and has
to be carefully considered in the detector design process.

In order to examine the effects of neutron scattering inside the detector system, the
Geant4 model introduced in Section |3.2]is used with the same isotropic monochromatic
neutron beams as in Chapter 4l With this simulation arrangement the impact of
scattering is analysed and quantified on several quantities relevant for different neutron
scattering techniques. The study includes the separation of different material’s effect on
scattering and the effect of different numbers of detector panels and different neutrons
wavelengths. The tools and quantification methods implemented for the study are also
used to investigated the usability of a polyethylene “afterburner” block placed behind
5 panels of detectors to enhance the detection efficiency by reducing the transmission.

In the following sections first the quantities of interest are introduced, then the
qualitative and quantitative analysis of the scattering effects on these quantities is
presented for several simulation parameters, and finally in the last section the potential
of such simulation tools is demonstrated through the investigation of the usability of

the polyethylene “afterburner” block.
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5.1 Quantities of interest

The definition of signal and background depends on the detector application, as differ-
ent quantities might be relevant for the respective measurement technique. Moreover,
there are different ways to quantify scattering in a detector, each giving a different
but still valid insight. A series of studies have already quantified the effect for the
Multi-Blade and the Multi-Grid detectors [85, |102, [103]. In the study that follows,
rather than only look at the SANS application initially foreseen for BCS; all quantities
of interest are looked at, so that the results may be considered in the context of all
techniques, i.e. reflectometry, diffraction and spectroscopy.

The following raw (in boldface font) and derived quantities are of interest for the

scattering study:

e X: position along the straws (along the wire).

Y': position perpendicular to the straws.

ToF': neutron time of flight from the source until the detection.

O: polar angle calculated from the source and the detection event X and Y

positions.

®: azimuthal angle calculated from the source and the detection event X and Y

positions.

A: neutron wavelength calculated from the distance between the source and the
detection event position (SDD) and the ToF, using Equation as

h h  ToF
_ _h Lok 1
A m-v m SDD’ (5-1)

where h is the Planck constant, m is the neutron mass and v the velocity.

E: neutron energy calculated from A.

Q: scattering vector calculated from © and A, using Equation (SANS defini-

tion):

Q= 47” sin (g) . (5.2)

The detection events’ two coordinates perpendicular to the straw are defined by

the virtual position of the wire in the centre of the straw. In order to get the third,
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longitudinal coordinate, first the weighted average of the deposited energy by the con-
version products is determined, then a Gaussian distribution with that mean value is
sampled. The full width at half maximum (FWHM) for this smearing is set to 0.6 cm
based on experimental results [45] [88]. Although the longitudinal resolution for a tube
detector depends on the position along its length (higher in the centre than closer to
the ends [46]), and is very much a function of the analogue quality and signal treatment
in the electronic readout, this study assumes uniform resolution.

Scattering, elastic and inelastic, leads to a change in the detection coordinates and
subsequently in all derived quantities in almost every case. To quantify this change,
the ideal values of these quantities must be defined for each neutron. These values
correspond to a non-scattered neutron generated with the same initial parameters.
Without scattering, the neutron A and direction (© and @) remain unaltered. The
ideal values of these parameters are easy to define. ) is derived from © and A\ so its
ideal value is also straightforward to estimate. For the remaining quantities an ideal
detection point and time have to be defined. This could be done in many ways but for
this study it is defined as the position extrapolated from the source’s position and the
neutron’s initial © and ® to the Z plane of the actual detection event, as demonstrated
in Figure 5.1} From the ideal detection coordinates the ideal X, Y and ToF values
are calculated. The difference of the simulated and ideal quantities are referred to
hereinafter as 60X (=0Xgim-0Xidear), 0Y, 00 and so on.

5080
E 5060
N

5040

5020

5000

—100 —50 0 50 100
y (mm)

Figure 5.1: Demonstration of the ideal detection point for a scattered neutron. The black line
represents the track of a neutron that is scattered in the second panel before being converted and
detected in the fourth panel. The red dashed line shows the track of the ideal, non scattered neutron,
that is the continuation of the simulated neutron’s initial direction until the Z plane of its detection
point, indicated with the dotted line.

Due to the statistical behavior of the detection process, and discrete Y and Z

detection coordinates defined by the anode wires, the § quantities are not zero even for
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the non-scattered neutrons. Therefore, in order to decide what is signal and what is
background, an upper and a lower limit are selected for all quantities. The detection
events with a § value within the limits are counted as signal for the respective quantity.

Figure demonstrates the process of finding the signal limits for §X. A Gaussian

106 = Fitted curve
= Signal limits
10° —4— \=18A

Counts
[
(an)
w

10

—60 —40 —20 0 20 40 60
0X [em)]

Figure 5.2: Finding the limits for signal and background separation for 6X using the results from
simulation with 1.8 A monoenergetic beam. The Gaussian function (blue) is fitted on the data (black)

with the 30 limits appearing in red.

function is fitted to the ¢ distribution, and the limits are defined as the mean value
+30. The same method cannot be applied to dY, as Figure [5.3| shows clearly that
a Gaussian fit is not appropriate. The shape in the centre is the result of using the
position of the wire in the centre of the straw instead of the exact coordinates of the
detection event. The maximum difference in Y caused by using the wire coordinate is
the outer radius of the converter layer. The peak corresponds to this difference so all
neutrons which follow a straight line until their conversion are contained in it. This
means that the straightforward limit for the separation of signal and background is the
outer radius of the converter layer, which is the same as the inner radius of the straw.

0ToF is the difference of the simulated ToF and the ideal ToF. The former is
the time until the neutron reaches its conversion point from the source plus the time
until the conversion products deposit enough energy to overcome the applied detection
threshold. The ToF of the conversion products is negligible compared to the ToF of
the neutrons for any relevant distance because they have a much higher velocity due to
their initial kinetic energy, so the simulated ToF is practically the ToF of the neutrons
until the conversion point. The ideal ToF is calculated from the initial wavelength and
the distance between the source and the ideal detection point. For a non-scattered

neutron the wavelength, and therefore the velocity does not change, so éToF comes

Milan Klausz 61



SCATTERING EFFECTS IN THE BORON-COATED STRAWS DETECTORS

== Signal limits
—4— \=18A 106

10°

Counts
o e
o (o) o (@n) (e
[}&} w 'y ot [=))

—_
o
—

10t

100

—40 —20 0 20 40 -1.0 —-05 0.0 0.5 1.0
JY [em)] OY [cm]

Figure 5.3: Finding the limits for signal and background separation for §Y with a 1.8 A monoener-
getic beam. The limits given by the straw inner radius are +3.725 mm. The figure on the right shows

an enlarged view of the centre part of the figure on the left. The lines are only joining the points.

from the different distances from the source to the conversion point and to the ideal
detection point. This distance is related to the ion range, that appears to agree with
the radius of the straws. Therefore, the JToF limits to separate signal and background
are calculated from the ToF difference caused by this spatial difference, that depends
on the neutron velocity so different limits are defined for the wavelengths of interest.
The effect of the discrete Y and Z detection coordinates also appears for A. The
ideal A is calculated from the ToF and the source to detection point distance (SDD)
according to Equation [5.1], but for the simulated A, the distance between the source and
the detection event wire coordinates (SWD) is used. The maximum difference between
source to detection point distance and source to detection event’s wire coordinates
distance is the inner radius of the straw. The resulting A\ difference for a non-scattered

neutron is calculated using Equation

AN = Nei — Nip) = e ‘
A= Asim = Aideat m SWD m SDD

A\ depends on the SDD and the corresponding ToF. The highest difference, that gives

(5.3)

good limits for the signal and background separation appears for the shortest SDD,
that is 5 m. The ToF and therefore the d\ limits depend on the initial velocity of
the neutrons, so different limits are defined for the 5 wavelengths of interest. Neutron
energy is calculated directly from A, so the signal and background separation for dA
is valid for dE, and therefore not repeated. The limits for 40, §® and §Q are defined
the same way as for 0X, by fitting a Gaussian function. The §Q limits are wavelength

dependent, so they are defined for each wavelength of interest.
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For all quantities where the limits are defined by the parameters of the fitted Gaus-
sian function, the mean is at least 3 orders of magnitude lower than the standard
deviation, so for simplicity zero is used instead. This means that the range for any o
quantity, within which a detection event is considered as signal is + the corresponding
limit. The width of all signal ranges are presented in Table [5.1] and Table [5.2] The fig-
ures showing the limits visually, similarly as for 6X (Figure and 0Y (Figures[5.3),
are placed in (see Figure B.IHB.5). The separation of signal and back-
ground using the limits is applied on the raw data instead of the histograms, to avoid

possible distortions caused by the arbitrary binning choices.

Quantity | Width of signal range
0X [cm] 1.75
JY [cm] 0.75

00O [degree] 0.21

0O [degree] 3.25

Table 5.1: The width of the ranges within which detection events are considered as signal for
quantities with limits independent of the neutron wavelength. The limits are 4+ half of the width

presented in this table.

_ Width of signal ranges for different wavelengths
Quantity
0.6 A 1.8 A 3A 5A 11 A
dToF [us] 0.57 1.70 2.83 4.71 10.63
oA [A] 4.5-107%  1.34-107% 2.24-107% 3.73-107% 8.20-1073
5Q[1/A] | 1951072 6.3-107 3.8107% 221073  1.0-1073

Table 5.2: The width of the ranges within which detection events are considered as signal for
quantities with wavelength dependent limits. The limits are + half of the width presented in this
table.

5.2 Impact of scattering

5.2.1 Spatial resolution

The FWHM of the §X distribution is 0.67 cm, which is a convolution of the detection
coordinate approximation with the weighted average of the deposited energy by the
conversion products and the applied smearing with a FWHM of 0.6 cm. Small local

scatterings could also cause the broadening of the peak. In order to evaluate this effect,
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the 60X distribution is shown in Figure [5.4] consecutively estimated with the neutron
conversion coordinates, the approximated detection coordinates and finally with the
application of position smearing on top of the latter. The results demonstrate that the
broadening of the peak because of scattering inside the detector is negligible compared
to the other processes of the detection. This means that scattering inside the detector

does not affect the spatial resolution of the detector.

= Signal limits
106 == Detection 106
5 —4— No smearing
10 =—4—Conversion 106
1 5
= 10t 0
g 3 4
S 10 10
102
) 108
10!
100 102
—50 0 50 —2 0 2 —0.01 0.00 0.01
0X [cm] 0X [cm] 0X [cm]

Figure 5.4: Decomposition of the peak broadening effects for A=1.8 A. 6X is shown for the neutron
conversion coordinates (black), for the approximated detection coordinates (blue) and for the approx-
imated detection coordinates with the application of position smearing (red). The figure on the right
shows only §X for the conversion point in the centremost range with finer binning to reveal the shape

of its peak. The lines are only joining the points.

5.2.2 Panels and material budget

Figure depicts 6O for a different number of detector panels for 1.8 A neutrons. It
can be seen that the overall fraction of scattered background increases with the number
of panels. The increase of the scattered background with every additional panel has two
components. First, there are scattered neutrons detected in the downstream panels.
Second, there are neutrons backscattered from the downstream panels that are detected
upstream.

In order to distinguish the scattering effects of the different materials, simulations
are performed with 4 different detector models derived from the original one by leaving
out some of the materials. All of the models included the Ar/CO, gas and the B4C
layer as they are indispensable for the detection. One of the models had nothing more
in it, and two others included either the copper straws or the aluminium tubes. The

last one was the original model with both aluminium and copper in place.
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Figure 5.5: 6O for different number of panels from simulations with A=1.8 A. The signal limits are
defined from simulation with 5 panels. The figure on the right shows an enlarged view of the centre

part of the figure on the left. The lines are only joining the points.

Figuredepicts 0O for the different detector models with 1.8 A neutrons. Though
the quantitative approach to determine the amount of relative scattering is presented
in Section [5.2.4] it is already visually clear that the original model that contains all
materials produces the highest scattered background. From the simulations with either
aluminium or copper left out, it is clear that aluminium is the main source of the
scattering. Similarly to absorption, the scattering cross-section of copper is generally
much higher (approximately 5 times higher for 1.8 A), but in this case the difference
is not high enough to compensate the presence of 17.6 times more aluminium.

For the rest of the quantities the scattered background shows similar trends as a
function of number of panels and detector materials, therefore only their wavelength
dependence is presented using the original model of 5 detector panels with all materials

in place.

