Supplementary table S2A. Distance from SDPs of different comparisons to the cofactor in all considered structures.

	cofactor-specific SDPs
	1ai2
	1ai3
	1bl5
	1iso
	9icd
	1t09
	1t0l 
(model 1)
	1t0l 
(model 2)
	1hex

	154Glu
	13.13911
	14.89695
	19.70308
	20.30084
	19.55366
	17.22194
	13.07087
	13.27746
	17.03692

	158Asp
	16.11378
	17.38781
	20.17629
	21.04906
	20.24699
	11.47508
	16.36079
	16.68163
	18.92239

	208Arg
	19.33007
	20.47619
	26.13459
	27.21505
	26.08408
	19.29146
	17.83214
	18.05911
	22.35969

	229His
	10.41741
	10.65536
	11.63023
	11.98217
	11.80498
	16.40448
	8.449449
	8.54812
	13.34683

	231Gly
	10.64229
	11.15529
	12.4482
	13.8175
	12.53074
	17.53952
	8.120958
	7.805008
	11.7526

	233Ile
	8.600902
	9.275649
	12.21241
	13.40516
	11.81051
	14.71987
	7.286494
	7.517278
	9.757721

	287Gln
	6.752221
	6.495591
	5.764857
	7.167212
	6.496312
	9.262876
	5.934041
	5.912268
	10.44462

	300Ala
	16.37596
	16.69027
	18.13388
	18.42396
	18.17263
	20.75146
	14.86088
	14.72677
	20.74017

	305Asn
	13.27567
	14.83952
	16.45384
	16.97779
	16.35219
	20.80876
	12.74173
	12.95042
	17.05352

	308Tyr
	10.66864
	11.96185
	13.54768
	13.93732
	13.52901
	11.86113
	9.643434
	9.849155
	14.63644

	327Asn
	7.958418
	7.969227
	15.55631
	16.18702
	15.81457
	10.9057
	11.10005
	11.33395
	13.97854

	344Lys
	3.77517
	4.766875
	6.099099
	2.795449
	6.538522
	2.432991
	3.182778
	2.974074
	3.053568

	345Tyr
	2.600137
	6.124631
	3.210965
	3.887099
	2.95379
	3.09322
	2.880249
	2.854188
	3.485836

	351Val
	3.309224
	2.501952
	4.102143
	3.645985
	3.870822
	3.616288
	3.649013
	3.569804
	3.753994

	38Gly
	7.8294
	7.934257
	8.11764
	8.260021
	7.882032
	6.312571
	6.148467
	6.118815
	7.89334

	40Asp
	8.292855
	7.967482
	8.584269
	8.350705
	8.330943
	10.74745
	11.1575
	11.31563
	8.187995

	substrate-specific SDPs
	1ai2
	1ai3
	1bl5
	1iso
	9icd
	1t09
	1t0l 
(model 1)
	1t0l 
(model 2)
	1hex

	100Lys
	3.676679
	2.965491
	10.26325
	10.98238
	10.40612
	3.195506
	3.326055
	3.413967
	10.29344

	103Leu
	3.393966
	2.704398
	7.842326
	8.062629
	7.93374
	2.703059
	2.842885
	2.752348
	3.13507

	105Thr
	3.998972
	3.836901
	10.17619
	10.19252
	10.00131
	2.586988
	3.307004
	3.412683
	3.03099

	115Asn
	4.299273
	4.172751
	8.8018
	10.5155
	9.110382
	14.69542
	15.38438
	15.28381
	5.796381

	155Asn
	10.18819
	11.36536
	16.95132
	17.62205
	17.0751
	14.74965
	11.9345
	12.18554
	14.02326

	164Glu
	15.09396
	15.72612
	18.99463
	20.25731
	18.72927
	23.25057
	14.71161
	14.87477
	23.13783

	229His
	10.41741
	10.65536
	11.63023
	11.98217
	11.80498
	16.40448
	8.449449
	8.54812
	13.34683

	233Ile
	8.600902
	9.275649
	12.21241
	13.40516
	11.81051
	14.71987
	7.286494
	7.517278
	9.757721

	241Phe
	17.39957
	17.61835
	18.4595
	19.1906
	18.7528
	23.77313
	16.47645
	16.43994
	19.48264

	305Asn
	13.27567
	14.83952
	16.45384
	16.97779
	16.35219
	20.80876
	12.74173
	12.95042
	17.05352

	327Asn
	7.958418
	7.969227
	15.55631
	16.18702
	15.81457
	10.9057
	11.10005
	11.33395
	13.97854

	337Ala
	3.050925
	2.850703
	6.500354
	7.142077
	6.631512
	4.789894
	4.149634
	3.869911
	6.580719

	341Thr
	2.504103
	2.66123
	3.477591
	3.201259
	3.679954
	3.543273
	3.103791
	3.151387
	3.296328

	97Val
	16.30867
	15.73294
	20.40951
	21.311
	20.79229
	15.66741
	15.88921
	16.03523
	20.45178

