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S1. SADABS Diagnostic plots

The following plots are generated from SADABS and show the variation of the normalized scale factor and
smoothed Ry as a function of the frame number. It should be noted that the smoothing algorithm for the R(int)
plots was changed in SADABS 2014/4 to make these plots more informative.
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Data of sample 3:

Ag Mo

Overall scale and R(int) variations for 3-(Ag) Overall scale and R(inf) variations for 3—(Mo)
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Data of sample 5:

Ag
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The following Plots are presented as an overlay of the two data sets, one corrected with the numerical (red) and

the other with the empirical (blue) absorption correction.

Data of sample 2:
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Data of sample 3:

Ag

Mo
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The following plots are generated from SADABS and show the variation of R(int), R(sigma) (upper) and |E2-1|
(lower) as a function of resolution.
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Data of sample 3:

Ag Mo
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Data of sample 5:

Ag Mo
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The following plots are generated from SADABS and show the variation of XZ as a function of resolution and
intensities.
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Data of sample 3:
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Data of sample 5:

Ag Mo

Chi—squared distributions for 5-(Ag)

Chi—squared distributions for 5—(Mo)
Chi-squared = Mean of | N-Sum[I-<I>[2/ (N-1)-Sum[su*(1}] } (N equivalents)

Chi-squared = Mean of { N-Sum[I-<I>]2/ (N-1)-Sum[su(1)] ] (N equivalents)

54 5

Fe 4
2 E
3 39 3 39
3 z
i i
= =
C 24 [#] 1.\

1 1 \/\\,___________________

28 19 L5 13 1.1 1.0 0.9 0.8 28 19 1.5 13 11 Lo 0.9 0.8
Resolution d[A] Resolution d[A]

5 5

a4 4
E: B
ERY ERY
El £l
£ I
© 2 C 2

1 1

T T T T T T T T T T T T T T T T T T
0.1 0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 0.1 0.2 03 04 0.5 0.6 0.7 0.8 0.9

Intensity quantiles Intensity quantiles

Data of sample 6:

Ag Mo

Chi-squared distributions for 6—(Ag)

Chi-squared distributions for 6—(Mo)
Chi-squared = Mean of { N-Sum[I-<I>]? / (N=1)-Sum[su(1)] } (N equivalents)

Chi-squared = Mean of [ N-Sum[I-<I>]?/ (N=1)-Sum[su*(I)] } (N equivalents)

5 5

44 44

-3 =

g £

5 3 3 39

7 i

61- 51.

1 — ] I ——

| —
28 19 15 13 L1 10 0.9 038 28 19 15 13 Ll 10 0.9 08
Resolution d[A] Resolution d[A]

5 5

44 a
E Z

2 3 2 3

El El
z i
C 24 T 24

1 1

01 02 03 04 05 06 07 08 09 01 02 03 04 05 06 07 08 09

Intensity quantiles Intensity quantiles




J. Appl. Cryst. (2015). 48, doi:10.1107/S1600576714022985 Supporting information, sup-12

S2. Significance of the data

In 2010, Diederichs suggested an indicator which is calculated after the data reduction to be used to estimate the
systematic instrument error of the x-ray source. The value of this indicator is the highest [I/c(1)] value the given

experimental setup can produce.
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Data of sample 3:
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Mo

Data of sample 5:
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