5.2.3 Neutron wavelength

Figure depicts X for various monoenergetic neutron beams. For all wavelengths
there is a peak inside the signal range and tails on both sides outside the limits, so
it is visually easy to separate the signal and the scattered background. The first and
most notable thing is that for higher wavelengths the background gets lower. This
result is not as evident as it might seem, because in some regions the total scattering
cross-section of aluminium and copper increases, and with the higher conversion and
detection efficiency due to the also increased absorption cross-section of the B4C, more

and more of the scattered neutrons are detected. On the other hand, the increased
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Figure 5.6: 66O for different detector models from simulations with A=1.8 A. The model labeled with
‘B’ contains only Ar/CO4 gas and the B4C converter layer. The models ‘B+Cu’ and ‘B+Al’ contain
either the copper straws or the aluminium tubes. ‘B+Al+Cu’ represents the original model with all
materials in place. The signal limits are defined from simulation with the original model. The figure
on the right shows an enlarged view of the centre part of the figure on the left. The lines are only

joining the points.

absorption in the converter layers reduces the average path length of the neutrons in
aluminium and copper, and therefore the amount of scattering. The results show the
latter effect is stronger. The significant drop in the background between 3 A and 5 A is
the result of the Bragg cut-off that is at 4.174 A for copper and 4.676 A for aluminium
(see F igure. Above these wavelengths, there is no Bragg scattering in the materials,
only incoherent, and coherent inelastic scattering. Figures demonstrate the
same effects for 4Y, d0 and §®. Even though d® shows non-gaussian shape, the signal
defined by the limits from fitting Gaussian function is in good accordance with signal
from other quantities.

The simulated A is not necessarily equal to the physical wavelength of the detected
neutron. It is a measured A that is calculated from ToF with Equation[5.1} hence )\ and
0ToF are closely connected. Scattering inside the detector can change the ToF in two
ways: by changing the direction and the wavelength of the neutron, in case of inelastic
scattering. Both effects have a complex impact on ToF, leading to either increase or
decrease thereof. A change in the direction can greatly increase the path length of a
neutron inside the detector but it can also decrease it in case the next converter layer
is closer in the new direction. Thermalisation through scattering generally leads the
neutrons toward thermal neutron wavelength but for the wavelength range of interest
between 0.6-11 A this can mean both increase and decrease. With increased wavelength

the neutrons travel slower inside the detector, which could result in higher ToF. On
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Figure 5.7: §X for different neutron wavelengths. The signal limits are defined based on results
from simulation with A=1.8 A. The figure on the right shows an enlarged view of the centre part of

the figure on the left. The lines are only joining the points.
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Figure 5.8: §Y for different neutron wavelengths. The signal limits are defined as the inner radius
of the copper straws. The figure on the right shows an enlarged view of the centre part of the figure

on the left. The lines are only joining the points.

the other hand, higher wavelength also implies a higher absorption cross-section and
therefore possibly a shorter path length, and the other way around. The cumulative
effect is shown in Figures and For shorter wavelengths clearly the positive
0 values are dominant. This means that for these neutrons ToF generally increases
due to scattering and so does the resulting A. Going for longer initial wavelengths, the
negative side becomes more and more significant. This proves that shorter measured
ToF and A as a result of scattering can be just as important as longer.

The change in the measured A due to scattering inside the detector can be ex-
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Figure 5.9: 60O for different neutron wavelengths. The range of signal is indicated with pink vertical
lines. The signal limits are defined form simulation with A=1.8 A. The figure on the right shows an

enlarged view of the centre part of the figure on the left. The lines are only joining the points.
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Figure 5.10: 6® for different neutron wavelengths. The signal limits are defined based on results
from simulation with A=1.8 A. The figure on the right shows an enlarged view of the centre part of

the figure on the left. The lines are only joining the points.

pressed in terms of change in the measured neutron energy, that can be important
when observing energy transfer in real samples. Figure depicts the change in the
measured energy for different wavelengths. The scale of dE depends on the initial A,
so different ranges are highlighted in the subplots to provide information about the
relevant wavelengths.

Q is derived from © and A (see Equation so 6Q depends on all phenomena
mentioned earlier in connection with these quantities. The results are depicted in

Figure [5.14] The wavelength dependency of both the signal and the background is
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Figure 5.11: 6ToF for different neutron wavelengths. The limits are wavelength dependent and not
shown. The figure on the right shows an enlarged view of the centre part of the figure on the left.

The lines are only joining the points.
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Figure 5.12: 6\ for different neutron wavelengths. The limits are strongly wavelength dependent
and not shown. The figure on the right shows an enlarged view of the centre part of the figure on the

left. The lines are only joining the points.

visible. Simulations with low A\ values give higher scattered background and broader

signal peaks.

5.2.4 Fractional scattering

Signal and background relation can be characterised by several quantities. A common
way to express it in neutron scattering is the peak-to-tail ratio, that can be visually
extracted from the presented figures. However, this ratio does not quantitatively reflect

the total amount of signal or background and in addition it is sensitive to the histogram
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Figure 5.13: Change in measured neutron energy for different initial wavelengths. The three figures

emphasise different ranges, with different binning. The lines are only joining the points.
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Figure 5.14: 6Q for different neutron wavelengths. The limits are wavelength dependent and not
shown. The figure on the right shows an enlarged view of the centre part of the figure on the left.

The lines are only joining the points.

binning. Instead, a different figure of merit is used that provides fractional scattering
in terms of integrals, as defined by Equation [5.4}

B
S+B

Fractional Scattering = (5.4)

where S and B denote the number of detected neutrons considered as signal and
background respectively. Although the shape of signal and background varies for the
observed 0 quantities, Figure demonstrates that the integrals of the previously
defined signal ranges are similar within less than a 3% range. This means that any

of the § quantities and the signal limits thereof lead to essentially the same fractional
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scattering values. The following results are acquired using 00O for signal-background

separation.

DO w =~
(e} (@) (e}

—_
o

Relative signal fraction [%)]

0X JdY 60  §P ITOF A 6Q
Quantity

Figure 5.15: The portion of neutrons considered as signal of the total number of neutrons, based
on the limits for different § quantities from simulation with 1.8 A neutrons. The dotted lines in red

indicate the minimum and maximum value.

Figure[5.16]depicts the fractional scattering for 3 wavelengths for a different number
of panels, as the latter are added one-by-one to the geometry. It was shown before that
additional panels not only increase the signal, but the scattered background as well
as, via the detection of more scattered neutrons and the back-scattering of neutrons
to upstream panels. This result shows that the ratio of signal-to-background degrades
with the additional panels, because the fractional scattering increases monotonously.
This is more notable for low wavelengths, where the differences are higher, but the
tendency is the same for 11.0 A. For the same number of panels, fractional scattering
is always higher for neutrons with shorter initial .

Figure demonstrates the fractional scattering for different wavelengths with 5
panels of detectors, using the 4 models with reduced materials, mentioned earlier in
this section. Additional materials increase the fractional scattering for all A and in
agreement with previous results, aluminium has a higher impact on scattering than
copper, which manifests itself in higher fractional scattering values too. It can be seen
that scattering is a very important background effect to be minimized below the Bragg
cut-off. Figure[5.18|presents similar information to Figure [4.6| with two changes. First,
the absorption in different materials is merged in a single color (purple). Second, the

detection is separated into signal and background using 6O limits once again.
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Figure 5.16: The change of the fractional scattering for different number of detector panels with

different neutron wavelengths.
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Figure 5.17: The effect of the detector material components on the fractional scattering based on
66 for different neutron wavelengths between 0.6-11 A. ‘B’ (dark blue) represents the geometry where
only gas and converter are in place. ‘B+Cu’ (cyan) has enabled copper in the straw volumes. ‘B4+Al’

(green) has enabled aluminium in the tube volumes. Finally ‘B+Al+Cu’ (orange) has all materials in

place.

5.3 Polyethylene “afterburner” block behind the
detector

As previously demonstrated, for short wavelengths such as 0.6-1.8 A respectively 60—
27% of the neutrons can escape even 5 panels of detectors without being absorbed

in any of the materials. The detector performance could be possibly improved by
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Figure 5.18: Proportion of absorption, transmission and detection with the separation of signal and

background from simulations with monoenergetic neutrons.

applying additional panels of detectors but that might not be the most cost-efficient
solution, taking into account that there is little to gain for longer wavelengths. However,
there is a cheap and easy option to increase detection efficiency by placing a strongly
scattering material at the backside of the detectors [104]. The principle is to back-
scatter any transmitted neutron forcing it to enter the detectors again, giving it a
further opportunity for conversion and detection. In the study cited above it was
shown that the detection efficiencies can be enhanced by applying a single layer of
polyethylene (PE) behind the detectors. It is emphasised, however, that as a side
effect the scattering in the back-scatterer layer has a negative impact on the resolution
of the detector so the combined effect should be carefully examined.

The definition of signal and background from the previous section offers a practical
way to decide whether this technique is advantageous or not for the BCS detector.
To investigate this, a PE layer is placed closely behind the fifth panel of detectors
as illustrated in Figure [5.19, The Geant4 physics list used for these simulation is
ESS_-QGSP_BIC_HP_TS [104].

The highest gain from the back-scattering of transmitted neutrons is achieved for
low wavelengths. Figure[5.20]demonstrates the impact of the additional PE layer on §©
for the lowest observed wavelength, A=0.6 A. This result shows a significantly increased
background with a slightly increased signal.

Figure demonstrates that the PE layer has a different effect on the different o
quantities. The signal defined by the limits for 00 is 6.3% higher than for §\. This
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Figure 5.19: A layer of PE (blue) is placed behind the 5 panels of BCS detector tubes (silver). The
thickness of the PE layer is 50 mm.
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Figure 5.20: §© with and without the PE layer from simulations with A=0.6 A. The signal limits
are the same as defined in the previous section. The figure on the right shows an enlarged view of the

centre part of the figure on the left. The lines are only joining the points.

difference is more than double of any previously experienced. This implies that the
fractional scattering depends much more on the signal definition.

The focus here is on the case with the highest gain, so the fractional scattering
results presented in Figure [5.21] are calculated with the highest signal from /0. Even
with this favourable definition, the ratio of the scattered background appears to be
higher with the back-scattering layer than without it. For the highest wavelength
there is no difference but going to lower A where the PE should help, the fractional
scattering becomes significantly worse.

This is in agreement with what can be derived from Figure showing the ef-
fects of PE from various aspects. For higher wavelengths, where the transmission is
negligible, there is practically no change but for lower wavelengths the significant drop
in the transmission leads to increase in all other areas. Due to the longer path length
in copper and aluminium there is more absorption in these materials, nevertheless it

remains a minor effect. The vast majority of the back-scattered and not transmitted
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Figure 5.21: The portion of neutrons considered as signal of the total number of neutrons based on
the limits for different § quantities from simulation with A=0.6 A (left) and the fractional scattering

using signal from 60O for different wavelengths (right).

neutrons are absorbed in the converter layer with the usual detected/not detected ra-
tio. This means that the detection efficiency is effectively enhanced by the PE layer.
On the other hand the separation of detection events into signal and background shows
that the additionally detected neutrons mostly increase the background, not the signal.
Where most gain is expected, for A=0.6 A, the 4.3% increase in the ratio of the signal
is followed by a 14.6% increase in the background. This implies that the only appli-
cation where a PE afterburner may be beneficial is homeland security, where position
resolution is not a concern. These results re-emphasise that it is vital to ensure that
whilst polyethylene or other hydrogen containing materials are ubiquitous in neutron
shielding, next to the detector, the shielding material must have no albedo effect from

scattering of thermal neutrons.
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Figure 5.22: Comparison of proportion of absorption, transmission and detection with and without
the PE layer from simulations with monoenergetic neutrons. On the left the absorption is separated

for different materials, on the right the detection is separated into signal and background.
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Chapter 6

Full simulation of BIFROST from

source to detectors

In order to study a neutron scattering instrument ahead of being built, a full simulation
model can be implemented and used in various representative cases. Building a reliable
simulation model and implementing data analysis tools are key parts in this process.
Each part of the model has to be detailed and precise enough to allow investigation
of different properties, but focused and simplified to facilitate identification and de-
coupling of cumulative effects. The work introduced in this section aims at extending
the pre-existing model of the BIFROST instrument to carry out full simulation of the
instrument from to the neutron source to the detectors, and to develop a methodology
to acquire time-averaged and peak incident detector rates for this instrument.

As mentioned in Section 2.5 the simulation of the BIFROST instrument is divided
into two parts. First, the simulation of the 162 m long beam transport and conditioning
system until the end of the last guide section is done using the McStas model of
the instrument introduced in Section [2.1.2] Then, the simulation of the sample and
scattering characterisation system is carried out using the Geant4 model implemented
for this study, containing all nine Q-channels and 5 energy channels in each. The
transition between the two simulations is facilitated by the MCPL tool.

In the following sections first the Geant4 simulation model of scattering character-
isation system implemented for this study is introduced, then full simulation of the
BIFROST instrument is demonstrated using a standard calibration sample, presenting

the acquired time-averaged and peak incident detector rates.
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6.1 Geant4 model of the scattering characterisation

system

The Geant4 simulation model of the sample and scattering characterisation system,
depicted in Figure [6.1a], contains a crystalline sample, a single Q-channel including all
five analyser arcs, and empty volumes at several places to monitor ToF, energy and
position distribution of neutrons, in order to examine the change of the neutron beam.

