
Suplementary material: The Cremer-Pople parameters for all crystal structures
retrieved from the CSD.

COMM +----------------------------------------------------------------------+
COMM | These are comments in the QUEST initialisation file. This file can |
COMM | contain QUEST commands, such as terminal type, that are always read. |
COMM | For more information enter "HELP INITIALISATION FILES" within QUEST. |
COMM +----------------------------------------------------------------------+
COMM | For more information on... |
COMM | the database of CSDS citations, type "HELP DBUSE" |
COMM | starting the graphical interface, type "HELP GRAPHICS" |
COMM | the distributed release notes, type "HELP RELEASE NOTES" |
COMM | the PreQuest data input program, type "HELP PREQUEST" |
COMM | the CIF/MIF output file, type "HELP SAVE" |
COMM +----------------------------------------------------------------------+
COMM | Visit the CCDC web site at: http://www.ccdc.cam.ac.uk/ |
COMM +----------------------------------------------------------------------+
COMM Set better PRINT style:

PRINT 10
COMM +----------------------------------------------------------------------+
T1 *CONN
NFRAG 1
AT1 C 2 :XY 274 473
AT2 C 2 :XY 187 401
AT3 C 3 :XY 196 283
AT4 C 2 :XY 320 263
AT5 C 3 :XY 391 333
AT6 C 3 :XY 382 422
AT7 C 4 :XY 464 517
AT8 C 4 :XY 542 445
AT9 C 2 :XY 535 326
AT10 C 2 :XY 478 278
AT11 C 4 :XY 459 629
AT12 C 4 :XY 542 676
AT13 C 4 :XY 606 612
AT14 C 4 :XY 609 517
AT15 C 4 :XY 719 658
AT16 C 4 :XY 786 573
AT17 C 4 :XY 729 484
AT18 C 1 :XY 728 736
AT19 C 4 :XY 617 720
AT20 O 1 :XY 145 218
AT21 H 1 :XY 587 768
AT22 H 1 :XY 628 782
AT23 H 1 :XY 674 758
AT24 H 1 :XY 822 624
AT25 H 1 :XY 855 575
AT26 H 1 :XY 753 406
AT27 H 1 :XY 823 470
AT28 H 1 :XY 634 431
AT29 H 1 :XY 777 684
AT30 H 1 :XY 519 727
AT31 H 1 :XY 572 722
AT32 H 1 :XY 399 634
AT33 H 1 :XY 440 684
AT34 H 1 :XY 396 538
AT35 H 1 :XY 599 404
BO 1 2 1
BO 2 3 1
BO 3 4 1
BO 4 5 1
BO 5 6 1
BO 1 6 1



BO 6 7 1
BO 7 8 1
BO 8 9 1
BO 9 10 1
BO 5 10 1
BO 7 11 1
BO 11 12 1
BO 12 13 1
BO 13 14 1
BO 8 14 1
BO 13 15 1
BO 15 16 1
BO 16 17 1
BO 14 17 1
BO 15 18 1
BO 13 19 1
BO 3 20 1
BO 19 21 1
BO 19 22 1
BO 19 23 1
BO 16 24 1
BO 16 25 1
BO 17 26 1
BO 17 27 1
BO 14 28 1
BO 15 29 1
BO 12 30 1
BO 12 31 1
BO 11 32 1
BO 11 33 1
BO 7 34 1
BO 8 35 1
GEOM
DEFINE *CREME Q2 J2 14 13 17 16 15
C Search for ALL unique crystal fragments
NFRAG -99
C Overlap of crystal fragments permitted
C Rejection of symmetry-equivalent crystal fragments is ON
SYMCHK ON
ENANT NOIN
END
COMMENT Turning ON "INSIST-ON-COORDS"
SCREEN 153
COMMENT Turning ON "INSIST-NO-DISORDER"
SCREEN 35
COMMENT Turning ON "INSIST-RFACTOR<=10%"
SCREEN 88
COMMENT Turning ON "INSIST-ERROR-FREE"
SCREEN 33
SCREEN 57
SAVE FDAT
QUEST T1

The 2 parameters from Test number 1 will now be tabulated

Nfrag Refcode Q2 J2



1 ACNCHL 0.456 204.731
2 BEFFIB 0.461 210.229
3 BEFHOJ 0.442 202.901
4 BEFJAX 0.446 206.851
5 BOPREO 0.476 207.164
6 BOPREO 0.455 208.461
7 CARHIM 0.420 200.103
8 CHLSOS 0.477 202.999
9 DAJZOD 0.439 201.250

10 DENDST10 0.476 204.357
11 DIFTAN 0.456 199.884*
12 DIFTAN 0.484 202.391*
13 DIFTAN 0.473 206.906*
14 DIFTAN 0.489 204.653*
15 DINSTI 0.444 202.573
16 DIWQIJ 0.450 203.750
17 GAYFUH 0.463 201.582
18 GIFRIW 0.457 205.101
19 HIPGAO 0.445 207.732
20 HIPGAO 0.435 209.821
21 HIPGES 0.455 207.546
22 HIPGES 0.457 207.683
23 HXCHOC 0.438 205.954
24 JUDVEJ 0.476 205.131
25 JUPNUD 0.463 205.273*
26 KOHNAW 0.479 212.322
27 LCHOLA 0.491 210.578
28 LOBSTB 0.463 205.739
29 NECPUG 0.458 199.555
30 NUCJAW 0.483 210.501
31 NUCJEA 0.433 206.385
32 NUCJIE 0.451 207.023
33 NUCJIE 0.449 208.596
34 NUCJOK 0.465 208.536
35 NUCJUQ 0.448 206.851
36 NUCKAX 0.449 207.333
37 RIGSOP 0.453 207.046
38 RIGSOP 0.439 199.020
39 RIHTEH 0.435 200.224
40 RIHTEH 0.470 210.872
41 RIHTEH 0.435 200.224
42 RIHTEH 0.470 210.872
43 SEBXUS 0.457 197.482
44 SIFGOD 0.427 203.302
45 VUHBEF 0.474 205.973
46 YACMUK 0.477 205.262
47 ZEJRIP 0.464 209.604*
48 ZOXMUU 0.448 205.389

Nent 37
Nobs 48 48
Mean 0.457 205.494
SDSample 0.017 3.590
SDMean 0.002 0.518
Minimum 0.420 197.482
Maximum 0.491 212.322

Nota*: The chiralities of these molecular structures, such as they were included in the
CSD, were evaluated according to the corresponding article and were corrected to be
used for the purpose of this work.




