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1. Frequency distributions of |, o(l) and |/o (1) for raw
and processed data of data sets 2-9

The frequency distributions for intensities (left columsjan-
dard uncertainties (middle column) and significances {iigh

umn) for raw data (first line), data processed with SORTAV
(middle line) and data processed with SADABS (third ling) fo
the in-house data sets 2-10.
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Figure 1

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3td<6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsiith SADABS (3rd line) for data set 2. The distributions werormalized to their maximum value.
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Figure 2

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 3. The distributions weormalized to their maximum value.
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Figure 3

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 4. The distributions weormalized to their maximum value.
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Figure 4

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 5. The distributions weormalized to their maximum value.
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Figure 5

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 6. The distributions weormalized to their maximum value.
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Figure 6

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 7. The distributions weormalized to their maximum value.
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Figure 7

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 8. The distributions weormalized to their maximum value.
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Figure 8

Frequency distributions of the intensities (1st columrg,standard uncertainties (2nd column) and the significa3tds6lumn) for raw data (1st line), Bragg data
after processing with SORTAV (2nd line) and after procegsuith SADABS (3rd line) for data set 9. The distributions weormalized to their maximum value.

2. Poisson statistics 3. Scaled variance
If a set of discrete random numbes} is distributed according  Let {X} be a set of numbers with mean val{}¢) = Xean and
to the probability distribution variancevar (X) = Xvar. Let{Y} be a scaled setY} = {k X}.
1
k ar(Y) = ——S (Y — 2
P(X _ k) _ %e—k (1) Vi ( ) N_1 Z|( i Ymean)

' _ 1 200y 2
with X\ > O itis called a Poisson distribution with the parameter T O N-1 21 KK = Xnean)%) “)
A. The mean value is given by = Kvar(X)

(X) =\ (2)  From this followso (Y) = ko(X), i.e. the standard uncertainty
_ scales like the intensity itself and therefore re-scaliogserves
and the variance by the significance of an observation.
var(X) = \. 3)
The sum of two sets of Poisson distributed numiets$, {Y} 4. Deviation of equation 20 from equation 18
with parameters\;, ), is again a Poisson distributed number R — > ol — (Rl 5)
with parameteis = \; + A, and variance\s. The mean value > Rl
of the difference of two Poisson distributed numbers isigive S o(R)
A1 — A2 and their variance by + Ao. = SR (6)
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) ‘Z’I(;Zf The first line is just a definition. In the second equal signeequ
= S IRl () tion (17) is used. In_ the_ n_ext equal sign equation (19) is used
N1/2 In the next equal sign it is used thatl,) = +/1o (from the

= (8)  Poisson statistics) and thafl, = F,. Finally each summation

N(Fo) is replaced by N times the mean value and aggip = F, is
_ 11 (9) Uused.
2 (Vo)
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