For both the crystalline sample and analysers, NCrystal materials are used. The
analyser arcs consist of 7-9 blades using the pyrolytic graphite material with the layered
crystal model, described in more detail in Section [2.3] The correct position and tilt
angle of the blades is crucial for the instrument. The blades are modelled as rectangular
boxes with the crystal planes oriented along the axes to have Bragg-scattering condition
(see Equation [1.4]) on the (h)k,]1) = (0,0,2) plane for neutrons with energies 2.7 meV,
3.2 meV, 3.8 meV, 4.4 meV and 5.0 meV for the respective analyser arcs, and scatter
them to the corresponding detectors.

Simulation of the detection process is out of scope for this work, therefore the
detector triplets are not explicitly included in the model. They are instead replaced
with empty volumes with dimensions exceeding that of the tubes. During the analysis
neutrons entering these — occasionally overlapping — volumes are tested against certain
conditions to select neutrons which would hit the real detectors.

As demonstrated in Figure all 9 Q-channels are implemented in the model,
in accordance with the “triple stagger” geometry described in Section [1.3] There is,
however an option (parameter) to use only a single Q-channel to reduce simulation
time in studies where effects are localised inside one channel.

The sample—analyser distances in all Q-channels of the model correspond to the
real geometrical parameters. The analyser—detector distances, however, are the same
as the sample—analyser distances in all Q-channels, meaning that the slight asymmetry
of the non-symmetrical Q-channels described in Section [1.3]are neglected. This is a less
than 7.5% difference in the analyser—detector distances, that do not affects simulations
where a single symmetrical Q-channel is modelled.

The simulation model does not contain the sample environment, the filtering system
and cross-talk shielding. Although the cross-talk shielding between energy- and Q-
channels is not explicitly included in current version the model, it is mimicked by
certain conditions applied at the data analysis level. This means that neutrons cannot

skip parts of the model, and they can reach a particular detector tube only by scattering
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Figure 6.1: Geant4 model of the sample and scattering characterisation system including one Q-

channel (a) or all Q-channels (b). The blue lines indicate simulated neutron paths.

in one of the corresponding analyser blades. This is practically equivalent to an ideal
cross-talk shielding absorbing all stray neutrons.
The case is similar for the filtering system, that is also replaced by a condition in the

data analysis after the simulation. All neutrons with an energy higher than 7 meV are
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excluded when they pass through the “monitoring” empty volume between the sample
and the first set of analysers. As mentioned is Section[I.3] the transmission of beryllium
drops sharply around 5 meV, that is in fact the highest of the five final energies selected
by the analysers. Simulation of effects of this transition in the transmission is out of
the scope, and using ideal transmission in the 0-7 meV energy region keeps the rate
estimates conservative. The absence of the radial collimator of the filtering system or
any substitutional condition on the divergence is also part of the conservative approach.

The Geant4 physics list used is QGSP_BIC_HP_EMZ that uses high precision mod-
els and cross-sections for neutron energies lower than 20 MeV, and allows the correct

treatment of thermal and cold neutrons when combined with NCrystal.

6.2 Simulation with calibration sample

In order to demonstrate the use of the full simulation model of BIFROST and also to
validate it, simulation with a common calibration sample is carried out.

The McStas (v. 2.5) simulation of the first part of the instrument until the end
of the last guide section is done with parameters that results in the highest incident
rate on the sample. This means accelerator source power of 5 MW and pulse-shaping
chopper opening time of 5 ms, that technically results in fully open pulse-shaping
chopper. The lowest energy in the selected wavelength band is set to 2.7 meV. The
MCPL file produced with this simulation is then used as a neutron source for the
Geant4 simulation of the sample and the scattering characterisation system including
all nine Q-channels.

The sample selected for this simulation is vanadium, that is assumed to be an
incoherent elastic scatterer which scatters isotropically and therefore it is used to cali-
brate the incident neutron intensity and the detector efficiencies in neutron spectrome-
ters [105]. The instrument is designed to facilitate measurements on small samples, but
dimensions up to 1.5 cm are possible, therefore a solid (not hollow) cylindrical sample
with the diameter and height of 1.5 cm is used to increase rates and by that promote
better statistics. The rotation of the nine Q-channels is arbitrarily selected in a way
to have 20 = 90° scattering angle for the central Q-channel, as depicted in Figure [6.2]

The time-averaged energy spectra of the neutron beam at the sample and different
positions of the central Q-channel are demonstrated in Figure [6.3] The time-averaged
neutron intensities acquired by the integration of these energy spectra are presented in
Table [6.11

The transmission through the sample is only 23% with no peaks missing from the
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Figure 6.2: Top view schematic figure of the scattering characterisation system model with all nine
Q-channels. The red lines and corresponding angles indicate the scattering angle for the centre of

each Q-channel.
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Figure 6.3: Time-averaged neutron energy spectra at the sample and in the central Q-channel with a
vanadium sample in Geant4 simulation. Incident beam on sample (in blue), beam transmitted through
the sample (in orange), beam on the set of analysers for 2.7 meV neutrons (in green), neutrons hitting
the detector triplets for energies 2.7-5.0 meV (in red—grey), beam transmitted through all sets of

analysers (in mustard). The lines are only joining the points.

spectrum, as expected from a large sample scattering mainly incoherently. The wide
spectrum of the 2.7 meV analysers shows that the neutrons of the full energy range of
the incident neutrons on the sample are scattered toward the central Q-channel mostly
elastically but signs of inelastic scattering appear on both ends of the spectrum. Despite
the wider energy range, a logarithmic scale is needed as the integrated intensity is more
than 3 orders of magnitude lower than that of the sample.

The spectrum of the beam transmitted through all five analyser arcs, that also
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Position Intensity [Hz]
Sample Incident 1.45-1010
Sample Transmission 3.36-10°
2.7 meV Analyser 2.55-10°

2.7 meV Detector 1.64+0.3-103
3.2 meV Detector 1.74£0.1-104
3.8 meV Detector 2.140.1-10*
4.4 meV Detector 2.440.1-10*
5.0 meV Detector 2.6+0.2-10*

Analyser Transmission 7.20-10°

Table 6.1: Time-averaged neutron intensities at the sample and in the central Q-channel with a

vanadium sample in Geant4 simulation.

includes neutrons that avoid the analysers, clearly shows neutrons missing because they
are selected by the analysers. These neutrons appear in the spectra of the detectors,
that also show that peaks are narrower for lower energies as a result of the better energy
resolution of the analysers for lower energies. The incident intensity on the 2.7 meV
detectors is much lower than in other detectors due the energy range selected by the
bandwidth chopper. The resulting time-averaged incident rates are higher for higher
energies, with the maximum of 26+2 kHz for the 5.0 meV detector triplet.

The time-averaged incident neutron rates of all detector triplets in all Q-channels

are presented in Table [6.2] The trends in the results demonstrate the combination of

Q- Scattering 2.7 meV 3.2 meV 3.8 meV 4.4 meV 5.0 meV
channel  angle [°] [kHz| [kHz| [kHz] [kHz| [kHz|
1 1324 2.84£0.3 23+1 28+1 30£2 31£2
2 121.8 2.2+0.3 20+1 23+1 2742 3042
3 111.2 1.940.3 1841 21+1 2441 25+1
4 100.6 2.340.3 21+1 25+1 28+2 3042
5} 90.0 1.6+0.3 1741 21+1 24+1 2612
6 79.4 1.440.2 1541 1841 2141 22+2
7 68.8 2.0+0.2 1841 22+1 2542 26+1
8 58.2 1.440.2 1541 1941 2241 23+1
9 47.6 1.14+0.2 1341 1641 19+£1 21+1

Table 6.2: Time-averaged neutron intensities of the five detector triplets in all nine Q-channels with

a vanadium sample.
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three effects. In each Q-channel the detector triplets for higher energies experience
higher incident rates due to the wider energy ranges selected by the analysers, as
shown for the central Q-channel in Figure The second effect has roots in the
“triple stagger” geometry and the asymmetry of the Q-channels. The sample—analyser
distances in Q-channels 1, 4, 7 are shorter, and in channels 3, 6, 9 are longer than
distances in channels 2, 5, 8. The shorter distances increase the rates visibly because
neutrons are not collimated and therefore their spread at longer distances becomes
important. This effect on the rates is somewhat blurred by the third effect caused by
the anisotropy of the scattered neutron intensity from a vanadium sample. For the
observed energies the scattering cross-section of vanadium is slightly higher for higher
scattering angles [106], and more importantly, the neutron path length through the solid
cylindrical sample is generally higher for neutrons scattered in lower angles, therefore
the absorption is higher for these neutrons. These two effects result in generally higher
rates for Q-channels positioned for higher scattering angles, but due to the asymmetry
of the adjacent Q-channels, it is most apparent when comparing Q-channels of the
same symmetry, like 2, 5, 8.

As mentioned in Section [I.3] the analysers scatter neutrons with slightly differ-
ent energies in different directions, in accordance with the Bragg-condition in Equa-
tion As a result of this vertical spread, the three detectors of the triplet record
slightly different regions of energy, in accordance with the prismatic analyser concept,
as demonstrated in Figure [6.4]

For all triplets the energy ranges of the detector tubes are in accordance with the
expected values based on the BIFROST instrument design. The spectrum of all triplets
— except the one for 2.7 meV — shows that the intensity is similar in all three tubes, that
justifies the instrument design choice of 60 arcmin analyser mosaicity. The increasing
intensity in the tubes of the 2.7 meV detector triplet is the result of the energy range
selected by the bandwidth chopper.

Using the energy spectrum in Figure the simulated energy resolution of the
secondary spectrometer is derived by fitting Gaussian function to the peaks and defining
the resolution as the full width at half maximum (FWHM). The same is done for
the spectrum of the detector triplets to acquire the energy resolution of the triplets.
The results are presented in Table [0.3] side-by-side with the reference values from the
preliminary design [107].

The simulated and reference values show good agreement. The simulated results
are generally slightly higher for both the tubes and the detector triples, as expected

due to the higher sample size and detector tube spacing. The larger sample increases
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Figure 6.4: Energy spectrum of neutrons at all five detector triplets, with vanadium sample. The
lines are only joining the points.

the resolution of each tube, as the mosaicity of the analysers allows neutron to be
selected from a wider angle range. The higher distance between the tubes increases
the resolution of the triplets, by widening the energy range accepted by the triplet, as

the tubes on the sides probes energies more distant from the central energy. For the
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Energy Simulated Reference Simulated Reference
[meV] | AE tube [peV] AE tube [ueV] | AE triplet [ueV] AE triplet [ueV]
5.0 58=+1 o758 154+1 154-155
4.4 50+£1 48-49 129+1 130-131
3.8 41+1 39-40 106+1 105-106
3.2 3241 30 81£1 80
2.7 2442 22.5-23 - 59.7-60.3

Table 6.3: Simulated and reference energy resolution (AE) of single detector tubes and detector
triplets for all energies. The reference values correspond to 5 mm sample height and 0.2 mm detector
tube spacing. The simulation values correspond to 15 mm sample height and 2.3 mm detector tube

spacing.

2.7 meV triplet the simulated resolution is not acquired due to the uneven incident
spectra.

Given that BIFROST is a ToF instrument at a spallation neutron source, the
incident detector rate naturally has a pulsed time structure. The ToF distribution of
a single pulse on the 5 meV detectors is depicted in Figure [6.5]
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Figure 6.5: ToF spectrum of neutrons at the 5 meV detector triplet, with vanadium sample. The

lines are only joining the points.

By taking into account only those neutrons which arrive to the detectors at the
peak of their ToF distribution in a short time range of 0.3 ms, peak incident rates can
be derived. Due to the distinct energy range and therefore different ToF spectra of the
tubes, the highest peak incident rate occurs at different times for each tube of a triplet.
For a single detector tube the highest incident rates are found for the central 5.0 meV
detector with a time-averaged of 941 kHz and peak intensity of 0.2140.02 MHz.
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Chapter 7

Incident detector rates for coherent
elastic peak at BIFROST

Determination of anticipated detector rates for an instrument is a key part of defining
requirements for the detectors to be used. It can prevent the detector rate capability
from becoming the bottleneck of experiments or a source of performance degradation.
This is particularly the case for BIFROST where the scattering characterisation system
is designed to detect weak inelastic signals from small samples, but the exceptionally
high intensity on the sample carries the danger of extreme rates in case of coherent
elastic (Bragg) peaks. For this reason, simulations are performed to determine the
highest time-averaged and peak incident rates for the detector tubes.

To acquire the highest possible detector rates, the simulation tools and methods
described and used in Chapter 6] are used with the worst-case instrument configurations
and samples. To cross-validate the results, a McStas model of a single Q-channel is
implemented. This model is used with the same configurations and samples as the
Geant4 model. The results are compared as well as the two simulations tools.

