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maxrel. FOM rel. FOM rank obs/calc  s.g. imp. ITO TREOR DICVOL
beta-I-glutamic-acid 9.30 9.30 1 24/32 P212121 0 YES YES YES
fin31 29.68 29.68 1 25/29  P63/m 0 NO  YES NO
fluorescein 8.21 7.85 2 23/38  Pna21 0 YES NO YES
formylurea 18.92 18.92 1 26/31  Pna21 0 NO  YES YES
o-thymotic acid 3.38 3.38 1 21/39  P21/c 0 NO  YES YES
Sodium-chloro-acetate 8.32 8.32 1 20/32  P21/c 0 YES VYES YES
piv-pro-gly-NHMe 6.92 6.92 1 25/36 P1 0 YES YES YES
p-toluenesulphonhydrazide 4.85 4.85 1 26/33 P21/c 0 NO  YES YES
3-chloro-trans-cinnamic acid 5.51 5.51 1 26/38  P21/c 0 YES YES YES
1-methyifluorene 3.55 3.55 1 25/41 P21/c 0 NO NO NO
p-methoxybenzoic acid 2.98 2.98 1 23/37  P21/c 1 YES YES NO
tetrahexylsexithiophene 1.33 1.33 1 19/40 c2 1 NO  YES YES
alpha-1-glutamic-acid(*) 1.21 1.21 1 19/39 P212121 4 YES NO NO
ak100 5.81 5.81 1 28/30 P-421m 1 NO NO NO
Preferred orientation
NPHU 1.60 1.60 1 15/35 P21 0 NO NO NO
GSK form | 2.75 275 1 23/47  P21/c 2 NO NO NO
GSK form Il 2.19 1.09 3473 23/65 P-1 1 NO NO NO
GSK form Il 2.78 2.50 9 28/67  P21/c 0 NO NO NO
Broad peaks - strong overlap
aigh (alpha phase) (**) 1.10 0.36 519 18/41 P-1 3 NO NO NO
indigo (alpha phase) 0.88 0.60 4 21/71 P21 0 NO NO NO
octane 1.1 0.55 21 21/56 P-1 2 NO NO NO
pentadecane 0.73 0.73 2 25/139  Pbcm 0 NO NO NO
nonane 0.77 0.77 1 25/61 P-1 0 NO NO NO — (*) 3 days CPU time
erythromycin 1.34 1.34 1 23/52 P212121 0 YES NO YES (*) 2 days CPU time
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