	98Ala
	12.50256
	11.974
	16.75434
	17.49855
	17.06835
	11.89928
	12.3949
	12.53612
	16.10338

	four group SDPs
	1ai2
	1ai3
	1bl5
	1iso
	9icd
	1t09
	1t0l (model 1)
	1t0l (model 2)
	1hex

	103Leu
	3.393966
	2.704398
	7.842326
	8.062629
	7.93374
	2.703059
	2.842885
	2.752348
	3.13507

	104Thr
	3.136852
	2.862363
	8.66473
	7.036004
	8.443325
	3.063052
	3.694262
	3.590501
	3.502757

	107Val
	7.275998
	7.425641
	13.04878
	11.87952
	12.30362
	6.40765
	6.980253
	6.972331
	6.904162

	115Asn
	4.299273
	4.172751
	8.8018
	10.5155
	9.110382
	14.69542
	15.38438
	15.28381
	5.796381

	152Phe
	14.73991
	16.21523
	21.08916
	21.62559
	21.40465
	15.95265
	15.02023
	15.18056
	20.32037

	154Glu
	13.13911
	14.89695
	19.70308
	20.30084
	19.55366
	17.22194
	13.07087
	13.27746
	17.03692

	155Asn
	10.18819
	11.36536
	16.95132
	17.62205
	17.0751
	14.74965
	11.9345
	12.18554
	14.02326

	158Asp
	16.11378
	17.38781
	20.17629
	21.04906
	20.24699
	11.47508
	16.36079
	16.68163
	18.92239

	161Ala
	14.90453
	16.57027
	20.20254
	20.39881
	19.41007
	19.50086
	14.70795
	15.14154
	13.55993

	162Gly
	15.35065
	15.72629
	20.24072
	20.78425
	19.59998
	20.48766
	16.06878
	16.41051
	19.16946

	164Glu
	15.09396
	15.72612
	18.99463
	20.25731
	18.72927
	23.25057
	14.71161
	14.87477
	23.13783

	229His
	10.41741
	10.65536
	11.63023
	11.98217
	11.80498
	16.40448
	8.449449
	8.54812
	13.34683

	231Gly
	10.64229
	11.15529
	12.4482
	13.8175
	12.53074
	17.53952
	8.120958
	7.805008
	11.7526

	232Asn
	5.891401
	7.245958
	8.050586
	9.947763
	7.994507
	13.63048
	4.269898
	4.063525
	6.672257

	233Ile
	8.600902
	9.275649
	12.21241
	13.40516
	11.81051
	14.71987
	7.286494
	7.517278
	9.757721

	241Phe
	17.39957
	17.61835
	18.4595
	19.1906
	18.7528
	23.77313
	16.47645
	16.43994
	19.48264

	245Gly
	19.29541
	19.58324
	20.51085
	20.72094
	20.78576
	24.11443
	17.13044
	17.05742
	15.66687

	287Gln
	6.752221
	6.495591
	5.764857
	7.167212
	6.496312
	9.262876
	5.934041
	5.912268
	10.44462

	305Asn
	13.27567
	14.83952
	16.45384
	16.97779
	16.35219
	20.80876
	12.74173
	12.95042
	17.05352

	308Tyr
	10.66864
	11.96185
	13.54768
	13.93732
	13.52901
	11.86113
	9.643434
	9.849155
	14.63644

	31Tyr
	13.26075
	11.72277
	15.56475
	16.16581
	15.54383
	12.40865
	12.64246
	12.65835
	15.58985

	323Ala
	7.415921
	7.434066
	7.568545
	7.751631
	7.873439
	7.828322
	8.518058
	8.370646
	7.902634

	327Asn
	7.958418
	7.969227
	15.55631
	16.18702
	15.81457
	10.9057
	11.10005
	11.33395
	13.97854

	344Lys
	3.77517
	4.766875
	6.099099
	2.795449
	6.538522
	2.432991
	3.182778
	2.974074
	3.053568

	345Tyr
	2.600137
	6.124631
	3.210965
	3.887099
	2.95379
	3.09322
	2.880249
	2.854188
	3.485836

	351Val
	3.309224
	2.501952
	4.102143
	3.645985
	3.870822
	3.616288
	3.649013
	3.569804
	3.753994

	36Gly
	6.604228
	6.477782
	8.224717
	7.987974
	8.153991
	4.896644
	4.768838
	4.676082
	7.986459

	38Gly
	7.8294
	7.934257
	8.11764
	8.260021
	7.882032
	6.312571
	6.148467
	6.118815
	7.89334

	40Asp
	8.292855
	7.967482
	8.584269
	8.350705
	8.330943
	10.74745
	11.1575
	11.31563
	8.187995

	45Met
	10.64168
	11.33158
	10.96968
	11.46634
	10.93676
	9.619864
	10.09687
	10.00312
	11.25687

	143(E)
	Gap
	Gap
	Gap
	Gap
	Gap
	14.47216
	13.58488
	13.81069
	21.78224