In the following section first the worst-case instrument and sample configurations
are considered, then the McStas model of the BIFROST scattering characterisation
system introduced. After that, the results of simulations with two different single

crystal samples are presented in the last two sections.
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7.1 Considerations of worst-case conditions

The worst-case incident rate for a single detector tube occurs when a strong Bragg peak
from a single crystal sample gets reflected to it. To get such elastic scattering on the
sample, Bragg’s law (see Equation [1.4) must apply. To get neutrons scattered on the
sample onto the detectors, their energy has to match one of the energies selected by the
analyser arcs. Based on the ESS source neutron energy spectra, the guide transmission
and the energy resolution of the analysers, the highest incident rates are expected for
the 5.0 meV (4.045 A) detector triplet, as it is demonstrated in Section . This sets
the requirement of the lattice parameter being larger than 4.045/2 A, according to
Equation [7.1] derived from Equation
A

dnit > 5 (7.1)

Any single crystal with lattice parameter larger than 4.045/2 A could be used to
Bragg scatter neutrons with 5.0 meV energy in scattering angle (20) defined by the
Bragg’s law. Technically BIFROST has a 20 coverage of 90° (in two tank settings)
but only in the 20 range of 7°-135°, so the lattice parameter has to be large enough
(33.13 A and 2.19 A respectively for 20=7° and 20=135°) to have scattering angle in
that region.

To get the strongest Bragg peak from a single crystal, the material of the analysers,
pyrolytic graphite has to be used that fulfils these criteria with dgg;=3.3555 A lattice
parameter and the corresponding 20=74.134° scattering angle. That would be the
truly worst-case sample, but to get results from a less unrealistic sample with large
enough lattice parameter and strong Bragg peak, simulations are also done using an
yttrium oxide (Y203) single crystal with lattice parameter of dy o 5=3.0724 A and
corresponding scattering angle of 20 = 82.338°.

Further sample parameters that potentially influence the rates are the sizes and
mosaicity. The instrument is designed to facilitate measurements on small samples, but
dimensions up to 1.5 cm are possible, therefore cylindrical samples with the diameter
and height of 1.5 cm are used in the simulations. The sample mosaicity resulting in
the highest rate can depend on the divergence of the incident beam on the sample,
however, as a rule of thumb the highest rates are expected when the mosaicity of the
sample matches that of the analysers, so the sample mosaicity is set to 60 arcmin. It is
shown later in Section [8.1] that this is a good assumption, and within the 60+20 arcmin
sample mosaicity range it has a less than a 10% effect on the incident detector rates.

Regarding the instrument settings, the aim is to have the highest possible rate of
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neutrons with the chosen energy on the sample. This is achieved with the maximum
accelerator source power of 5 MW and fully open pulse-shaping chopper setting with
opening time of 5 ms. The lowest energy in the selected wavelength band is set to
2.7 meV that guarantees to have 5.0 meV neutrons in the range.

Study of the effect of sample mosaicity, sample size, and pulse-shaping chopper
opening time on the incident detector rates that justifies the chosen parameters is
presented in Chapter [8|

In order to realise the simulations in both Geant4 and McStas, the samples are
oriented to fulfil the Bragg law criteria for the incoming 5 meV neutrons on the se-
lected scattering planes, and the single Q-channel modelled is rotated according to the
resulting scattering angle. In BIFROST the whole scattering characterisation system
can be rotated around the sample, so having a Bragg peak from the sample in the
exact direction of a single Q-channel is perfectly realistic.

The simulations with the parameters described above is done in two steps. First, the
neutron transport from the source to the end of the beam transport and conditioning
system is done with the McStas model introduced in Section [2.1.2] saving neutron data
at the end in an MCPL file. This file is then used as the source term for the simulation
of the sample and scattering characterisation system, with both the Geant4 model from
Section [6.1] and the McStas model introduced in the next section. McStas version 2.5

is used for the simulations.

7.2 McStas model of the scattering characterisa-

tion system

The McStas model of the sample and scattering characterisation system, depicted in
Figure is essentially identical to the Geant4 model with a single Q-channel op-
tion, containing a crystalline sample, one Q-channel including all five analyser arcs,
and McStas monitor components at several places probing ToF, energy and position
distribution of neutrons, in order to examine the change of the neutron beam. The
analyser arcs consist of 7-9 blades using the “NCrystal sample” component with py-
rolytic graphite material, described in more detail in Section [2.3] NCrystal is also
used for all crystalline samples throughout this study. The simulation model does not
contain the sample environment, eight out of the nine Q-channels, the filtering system,
cross-talk shielding and the detectors.

Using a reduced geometry and excluding any model of the sample environment

is intentional, aiming to get a conservative estimate in terms of the highest detector
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Figure 7.1: McStas model of the sample and scattering characterisation system.

rates, but implementing only one Q-channel is the result of a limitation coming from
the linearity of the McStas simulation process described in Section [2.1]

The technique of grouping components together is used within the Q-channel, to
handle the five sets (arcs) of analyser blades, all of which divide the beam into the
partition that is scattered towards the detectors and the partition that is propagated
towards the next set of analysers (or the beam stop behind the last set). In order
to allow neutrons to proceed without interaction with a set of analyser blades — due
to transmission or simply avoiding them all — an extra virtual component is added
to each group, that mimics an interaction without changing the neutron state, and
thereby prevents neutrons to be removed from the simulation. Neutrons still have to
follow the order of the groups, so back-scattering or multiple scattering among blades
of the same arc is still not possible in the simulations.

The intent is to determine the incident detector rates, therefore the simulation of
the detection process is out of scope. Detectors are modelled with McStas monitor
components, and a neutron is counted as incident for a detector tube if it crosses
the plane at the centre of the detectors within the outline of that particular tube.
The sample—analyser distance is equal to the analyser—detector distance, meaning that
symmetrical Q-channels are modelled.

Allowing the neutrons selected by a set of analysers to reach the detectors (monitor
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components) while another part of neutrons has to be propagated in completely dif-
ferent direction toward the next set of analysers, is by default not possible in McStas.
This problem is solved by further grouping of components. For each monitor compo-
nent probing different properties of neutrons at the detector position, an extra monitor
component is added in the direction of the next set of analysers. This way the neutrons
can reach a member of the component group downstream in the component file in both
direction. Only those neutrons are removed from the simulation which do not reach
either the monitor component for detectors or the monitor components that covers the
whole solid angle leading to the next set of analysers.

Although the cross-talk shielding between energy- and QQ-channels is not explicitly
included in the model, as a consequence of the above McStas neutron propagation
process, a neutron can reach a particular detector tube only by scattering in one of the
corresponding analyser blades. This is practically equivalent to the conditions applied
in the data analysis process for the Geant4 simulations, and also results in an ideal
cross-talk shielding absorbing all stray neutrons. The case is similar for the filtering
system, that is replaced by a monitor component, that transmits all neutrons below
7 meV energy and none above.

As this section demonstrates, using McStas to model such complex system as the
analyser—detector system of BIFROST in detail is not straightforward and is subject

to certain limitations.

7.3 Pyrolytic graphite sample

Figure depicts the time-averaged energy spectra of neutrons at the sample and
different parts of the scattering characterisation system from the McStas and Geant4
simulations using a pyrolytic graphite single crystal sample. Due to the large mosaicity
of the sample, neutrons of a broad energy range — centred around 5.0 meV — are
scattered toward the single QQ-channel, reaching the 2.7 meV analysers and therefore
missing from the sample transmission spectrum. The transmission through the sample
is 80%, 57% higher than it is with vanadium, but still there is no need for logarithmic
scale as neutrons scattered on the sample are concentrated on the analysers.

The change of the spectrum between the 2.7 meV and 5.0 meV analysers is caused
by the spread of neutrons, and absorption in the analysers. The neutrons selected by
the 5.0 meV analysers are scattered towards the corresponding detector triplet, and
are therefore absent from the analyser transmission spectrum.

The time-averaged neutron intensities acquired by the integration of the energy
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Figure 7.2: Time-averaged neutron energy spectra at the sample and the scattering characterisation
system with pyrolytic graphite single crystal sample in McStas (top) and Geant4 (bottom) simulation.
Incident beam on sample (in blue), beam transmitted through the sample (in orange), beam on the
set of analysers for 2.7 meV neutrons (in green), beam on the set of analysers for 5.0 meV neutrons
(in red), neutrons hitting the detector triplet for 5.0 meV (in purple), beam transmitted through all

sets of analysers (in brown). The lines are only joining the points.

spectra are shown in Table [7.I] The results of the McStas and Geant4 simulations
agree with only minor differences.

The structure of the incident energy spectrum of the detector triplet is the result
of summing the spectra of all three detectors, as depicted in Figure [7.3

The different energy ranges probed by the detector tubes of a triplet as a result of
the slightly different scattering angle of neutrons on the analysers with coarse mosaicity
is apparent as is for vanadium sample. In this case, however it is not only the analysers,
that spread the beam energy selectively, but the sample too. The sample spreads the
neutron beam horizontally, by scattering neutrons with lower energies in larger, and
neutrons with higher energies in smaller angle than the scattering angle given by the
Bragg formula (Equation . The combined effect of the horizontal spread on the
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BIFROST
Position McStas [Hz] Geant4 [Hz]

Sample Incident 1.45-10% 1.45-10%
Sample Transmission 1.16-10% 1.16-10%
2.7 meV Analyser 1.50-10° 1.50-10°
5.0 meV Analyser 1.20-10° 1.19-10°
5.0 meV Detector 1.98-10% 1.98-10%
Analyser Transmission 7.47-108 7.31-108

Table 7.1: Time-averaged neutron intensities at the sample and different parts of the scattering

characterisation system with pyrolytic graphite single crystal sample with McStas and Geant4.
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=04 E 0.4
0.2 0.2
0.0 o 0.0
4.8 4.9 5.0 5.1 4.8 4.9 5.0 5.1
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Figure 7.3: Time-averaged incident neutron energy spectra of the 5 meV detector tubes in McStas

(left) and Geant4 (right) simulations, with pyrolytic graphite sample. The lines are only joining the
points.

sample and vertical spread on the analysers is visible in Figure [7.4] showing a diagonal

shape in the time-averaged neutron intensities in the plane over the detector tubes.
Integrating the incident neutron intensities in Figure [7.4] over the areas of the tubes

gives the time-averaged incident rates for the tubes, presented in Table[7.2] The results

show that the time-averaged incident rate for a single detector tube can be almost as
high as 70 MHz.

Detector tube McStas [Hz] Geant4d [Hz]
Top 6.69-107 6.70-107
Central 6.95-107 6.93-107
Bottom 6.20-107 6.20-107

Table 7.2: Time-averaged incident neutron rates of the 5 meV detector tubes in McStas and Geant4

simulations, with pyrolytic graphite sample.
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Figure 7.4: Time-averaged neutron intensities in the plane of the 5 meV detector tubes in McStas
(at top) and Geant4 (at bottom) simulations, with pyrolytic graphite sample. The white lines indicate

the outlines of the detector tubes.

In order to acquire the peak rate of the detector tube, the time structure of the

elastic peak is depicted in Figure for the 5 meV detectors.

100 106
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Figure 7.5: ToF spectrum of neutrons at the 5 meV detector triplet in McStas (left) and Geant4

(right) simulations, with pyrolytic graphite sample. The lines are only joining the points.

By taking into account only those neutrons which arrive to the detectors at the peak
of their ToF distribution in a short time range of 0.1 ms (see Figure , the integration
over the areas of the detector tubes gives the peak incident rates, as presented in
Table[7.3] The peak rate of course occurs at different times for each tube of the triplet.
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The results demonstrate that the peak incident rate on a single detector tube can be
as high as 1.7 GHz.
It can be also concluded that all results of the McStas and Geant4 simulations are

visually indistinguishable.
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Figure 7.6: Neutron intensities in the plane of the 5 meV detector tubes at the peak of the ToF
spectrum of the central tube in McStas (top) and Geant4 (bottom) simulations, with pyrolytic graphite

sample. The white lines indicate the outlines of the detector tubes.

Detector tube McStas [Hz] Geant4 [Hz
Top 1.67-10° 1.69-10°
Central 1.74-10° 1.75-10°
Bottom 1.56-107 1.56-107

Table 7.3: Peak incident rate of the 5 meV detector tubes in McStas and Geant4 simulations, with
pyrolytic graphite sample.

7.4 Yttrium oxide sample

To give an impression on how the rates change with a different single crystal that is
not the worst-case sample but also has a strong Bragg peak, the same simulation and

analysis process is repeated using an Y503 sample.
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Figure [7.7] demonstrates the change of the time-averaged neutron energy spectrum
along the neutrons path at the sample in the scattering characterisation system. The

time-averaged neutron intensities acquired by the integration of the energy spectra are
shown in Table [Z.4]
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Figure 7.7: Time-averaged neutron energy spectra at the sample and the scattering characterisation
system with an Y503 single crystal sample in McStas (top) and Geant4 (bottom) simulation. Incident
beam on sample (in blue), beam transmitted through the sample (in orange), beam on the set of
analysers for 2.7 meV neutrons (in green), beam on the set of analysers for 5.0 meV neutrons (in red),
neutrons hitting the detector triplet for 5.0 meV (in purple), beam transmitted through all sets of
analysers (in brown). The lines are only joining the points.

The results of the McStas and Geant4 simulations agree with only minor differences,
with the only exception being the transmission spectrum of the sample. The trans-
mission of the sample is 10% higher in McStas, with the same lower intensity bands
apparent in the spectrum caused by several crystal planes where the Bragg-criterion
is fulfiled for different neutron energies — including the hkl=-2-2-2 plane for 5.0 meV.
The source of the discrepancy is the absorption process in the sample, as different

absorption cross-sections are used in the two simulation tools, as described earlier in
Section 2.3
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The transmission through the sample in Geant4 is 77%, that is 3% lower than that
of the pyrolytic graphite despite the weaker Bragg peak for the 5.0 meV neutrons, due
to the higher absorption and presence of additional strong Bragg peaks.

Position McStas [Hz] Geant4 [Hz]
Sample Incident 1.45-10%° 1.45-10%
Sample Transmission 1.24-10% 1.12-10%
2.7 meV Analyser 6.01-108 6.00-108
5.0 meV Analyser 5.52-108 5.48-108
5.0 meV Detector 1.21-108 1.21-108
Analyser Transmission 2.96-108 2.91-108

Table 7.4: Time-averaged neutron intensities at the sample and different parts of the scattering

characterisation system with an Y5Og single crystal sample in McStas and Geant4 simulation.

The spectrum of the 2.7 meV analyser arc shows that despite the presence of mul-
tiple Bragg peaks, it is only the 5.0 meV neutrons that are scattered toward the Q-
channel on the hkl=-2-2-2 plane. There are, however, three other planes on which
the 5.0 meV neutrons are Bragg-scattered (hkl=2-3-3, hkl=1-2-3 and hkl =1-3-2), ap-
parently not toward the QQ-channel, causing the slight dip of the peak at 5 meV. The
spread of the neutrons after the sample is less significant than it was with pyrolytic
graphite, so fewer neutrons are lost on the way toward the 5.0 meV analysers.

The time-averaged neutron intensities in the plane of the 5 meV detector tubes
depicted in Figure [7.8| show a similar diagonal shape as for pyrolytic graphite because
of the energy dependence of the scattering angle both for sample and analysers. The
time-averaged incident neutron rate for the detector tubes in Table [7.5] — acquired by
integration over the area of the tubes — shows that the neutrons are distributed more
evenly among the tubes as a result of the flattened top of the energy spectrum. The

maximum of the time-averaged incident rate for a single tube is found to be 41 MHz.

Detector tube McStas [Hz] Geant4 [Hz]
Top 4.08-107 4.07-107
Central 4.13-107 4.13-107
Bottom 3.88-107 3.86-107

Table 7.5: Time-averaged incident neutron rates of the 5 meV detector tubes in McStas and Geant4

simulations, with an Y503 sample.

Doing the calculations only for the incident neutrons that arrive at the peak (0.1 ms

range) of the ToF spectra of each tube the peak incident rates are acquired, presented
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Figure 7.8: Time-averaged neutron intensities in the plane of the 5 meV detector tubes in McStas
(top) and Geant4 (bottom) simulations, with an Y203 sample. The white lines indicate the outlines
of the detector tubes.

in Table[7.6] The peak incident rate for a single detector tube with an Y203 sample is
found to be 1 GHz.

Comparing the time-averaged and peak rates to those acquired for pyrolytic graphite,
both are lower by a factor of 1.7 but still on the order of 10 MHz for time-averaged
and GHz for peak rates. This means that even with a non-worst-case sample, the rates

can be well above the capabilities of the standard *He detector tubes.

Detector tube McStas [Hz] Geant4 [Hz]
Top 1.03-10° 1.02-10°
Central 1.05-10° 1.04-10°
Bottom 9.78-108 9.84-10°

Table 7.6: Peak incident rates of the 5 meV detector tubes in McStas and Geant4 simulations, with

an Y03 sample.

This section also demonstrated that the McStas and Geant4 simulation results are

in excellent agreement, regarding the detector rates.
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Chapter 8

Parameter scan of BIFROST rates

Chapter [7| aimed at defining the highest possible time-averaged and peak incident de-
tector rates of the BIFROST instrument. In order to do that, worst-case conditions
are considered, and simulations are done for these fix scenarios. However, the effects
of some instrument and sample parameters on the incident detector rates, are not
necessarily straightforward and worth investigating. Beside proving that the results
presented in Chapter 7| can be regarded as the worst-case rates, it is also important to
evaluate conditions that are closer to normal operation. Therefore, in this chapter mul-
tiple parameters are scanned in order to determine their effect on the incident detector
rates and simulations are done for conditions representative for normal operation.

To carry our the simulations of beam transport and conditioning system the McStas
model of the instrument introduced in Section 2.1.2]is used. As demonstrated in this
Chapter [7], the McStas and Geant4 simulation results of the scattering characterisation
system are in excellent agreement, regarding the detector rates. For this reason, further
simulations are only performed using the Geant4 model introduced in Section [6.1} The
change in the incident detector rates due to modifying the studied parameters are
expected to have the same trend for all single crystals, so all simulations are done
using the Y503 sample. The base parameters for the simulations are the ones of the
worst-case scenario defined in Section [7.1] The parameter scans are performed by
changing only one parameter at a time.

In the following sections the effects of sample mosaicity, analyser mosaicity, sample
size and pulse-shaping chopper opening time are investigated on the incident detector
rates. Finally in the last section elastic peak rates are defined with parameters that

are representative for normal operational conditions.
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8.1 Sample mosaicity

The mosaicity of the sample has multiple effects on the neutron beam Bragg-scattered
on a selected scattered plane toward the Q-channel. As discussed in Section [I.3] higher
crystal mosaicity enables scattering neutrons of a wider energy and incident angle range
due to the higher spread of crystal plane orientations, enabling them to fulfil the Bragg-
criteria. For a divergent incident beam this can result in a higher total reflectivity. On
the other hand, it is also stated that this higher spread of crystal plane orientations
lowers the probability of scattering neutrons with energy and incident angle close to the
ideal values, that can give lower peak reflectivity. The cumulative effect is depicted in
Figure [B.1], showing the energy spectra of the scattered beam at the 2.7 meV analysers

and the 5.0 meV detector triplet for an Y503 sample with different mosaicities.
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Figure 8.1: Energy spectra of the neutron beam on the set of analysers for 2.7 meV neutrons (left)
and of the neutrons hitting the detector triplet for 5.0 meV (right) for different sample mosaicities

with an Y203 sample. The lines are only joining the points.

The energy spectra of the beam at the 2.7 meV analyser arc shows that the sample
with higher mosaicities scatters neutrons of a wider energy range toward the analysers,
as expected. It also shows that the intensities at this point of the instrument are
getting higher for mosaicities up until 80 arcmin and therefore intensities for 80 arcmin
are higher than those for 60 arcmin. It is the energy spectrum of neutrons hitting
the detector triplet for 5.0 meV, that shows that these additional neutrons do not
reach the detectors, as the highest intensities are found at 60 arcmin sample mosaicity.
The resulting time-averaged and peak incident rates of the central detector tube are
presented in Table

The results are in compliance with the expectation that the highest rates occur
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Mosaicity [arcmin] Time-averaged rate [Hz] Peak rate [Hz]
120 3.30-107 8.37-108
80 3.99-107 1.02:10°
60 4.13-107 1.04-10°
40 3.84-107 9.63-10%
20 2.80-107 7.07-108
10 1.81-107 4.54-108

Table 8.1: Time-averaged and peak incident neutron rates of the central 5 meV detector tube for

different sample mosaicities with an YOz sample.

when the mosaicity of the sample matches that of the analysers, but also show that

within the £20 arcmin range it is less than a 10% effect.

8.2 Analyser mosaicity

The mosaicity of the analysers is a fixed value of 60 arcmin for BIFROST, but it is
worth briefly investigating how it would affect the rate of the detector tubes. Figure(3.2
depicts the neutron energy spectra of the 5.0 meV detector triplet for different analyser

mosaicities with an Y503 sample with a mosaicity of 60 arcmin.
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Figure 8.2: Energy spectra of the neutrons hitting the detector triplet for the three tubes together
(left) and separately (right) for 5.0 meV for different analyser mosaicities with an Y203 sample. The

lines are only joining the points.

The spectra of the three tubes separately show that for mosaicities below 40 arcmin

the two tubes on the sides are under-illuminated compared to the tube in the centre, as
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Mosaicity [arcmin] Time-averaged rate [Hz] Peak rate [Hz]
10 4.10-107 1.04-10°
20 4.68-107 1.19-10°
40 4.45-107 1.12-10°
60 4.13-107 1.04-10°
80 3.84-107 9.64-108

Table 8.2: Time-averaged and peak incident neutron rates of the central 5 meV detector tubes for

different analyser mosaicities with an Y503 sample.

expected from the study of the prismatic analyser concept [58|. In order to harness the
benefits of the prismatic analyser concept, the analyser mosaicity has to be large enough
to sufficiently cover all used detectors. Increasing the mosaicity above 40 arcmin, the
intensity in all three tubes is getting slightly lower. The resulting time-averaged and
peak rates of the central detector tube are presented in Table [8.2]

The results show that the incident rate in a single detector tube could be 13—
14% higher in the central tube with 20 arcmin mosaicity compared to the result with
60 arcmin, however the mosaicity has to be higher to sufficiently illuminate all three

detectors, and in the range of 40-80 arcmin the change is less than 10%.

8.3 Sample size

Sample size is the limiting factor in many scientific cases, as it is not easy to grow
large samples of some types. The beam delivery system of BIFROST is optimised for
sample cross-sections up to 15x15 mm? but the realistic sample sizes for the intended
applications are much smaller than that, with an expected minimum sample size going
down to 1 mm?. The heigh, width and thickness of the sample can have different effects
on the incident detector rates, but in this parameter scan their cumulative effects are
investigate, using cylindrical samples with equal diameter and height. The energy
spectra of the scattered beam at the 2.7 meV analysers and the 5.0 meV detector
triplet for an Y503 sample of different sizes are depicted in Figure [8.3] The resulting
time-averaged and peak incident rates of the central detector tube are presented in
Table 8.3l

As expected, the larger the sample, the higher the intensities are. By reducing
the sample size parameter (height and diameter) from 15 mm to 5 mm and 1 mm,

the time-averaged incident rate of the centre tube drops by a factor of 10.5 and 900

100 Milan Klausz



PARAMETER SCAN OF BIFROST RATES

108 108

107 —+— 15 mm 107

106 106

10°

—_
(e}
Tt

10* 3

Intensity [Hz|
S

103

10?

10!

. A8 | 100
4.0 4.5 5.0 5.5 4.8 4.9 5.0 5.1 5.2

Energy [meV] Energy [meV]

Figure 8.3: Energy spectra of the neutron beam on the set of analysers for 2.7 meV neutrons (left)
and of the neutrons hitting the detector triplet for 5.0 meV (right) for an Y303 sample of different
sizes. The diameter and height of the cylindrical samples are equal, with the magnitude indicated in

the legend. The lines are only joining the points.

Sample size [mm] Time-averaged rate [Hz] Peak rate [Hz]
15 4.13-107 1.04-10°
10 1.93-107 4.93-108
3.92-10° 1.01-10%
3 1.04-10° 2.8-107
4.6-10% 1.6-10°

Table 8.3: Time-averaged and peak incident neutron rates of the central 5 meV detector tube for

an Y2Og sample of different sizes.

respectively. Due to the better resolutions in case of smaller samples the drop in the
peak incident rate is lower, a factor of 10.3 for 5 mm and a factor of 650 for 1 mm.
Another effect of the better resolution is visible in the energy spectra of the detector

triplets, where the three-peak structure is more apparent for smaller samples.

8.4 Pulse-shaping chopper opening time

The energy resolution of the instrument can be increased at the cost of neutron intensity
by modifying the opening time of the pulse-shaping chopper. The flux on the sample
and the detectors are both expected to drop significantly in case of the high resolution
setting of BIFROST, where the pulse-shaping chopper opening time is merely 0.1 ms,

compared to the high flux mode achieved by an opening time of 5 ms.
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The energy spectra of the neutron beam at the sample and the 5.0 meV detector
triplet for an Y503 sample for different pulse-shaping chopper opening times are de-
picted in Figure with the time-averaged intensities presented in Table [8.4] The

resulting time-averaged and peak rates of the central detector tube are presented in

Table Bl
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Figure 8.4: Energy spectra of the neutron beam on the sample (left) and of the neutrons hitting the
detector triplet for 5.0 meV (right) for an Y503 sample for different pulse-shaping chopper opening

times. The lines are only joining the points.

PSC opening time [ms] Sample [Hz] 5.0 meV detectors [Hz]
5.0 1.44-101° 1.21-108
3.0 1.22-101° 1.14-108
1.0 5.05-10° 4.38-107
0.5 2.67-10° 2.27-107
0.2 1.20-10° 1.01-107
0.1 7.03-108 5.93-10°

Table 8.4: Time-averaged neutron intensities at the sample and the 5.0 meV detector tubes with an
Y203 sample for different pulse-shaping chopper (PSC) opening times.

As expected, the time-averaged rates on the sample and on the detectors decrease
with shorter pulse-shaping chopper opening times. The difference in time-averaged
incident rates between the high flux mode (5 ms) and the high resolution mode (0.1 ms)
is approximately a factor of 20 for both the detector triplet and the central tube.
Regarding the peak rates in the central tube, however, this drop is less apparent. The

highest rate for a 3 ms opening time is the same (within statistical uncertainty) as the
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PSC opening time [ms] Time-averaged rate [Hz] Peak rate [Hz]
2.0 4.13-107 1.04-10°
3.0 3.91-107 1.04-10°
1.0 1.50-107 8.76-10°
0.5 7.79-10° 5.31-10%
0.2 3.46-106 2.52:108
0.1 2.03-10° 1.50-108

Table 8.5: Time-averaged and peak incident neutron rates of the central 5 meV detector tube with

Y03 sample for different pulse-shaping chopper opening times.

rate for 5 ms, and the difference compared to 0.1 ms opening time is only a factor of 6.9.
The reason for this difference is the better ToF resolution with shorter pulse-shaping
chopper opening times. The higher time-averaged rates are distributed over a longer
period of time on the detectors, as it is demonstrated in Figure |8.5] showing the effect
of the pulse-shaping chopper opening time on the ToF spectrum of neutrons hitting

the detectors.
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Figure 8.5: ToF spectrum of neutrons at the 5 meV detector triplet for the three tubes together (on
left) and separately (on right) with Y503 sample for different pulse-shaping chopper opening times.
The separated spectrum is not displayed in all cases in the righthand figure to avoid the figure being

overcrowded. The lines are only joining the points.

The longer the opening time, the broader the ToF peaks are. This directly affects
the energy resolution, and also increases the dead time in case of saturation. If one
tube of a triplet is saturated, then none of the three can read out data, as they are
connected in series. This means that for the detector triplet in the presented case for

5.0 ms pulse-shaping chopper opening time no data is recorded for more than 6 ms.
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8.5 Elastic peak rates in representative operational

conditions

Parameters chosen in Chapter [7| correspond to a possible worst-case scenario and rates
acquired are far above the capabilities of *He tubes. However, the combination of a
strongly scattering large sample and the highest flux mode is rather artificial, so it is
worth evaluating a more representative operational scenario.

BIFROST is designed for small samples, as sample size is the limiting factor in
many science cases. Hence, cm-size crystals are not to be expected very often, only
large samples with small magnetic moments, and therefore small magnetic Bragg peak
intensity. There is another parameter directly affecting the intensities but not discussed
yet, the accelerator power of the ESS source. As mentioned in earlier sections, the
source power of 5 MW is used for all simulations. In Section it is explained that
this is the eventual operational power of ESS, however, it will initially operate at 2 MW.
The intensities are expected to scale linearly with the source power, and in terms of
simulations, the source power is in fact only a multiplication factor in the ESS butterfly
moderator source component as pointed out in Section [2.1.2]

For these reasons, the following parameters are selected to define the rates in a
more representative operational case: 2 MW source power, 1 ms pulse-shaping chopper
opening time, an Y5O3 single crystal sample with a height and diameter of 3 mm, and
mosaicity of 60 arcmin. The time-averaged energy spectra of the neutron beam at
the sample and different positions of the scattering characterisation system, acquired
with these parameters are demonstrated in Figure [8.6, along with the integral values
presented in Table [8.6 The resulting time-averaged and peak incident neutron rates
of the 5 meV detector tubes are presented in Table

Position Intensity [Hz]
Sample Incident 1.07-108
Sample Transmission 1.01-108
2.7 meV Analyser 1.84-106
5.0 meV Analyser 1.70-10°
5.0 meV Detector 4.1-10°
Analyser Transmission 8.71-10°

Table 8.6: Time-averaged neutron intensities at the sample and different parts of the scattering
characterisation system with an Y503 sample, using 2 MW source power, 1 ms PSC opening time,

3 mm height and diameter sample size and 60 arcmin sample mosaicity.
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Figure 8.6: Time-averaged neutron energy spectra at the sample and the scattering characterisation
system with an Y03 sample in Geant4 simulation using 2 MW source power, 3 mm height and
diameter sample size and 60 arcmin sample mosaicity. Incident beam on sample (in blue), beam
transmitted through the sample (in orange), beam on the set of analysers for 2.7 meV neutrons (in
green), beam on the set of analysers for 5.0 meV neutrons (in red), neutrons hitting the detector
triplet for 5.0 meV (in purple), beam transmitted through all sets of analysers (in brown). The lines

are only joining the points.

Detector tube Time-averaged rate [Hz| Peak rate [Hz]
Top 1.3-10° 9.3-108
Central 1.5-10° 9.9-10°
Bottom 1.3-10° 9.4-10°

Table 8.7: Time-averaged and peak incident neutron rates of the 5 meV detector tubes with an
Y203 sample, using 2 MW source power, 1 ms PSC opening time, 3 mm height and diameter sample

size and 60 arcmin sample mosaicity.

The combined effect of the lower source power, shorter pulse-shaping chopper open-
ing time and smaller sample size (cross-section) decreased the time-averaged neutron
intensity on the sample significantly, by a factor of 136 compared to the worst-case
scenario with an Y,03 sample presented in Section [7.4. Due to the reduced sample
thickness, the transmission through the sample is increased to 94% from 77%, as a
result of lower absorption and weaker Bragg peaks.

The lower incident intensity on the sample, and weaker Bragg peak lead to a drop
by a factor of 322-326 in the time-averaged neutron intensity on both the 2.7 and
5.0 meV analysers. The drop in the time-averaged neutron intensity on the 5.0 meV
detector triplet is a little bit lower, a factor of 295, due to the smaller divergence and
better energy resolution of the neutron beam compared to the worst-case scenario.

The highest time-averaged incident neutron rate on a single tube is found to be
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0.15 MHz, that means a drop by a factor of 275, but the peak incident rate is 9.9 MHz,
which is lower only by a factor 105 compared to the worst-case results. The num-
bers and reduction factors are in accordance with previous simulations in Sections 8.3
and where the effect of sample size and pulse-shaping chopper opening time were
investigated separately.

There are factors not taken into account in the current study, that may further
reduce the intensities slightly on the detectors, like the non-ideal transmission of the
filtering system, and the effect of the divergence jaws applicable for reducing the angular

spread of neutrons
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Chapter 9

Summary and outlook

The European Spallation Source is designed to operate using the most powerful spal-
lation neutron source in the world. This source is expected to subject the detectors to
unprecedented neutron fluxes, that can saturate the detectors and therefore degrade
the performance of the instruments. The presented PhD work aimed to help avoiding
such cases, by implementing full simulation models of two ESS instruments using the
combination of multiple simulation tools, and use them to study the detector rates and
performance in various scenarios.

In Chapter (3] the study of the LoKI detector rates is presented, that is represen-
tative for both small-angle neutron scattering instruments at ESS. A generic Geant4
simulation model of the rear detector bank is developed, consisting of Boron-Coated
Straws detector tubes. This detector bank model is connected with the McStas model
of the instrument with the application of the MCPL tool, and the resulting full simu-
lation model is used to study the incident and detected rates for multiple instrument
settings.

It is found that the instantaneous detection rate of a single straw, the functional
unit of the detector can be as high as 458 kHz at 5 MW ESS source power. Given that
such a straw is expected to start saturating at 50-100 kHz, some straws are expected
to saturate at 800-1000 kW of source power. The results demonstrate that the BCS
tubes with the conventional parameters can potentially compromise the instrument
performance for high flux configurations.

The generic BCS detector model implemented for Geant4 simulations is used in
Chapter |4 to carry out a complex analysis in order to evaluate various aspects of
the BCS detector performance. This study is made in the context of most realistic
applications that might be envisaged. The aim is to have a complete set of generally
applicable results.

The detection efficiency of a single straw, and even of complete detector tubes with

seven straws are shown to be low, as expected. Therefore, overlapping layers (panels)
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of detectors are needed to achieve a decent efficiency. The cost-efficient number of
panels depends on the application and the relevant neutron wavelength range.

The absorption (not resulting in conversion to detectable particles) in B,C is 6.5-8
times more than in Al and Cu combined. The absorption from these two mechanical
materials in the detector is in the range of 1.5-4.5% of the incident neutrons depending
on the wavelength. Pure unalloyed material was modeled in the study; alloyed materials
and impurities may significantly increase this and need to be considered. At smaller
wavelengths the fraction of neutrons transmitted through the detector is high (50—
60% at 0.6 A) and therefore absorbant shielding behind the detector is a must for
applications below 5 A.

Activation analysis of such a detector has been implemented. The activation is
dominated by copper, as expected, with a cooling time of a few days. The radiation
background from activated materials will not interfere with the data acquisition. The
activation during operation at ESS is not expected to be a limitation for maintenance.
The calculated numbers have been presented in a fashion that could be scaled to real
applications.

As presented in Chapter [5 the scattering has been studied in detail, namely its
effect on quantities like the position along and perpendicular to the straws, the neu-
tron time of flight, polar and azimuthal angle, neutron wavelength and energy, and
scattering vector, all in terms of the fraction of neutrons that end up as signal, scat-
tered background, transmitted through the detector or absorbed and non-detected.
The effect of the detector geometry on the natural shape of the resolution function
is shown. Scattering is highest at low wavelengths and is significant below the Bragg
cut-off. It can be considered to be at acceptable levels for applications such as SANS,
however, may be considerable for applications which are highly sensitive to it such as
spectroscopy. Any application for spectroscopy would need detailed consideration of
its effect on performance.

A polyethylene “afterburner” block placed behind the detector was investigated and
found to increase signal by up to 4%, however, background correspondingly increased
up to 15%. Therefore this is not a good solution for most applications. It also re-
emphasises the need for the layer of shielding closest to the detector to be made of
materials with very low neutron albedo.

As of Chapter [0] the focus is shifted to the BIFROST instrument, and in particular
to the time-averaged and peak incident detector rates, that are expected to be highest
in case of elastic peaks. There is no scientific reason to measure the elastic peaks as they

are considered background for this instrument, however it is vital that the detectors
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are not degraded by such intensity and remain capable of measuring weak inelastic
signals, as soon as possible after saturation. This implies that the detector aspects of
recovery time and high rate tolerance have to be carefully evaluated by measurements
to prove that scientific performance will be intact.

A flexible model of the sample and the complete geometrical coverage of the scat-
tering characterisation system implemented in Geant4 combined with the NCrystal
simulation tool for correct treatment of neutron transport in crystalline materials. The
first application of the special NCrystal pyrolytic graphite is presented, demonstrating
its capabilities for modelling analysers for neutron scattering applications. This Geant4
model is connected to the McStas model of the instrument through the MCPL simula-
tion tool. The use of the resulting full simulation model demonstrated with a vanadium
sample. The incident detector rates for the common calibration sample are defined,
the neutron energies selected by the analyser system, and the energy resolutions are
found to be in accordance with the intended values of the instrument.

In Chapter[7]a reduced geometry model of the BIFROST scattering characterisation
system implemented in McStas is introduced. The development of this model served
the dual purpose of defining the “worst-case” incident detector rates for BIFROST in
two ways, using either the McStas or the Geant4 model, and by that comparing the
McStas and Geant4 simulation software to highlight their strengths and weaknesses.

The results of the McStas and Geant4 model of the scattering characterisation
system are compared using various single crystal samples. The results show perfect
agreement with the only exception being the transmission through the sample where
a difference less than 10% is found in one case, due to the more detailed modelling of
absorption in Geant4. It is concluded that McStas is capable of simulating instruments
as long as 160 m, and even handling beam splitting to some extent, to treat simulations
with multiple set of analysers, however the latter comes with great complexity and
some limitations, as it is not within the natural usage of this simulation software.
Geant4 on the other hand is not suited to simulate the beam transport system of
an instrument, but with the use of NCrystal, it is an entirely appropriate tool for a
scattering characterisation system with any level of geometrical complexity, and even
offers the possibility to include parts like filtering system and cross-talk shielding, and
taking into account back-scattering.

The incident detector rates anticipated for the BIFROST instrument for different
configurations are presented. For instrument configurations and sample parameters
representing worst-case conditions, it is determined that the peak rate can reach the

value of 1-1.7 GHz for a single detector tube with time-averaged rates of 40-70 MHz.
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These tubes are expected to reach saturation well below that, at 50-100 kHz. These
tubes will also be saturated for a minimum of 5 ms, but the saturation deadtime for
detecting signals is more like 6 ms because the counting detector tubes are coupled in
triplets.

In Chapter |8 the impact of sample and analyser mosaicity, sample size, and pulse-
shaping chopper opening time is studied on the incident detector rates. The parameter
space including the sample and analyser mosaicity, sample size, and pulse-shaping
chopper opening time, ended with the presentation of the incident detector rates in
case of a representative operational scenario. The results demonstrated, that more
“everyday” realistic samples give a lower rate challenge, however these samples will
still saturate detectors. To overcome challenges caused by these rates, an operational
evaluation of a measurement strategy will be the key to the successful operation of this
instrument.

The results here show the potential power of source to detector simulation for
neutron scattering. These simulations are now possible due to tools recently developed.
It is now possible to realistically simulate very complex systems. This models presented
in this thesis can now be used to predict experimental conditions from specific proposed

samples, i.e. sample size and composition for experiment planning purposes for users.

9.1 Outlook

The method of chaining different simulation tools to carry out full simulation of instru-
ments from source to detectors, as presented in this work is very novel to the neutron
scattering field and carries lot of potential. There are cumulative effects in a neutron
scattering instrument that are hard to predict by analysing its segments separately,
and features that are expected but can not be calculated adequately analytically due
to the complexity of the system. The implemented models, and the acquired results
have already impacted the instruments, therefore not only their possible future usage
but also their current and past application is presented in this section.

Regarding BIFROST, the rate challenge was anticipated even at the proposal of
the instrument, however the magnitude of the peak rates exceeded the expectations.
The acquired rate values were used at advisory meetings at the European Spallation
Source, and the studies helped the instrument team to better understand the challenge
of the detector rates. The simulations offered valuable input in finalising the detector
requirements before the instrument tendered the procurement of the scattering char-

acterisation system. As a result the detectors are expected to withstand Bragg peak
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bursts of 3 ms duration, with peak fluxes up to 10® n/s/cm?, and with time-averaged
flux below 10" n/s/cm? [108]. Careful evaluation of the performance of the detectors
is planned, but the foreseen potential solutions to the detector rate challenge include
the limitation of sample size and type for the instrument.

Work has been scoped to simulate inelastic signal using the full simulation model
of the BIFROST instrument. Results presented in this thesis focused on acquiring
coherent elastic (Bragg) and incoherent elastic peaks, however the source of signal to
be measured at the instrument is coherent inelastic scattering. The next major re-
lease of NCrystal aims to provide a detailed treatment for the inelastic scattering by
sampling directly from the scattering kernels generated either computationally or ex-
perimentally. This method would provide proper scattering angles and energy transfer,
replacing the current approximation of isotropic inelastic scattering, and the scattered
neutron energy being sampled from a temperature dependent Maxwellian distribution.
Efforts has been made already using the development version of NCrystal, but simu-
lation of weak inelastic signal is time consuming even for the BIFROST instrument.
Implementing cross-talk shielding in the Geant4 model of the scattering characterisa-
tion system would also give the option to analyse effects of cross-talk on signals and to
evaluate shielding strategies.

The implemented simulation tools, and acquired results for the LoKI instrument
and the BCS detectors are also in use. The results of the detector rate study were used
in the decision making and review processes at the European Spallation Source, e.g,
at the “Phase 2”7 review of LoKI [109], and the generic model of the BCS detectors,
presented in this thesis has been expanded into the full simulation model of the LoKI
detector system depicted in Figure by the LoKI instrument team and the ESS
Detector Group [21].

In all detector banks of the LoKI instrument 4 overlapping panels of BCS detectors
will be employed, providing sufficient detection efficiency in the wavelengths range of
interest, centred around 3 A. The thickness of the converter layer in the first two panels
of detectors will be 0.6 micrometers, significantly thinner that the 1 micron thickness in
the last two panels, and the generic simulations presented in this thesis. This solution
is expected to mitigate the rate challenge by spreading the detection event among the
panels more evenly.

The full simulation model of the LoKI detector system is connected to the Mantid
software, where reduction and analysis of simulated data is done. With this connection,

the full simulations of the LoKI instrument from the neutron source to the data analysis
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Figure 9.1: Geant4 simulation model of the LoKI detector system with all three detector banks.

From

software will be used to facilitate corrections and calibration routines prior to the start
of the operation of the instrument.

The complex study of the BCS detector tubes is not exclusively in the interest
of the ESS, as this is the first time that such study of the scattering effects of the
structural materials of the detector is done, and the producing company intends to
reduce secondary scattering inside the detector .
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Thesis points

The new scientific results of the thesis can be summarised in the following points:

1. T developed a generic Geant4 Monte Carlo simulation model of the Boron-Coated
Straws, a solid °B-enriched boron-carbide converter based, Ar/CO,-filled neu-
tron detector. I used this model to estimate the incident and detection rates that
are anticipated for detectors operated in small-angle neutron scattering instru-
ments planned for the European Spallation Source. I found that for instrument
configurations representing realistic operational conditions, the instantaneous de-
tection rate will significantly exceed the rate capability of the detectors having
conventional parameters, and therefore they would limit the scientific perfor-
mance at higher source power. The model has since been adopted as the full
simulation model for simulating instrument performance of LoKI instrument at

the European Spallation Source. [P0 and P1]

2. With the Geant4 model of a Boron-Coated Straws detector system from thesis
point 1 I carried out a simulation study of absorption, activation and efficiency in
order to evaluate the detector performance. I found that in the wavelength range
of 0.6-11 A 13-33% of the incident neutrons are absorbed in the detectors without
enough energy deposited in the counting gas to trigger detection event. This
level of absorption is acceptable for neutron scattering application. However, at
smaller wavelengths the fraction of neutrons transmitted through the detector is
high (60-27% for 0.6-1.8 A) and therefore absorbant shielding behind the detector
is a must for applications below 5 A. I demonstrated that the radiation from
activated materials will not influence the signal-to-background ratio, or cause
limitation due to high doses for maintenance in case of envisaged application at
the European Spallation Source. I showed that the detection efficiency of the
detector is low, however with application of overlapping layers of detectors, 50—
66% detection efficiency is achievable in the 1.8-11 A wavelength range. [P1 and
P2]

3. With the Geant4 model of a Boron-Coated Straws detector system from thesis

point 1 I studied the impact of scattering inside the detectors on the signal-
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to-background ratio for quantities relevant for different neutron scattering tech-
niques. I found that the fractional scattering (as generally defined as the ratio of
the background intensity, and the combined intensity of signal and background)
increased with the amount of the material budged, it became the highest at low
wavelengths, and significant below the Bragg cut-off. According to the results, the
scattering can be considered to remain on acceptable levels for applications such
as small-angle neutron scattering, however, may be considerable for applications
which are highly sensitive to it such as spectroscopy. I found the application of a
polyethylene “afterburner” block placed behind the detector system to noticeably
increase the number of neutrons contributing to the signal, however significantly
increase the background, therefore the only considerable application field could

be homeland security, where position resolution is not a concern. [P2]

. IT'elaborated and implemented the first simulation model with complete geometri-

cal coverage of the scattering characterisation system of the BIFROST instrument
designed for the European Spallation Source. This is the first application of the
special NCrystal pyrolytic graphite material, developed for modelling analysers
for neutron scattering applications. [ connected this Geant4 model with the
existing McStas model of the BIFROST instrument using the MCPL tool and
carried out the full simulation of the instrument from source to detector position,
which is very novel for neutron scattering. I demonstrated the usefulness of the
model by simulating the incident detector rates in case of a common vanadium
calibration sample, and matched the acquired energy resolutions of the analyser

system to the intended values of the instrument. [P3]

. T elaborated and implemented a McStas model of the scattering characterisation

system of the BIFROST instrument, and used it with the same configurations as
the Geant4 model of the system in order to compare the two software packages,
and define the highest possible incident detector rates. 1 demonstrated that
Geant4 is more suitable for modelling such a complex geometry, and that the
results of McStas and Geant4 are in perfect agreement with the only exception
being the transmission where in one case I found a difference of 10%. I found
that for instrument configurations and sample parameters representing worst-
case conditions the instantaneous rates can be in the range of 1-1.7 GHz for a
single detector tube with time-averaged rates of 40-70 MHz. These numbers are
well beyond the rate capability of the detector tubes of state of the art, therefore
the saturation of the detectors is expected that may last for longer than 6 ms for

electronically coupled triplets. [P3]
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6. With the joint McStas and Geant4 model of the BIFROST instrument from thesis
point 4 I studied the impact of parameters such as sample and analyser mosaicity,
sample size, pulse-shaping chopper opening time, and accelerator source power
on the incident detector rates for elastic peaks. I demonstrated the impact of
the listed parameters, and concluded that in case of a representative operational
scenario the incident detector rates are orders of magnitude lower than in the
worst-case scenario, however, the values are still beyond the rate capability of
the detector tubes. This implies that the detector features of recovery time and
high rate tolerance have to be carefully evaluated by measurements to prove that

the presumed scientific performance will be provided. [P3]
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Appendix A — Verification of simu-

lation results

Verification of simulation models is essential in order to gain confidence in the validity
of the results acquired with them. Using an open framework with validated simulation
tools such as the simulation framework of the ESS Detector Group is greatly beneficial
in this task, as it not only enhances the capabilities of the Geant4 simulation tool for
simulation of detectors, but also ensures that the models are easier to validate and
results are more reliable. This framework also supports the use of public repositories
for the models and supplementary codes. This kind of sharing eases the effort of
simulation work by code reuse, and increases the reproducibility of studies. It also
mitigates the problem, that most “common knowledge” is often not published in the
neutrons scattering community. For the same reason, in order to increase accessibility,
the results presented in this thesis are published with open access.

Although direct comparison of simulation results to measured data in not possi-
ble until after the instruments are built, comparison with analytical calculations and
measurements under similar conditions is possible, as well as cross-validation with dif-
ferent simulation tools or models. Such validations are already presented throughout
the thesis, but additional verifications are provided in this appendix for both the BCS
detector model and the BIFROST scattering characterisation system models.

Boron-Coated Straws

All results produced with the BCS detector model are well understood and consistent.
The wavelength dependence of the efficiency presented in Section is physically rea-
sonable, and for multiple layers of detectors the consequent effect of the hardening
of the neutron spectra is apparent, as demonstrated in Section [3.3] The analytical
estimation of the absorption in the mechanical materials of the detectors, presented
in Section shows good agreement with the simulations. The trends in the scat-

tering effect experienced for different types and amount of materials, and different
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neutron wavelengths are also physically reasonable and consistent, as demonstrated in
Section 5.2

The additional verification of the BCS detector model presented in this appendix
concerns the pulse-height spectra, detection to conversion ratio, and detection effi-
ciency.

As explained in Section and further discussed in Section 4.1} a detection event
is recorded in the simulations if the conversion products of a neutron deposit more
energy in the counting gas than a preset threshold applied to mimic discrimination
of the gamma background. The underlying physical process in which the conversion
products are created in the converter layer is the “B(n,a)"Li reaction, detailed in
Equation [1.2| and discussed in Section [1.2.1]

The simulated pulse-height spectra of the BCS detector is depicted in Figure
and on linear and logarithmic scale respectively. In these figures the pulse-height
spectra is shown for the conversion products (“Li and a-particle) and the gammas from
the de-excitation of “Li* both separately and cumulatively. The later is the measurable

pulse-height spectra.

105 0.84 1.01 147 178

0 0.4 08 12 16 20
Energy [MeV]

Figure A.1: Pulse-height spectrum of the BCS detector on linear scale for 7Li, a-particle and ~y
together and separately from simulation with 1.8 A neutrons. The dashed lines only connect the

markers.

As expected, significant drop is apparent in the spectrum of the “Li and the a-
particle at the energies corresponding to the initial kinetic energy of these particles in
the main (~94% probability) reaction branch (E;;=0.84 MeV and E,=1.47 MeV). Also,

their spectrum end at the energies corresponding to their initial kinetic energy in the
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Figure A.2: Pulse-height spectrum of the BCS detector on logarithmic scale for "Li, a-particle and
~ together and separately from simulation with 1.8 A neutrons. The dashed lines only connect the

markers.

less probable (~6% probability) reaction branch (E;;=1.01 MeV and E,=1.78 MeV),
due to the higher kinetic energies. These energy limits are reached in cases when one
of the particles exit the converter layer without losing energy, and then deposit all its
energy in the counting gas. The quite rare events when more than 1.78 MeV energy
is deposited can happen only if both conversion products escape the converter layer
and deposit energy in the counting gas, that is possible despite their opposite direction
in case of scattering inside the converter layer. Accordingly, these events appear only
in the cumulative spectrum. The gammas from the de-excitation of "Li* in the main
reaction branch contribute <10 keV, demonstrating the low gamma sensitivity of the
detector.

The shape of pulse-height spectra is in accordance with expectations based on
analytical calculations, measurements, and simulations of °B-based thin film neutron
converters and similar detector geometries [93) 111}, 112]. More detailed explanation of
the shape of the pulse-height spectra for 1°B-based detectors where the particle ranges
(Rrio.84 mevy=1.7 pm and Ra(1.47 mevy=3.4 pm) are longer than the thickness of the
converter layer (d=1 pm) is given here [93].

The referenced study do not take into account the loss of signal amplitude in cases
when conversion products hit the wall of the detector before depositing all their kinetic
energy, called wall effect, that is relevant for detectors with such small diameters. To
highlight this effect, the pulse-height spectra is also depicted for double-sized straws

with the same 1 pum converter layer thickness in Figure where energies above
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~1.2 MeV are visibly more probable. The change of the pulse-height spectra due
to the wall effect is in accordance with the study of wall effect in similar detector

geometries [113].
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Figure A.3: Pulse-height spectrum of double-sized BCS detector on logarithmic scale for "Li, a-
particle and ~ together and separately from simulation with 1.8 A neutrons. The dashed lines only

connect the markers.

As stated in Section [1.2.1} it is claimed that for 1 um of B4C, one of the two
charged conversion products has a 78% probability to escape the converter and ionise
the counting gas in the BCS straw [43]. This value is the theoretical maximum for the
detection to conversion ratio, with no energy threshold, that gives an upper limit for
the detection efficiency. The results show that in this case at least one of the "Li and
a-particle escape the converter layer and deposit energy in the counting gas with 77.7%
probability, which agrees within rounding error with the published value. Technically,
in this case the de-excitation gammas could also trigger detection events that would
increase the detection to conversion ratio to 81.3%, however it is only theoretical due
to the presence of radiation background that always necessitates energy threshold for
measurements.

Throughout the thesis the applied threshold is 120 keV, as stated in Section [4.1]
where it is also mentioned that this results in a detection to conversion ratio of 70%,
regardless of the wavelength of the converted neutrons, due to the small thickness of the
B4C layer. As a matter of fact, weak neutron wavelength dependence of the detection
to conversion ratio is observable, as demonstrated in Figure [A.4] showing the energy
threshold dependence of the detection to conversion ratio for neutron wavelengths
between 0.6-11 A.
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Figure A.4: Detection to conversion ratio as a function of the applied energy threshold from different
neutron wavelengths. The magenta line marks the claimed theoretical maximum of detection to

conversion ratio (78%). The dashed line only connects the markers.

The difference in the detection to conversion ratio for different neutron wavelengths
is small but consistent, with generally higher values for higher wavelengths. For the
applied threshold of 120 keV the detection to conversion ratio is within the narrow
range of 69.7-70.3%. The energy threshold dependence of the detection to conversion
ratio on the other hand is much more significant, and appears to be practically linear
in the observed energy range. The energy threshold dependence of the detection to
conversion ratio translates directly to the detection efficiency, where such dependence
is expected [111], and the experienced linear correlation is in accordance with study
of similar detector geometry where the observed total counts depended linearly on the
threshold value [113].

The detection efficiency of the BCS detector is examined Section for multiple
neutron wavelengths and with different number of overlapping panels. The results
acquired for the 5 panel arrangement are compared to one simulated and two measured
datasets corresponding to similar detector arrangements, depicted in Figure [A.5]

Efficiency values in “Measurement 2”7 are lower than in all other datasets, consis-
tently ~10% lower than values from the Geant4 simulations. The accordance is better
with the “Measurement 17 and “MCNP simulation” datasets, where the difference is

<5% in the most relevant 1.8-5 A wavelength region and <8% for 11 A.

122 Milan Klausz



APPENDIX A — VERIFICATION OF SIMULATION RESULTS

100
90

80
701 ey mS= =255 ¢

601
501 ﬁ%.

Detection efficiency [%]

401 / ...
//9
1 4e =& = Measurement 1
301 &'s
50 p =@ - MCNP simulation
f — &~ Measurement 2
101 F, —¢ - Geant4 simulation
0 , | , , , ,
0 2 4 6 8 10 12

Neutron wavelength [A]

Figure A.5: Comparison of detection efficiency for 5 panel BCS detector arrangement from different
simulations and measurements. The legends denote the following datasets: “Measurement 1”7 and
“MCNP simulation” [114], “Measurement 2” [88]. “Geant4 simulations” refer to results presented in

this thesis. The dashed lines only connect the markers.

BIFROST scattering characterisation system

All results produced with the Geant4 model of the BIFROST scattering characterisa-
tion system are physically reasonable and consistent. The neutron energies selected
by the analysers, and their energy resolutions are in accordance with the description
of the instrument, as presented in Section [6.2 The cross-validation with the McStas
simulation model in Sections [7.3] and [7.4] shows perfect agreement with the only excep-
tion found in the transmission of the sample that do not affect the rate results. The
tendencies in the incident detector rates experienced in the parameter study presented
in Chapter [8] including sample and analyser mosaicity, sample size, and pulse-shaping
chopper opening time are also physically reasonable and consistent.

In this appendix the simulated incident detector rate for the 5 meV detector triplet
with vanadium sample presented in Section [6.2| is validated by analytical calculations,
and an estimate based on measured data from a triple-axis spectrometer.

Vanadium is a common calibration sample that is close to an ideal isotropic in-
coherent elastic scatterer. In this analytical calculation, first the fraction of neutrons
scattered on the sample is calculated for the relevant 4.9-5.1 meV energy range, by
estimating the fraction of absorption and transmission through the sample.

Using Equation [4.2) and Equation [4.3] the fraction of absorption can be calculated

for a given sample thickness, density and neutron energy. Assuming uniform parallel
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beam of neutrons, the average path length through a cylindrical sample with a radius
risl=r*-7/(2-r). The density of vanadium in the simulations is 6.118 g/cm?. For
5 meV neutron energy (4.04 A), the microscopic absorption cross-section is o,=11.5 b
as demonstrated in Figure [A.6]

Coherent elastic
o 201 Incoherent elastic
% Inelastic
£2.15{ == Absorption
'5 Total
RS
2 10
%
=
O 5
01 : ; ‘ ; ‘
0 1 2 3 4 5 6

Neutron wavelength [A]

Figure A.6: Cross-sections of vanadium from the NCrystal library |75} 96].

Inserting these values into the formulae for a sample with a diameter of 1.5 cm, the
result shows that 62% of the 5 meV incident neutrons are expected to be absorbed in
the sample. The numbers from the simulation show good agreement with this result
with 59% of the incident neutrons in the energy range of 4.9-5.1 meV absorbed given
the 9.288 -10® Hz incident rate and 5.514 -10® Hz absorption rate.

The fraction of transmission through the sample can be calculated similarly, using
the total microscopic cross-section of 0;=16.8 b for 5 meV neutron energy. Based on
this calculation 24% of the 5 meV incident neutrons are expected to be transmitted
through the sample. In the simulation the transmission rate of 2.385 -10°® Hz in the
energy range of 4.9-5.1 meV gives only slightly higher 26% transmission.

According to the analytical calculations the remaining 14% of the incident neu-
trons on the sample are expected to be scattered. Assuming isotropic scattering, the
incident rate on a set of analysers can be estimated knowing the solid angle cover-
age. For a symmetric Q-channel the 5 meV analyser set consists of nine blades of
1.35 cm height and 18.16 cm width. Assuming 37.067° rotation angle and 1.623 m
distance from a point-like sample for all nine analyser blades, the covered solid angle
is 2=0.000401 sr. Using the 9.288-10% Hz incident neutron rate on the sample in the
energy range of 4.9-5.1 meV, the expected neutron rate on the analysers in this energy
range is 9.288-108-0.14-0.000401~52 kHz. The simulated incident neutron rate in on the
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analysers shows perfect agreement with 51+2 kHz. According to the simulation ~25%
of these neutrons are transmitted through the analysers due to the divergence of the
beam and the wide energy range, and ~68% of the selected neutrons reach the detector
triplet, resulting in the 26+2 kHz incident detector rate presented in Section [6.2]

The incident detector rate anticipated for BIFROST can also be estimated based on
measured data from similar instruments. The data serving as basis for the estimate is
measured during the instrument upgrade of the cold neutron triple-axis spectrometer
FLEXX at the BER-II reactor [115]. In order to characterise the gains from the
upgrade, measurement of the incident neutron rate at the sample position is carried
out, as well as measurement of detected intensity from vanadium sample.

Knowing the detection rate (Dger rrexx(E)) and the incident rate on the vanadium
sample (Sprexx(FE)) for a specific neutron energy (FE), an estimation can be given for
the incident detector rate at BIFROST (Djyc srrrosr(E)) for a specific incident rate
on the sample (Sprrrosr(F)), using the formula in Equation taking into account
the detection efficiency (€getrrexx(F)), and the ratio of the solid angle coverage of
the two analyser systems (Rsoiidangle)-

Dinerrrost(E) = Daer,rrexx(E) ) Sprrrost(E) R

solidangle- A1
Edet,FLEXX(E) SFLEXX(E) frdang! ( )

According to the measurements with a vanadium rod with 1 cm diameter, the de-
tection rate for 5 meV (incident wave vector k;=1.55 A‘l) i8 Dget rr.exx=585 Hz. The
efficiency of 3He detector tubes for this energy is approximately €ges rrexx=0.8 [114].
The fitted energy resolution for this energy is reported to be 0.155 meV, that agrees
with the simulated energy resolution of the 5 meV detector triplet for BIFROST (see
Table [6.3]). The incident flux at 5 meV on the sample is ~3-107 n/s/cm?, that results
in an integrated intensity of Sprrxx=8-107 Hz.

The analyser system at FLEXX measurement consists of 15 1x10 cm pyrolytic
graphite blades placed 1.4 m from the sample position. For 5 meV neutrons, assuming
37.067° rotation angle for all analyser blades and point-like sample, the solid angle
covered by the analysers is 2=0.000461 sr. The resulting ratio of the BIFROST and
FLEXX analyser system solid angle coverage is Rsoidangle=1-8.

From simulations with 5 MW source power, the neutron intensity at BIFROST on a
vanadium sample with 1 cm diameter and 1.5 cm height in the relevant energy range of
4.9-5.1 meV is Sgprrrosr=6.5-108 Hz. Inserting these values into Equation gives an
estimate of Dy prrrosT=11 kHz, that is 39% lower than the simulated 18+2 kHz for
the 5 meV detector triplet. Given that it is a rough estimation, the result is acceptable

and supports the validity of the simulation model.
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In chapter [5| qualitative and quantitative analysis of the scattering effects inside a
Boron-Coated Straws detector system is presented, investigating the effects of scatter-
ing on quantities relevant for different neutron scattering techniques. The quantifica-
tion of scattering is performed by separating detection events into signal and back-
ground based on defining signal limits for each quantity of interest. Figures demon-
strating visually the defined signal limits for some of these quantities are presented in
section [5.1} In this appendix figures similar to those are presented for the remaining
quantities.

Figures demonstrate the signal limits defined for 60 and J® (similarly as
Figures demonstrated the limits for X and dY). In addition, as an example,
Figures depict the signal limits for 6TOF, 0\ and 0Q for one of the wavelengths

of interest.

106 = Fitted curve
= Signal limits

) 6
10° -+ 154 |10

10°

104

—4 -2 0 2 4 —0.2 0.0 0.2
90 [degree] 9O [degree]

Figure B.1: Finding the limits for signal and background separation for §© with a 1.8 A monoen-
ergetic beam. The figure on the right shows an enlarged view of the centre part of the figure on the

left. The lines are only joining the points.
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Figure B.2: Finding the limits for signal and background separation for §® with a 1.8 A monoen-
ergetic beam. The figure on the right shows an enlarged view of the centre part of the figure on the

left. The lines are only joining the points.
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Figure B.3: Finding the limits for signal and background separation for TOF with a 5 A monoen-
ergetic beam. The figure on the right shows an enlarged view of the centre part of the figure on the

left. The lines are only joining the points.
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H = Signal limits
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Figure B.4: Finding the limits for signal and background separation for 6\ with a 5 A monoenergetic
beam. The limits are derived from the straw inner radius, using Eq. The figure on the right shows

an enlarged view of the centre part of the figure on the left. The lines are only joining the points.
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Figure B.5: Finding the limits for signal and background separation for §Q with a 1.8 A monoen-
ergetic beam. The figure on the right shows an enlarged view of the centre part of the figure on the

left. The lines are only joining the points.
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