Supplementary table S2B. Distance from SDPs of different comparisons to the substrate in all considered structures.
	cofactor-specific SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1p8f
	1pb1
	5icd
	1hqs
	1lwd
	1t0l (model 1)
	1t0l (model 2)
	1a05

	154Glu
	8.3427
	8.334
	10.034
	8.9293
	11.099
	8.2286
	8.2491
	8.128
	8.1331
	11.957
	8.3767
	8.4336
	7.7919

	158Asp
	10.242
	10.123
	12.124
	9.52
	11.729
	10.011
	9.8444
	10.208
	9.9477
	19.087
	9.9414
	10.417
	10.037

	208Arg
	15.304
	15.068
	16.092
	15.964
	17.05
	15.084
	15.104
	15.09
	13.137
	20.793
	13.953
	13.784
	13.053

	229His
	9.5555
	9.7264
	9.4824
	9.0267
	9.436
	9.343
	9.3291
	9.2881
	9.591
	14.558
	8.4091
	8.7384
	9.0209

	231Gly
	8.6688
	8.8618
	9.0092
	7.952
	9.203
	8.8466
	8.8234
	8.658
	7.4166
	13.779
	7.2492
	7.3231
	8.5103

	233Ile
	3.6802
	3.7604
	4.7175
	3.1835
	4.3953
	3.7277
	3.8874
	3.7646
	3.6531
	15.169
	4.1982
	3.6989
	3.6209

	287Gln
	6.2748
	6.3542
	7.582
	7.1728
	5.0687
	7.494
	8.2065
	8.0753
	10.041
	20.933
	8.9241
	8.7862
	7.4448

	300Ala
	15.068
	14.933
	14.873
	14.919
	14.834
	14.794
	14.886
	14.694
	14.774
	5.531
	14.142
	13.922
	14.444

	305Asn
	8.9931
	8.4944
	8.8081
	8.4074
	8.6449
	8.6794
	9.0027
	8.5964
	8.9258
	10.423
	7.8117
	7.5406
	8.8523

	308Tyr
	6.312
	5.7902
	6.0002
	6.6921
	6.0968
	5.7686
	6.9833
	5.7962
	7.0799
	13.285
	5.0023
	4.7403
	5.9029

	327Asn
	6.7032
	6.4025
	6.2633
	6.2942
	7.834
	6.72
	6.4404
	6.7829
	7.1257
	13.762
	10.032
	9.826
	7.7351

	344Lys
	15.612
	15.71
	15.166
	16.931
	14.902
	15.485
	15.537
	15.409
	15.497
	27.42
	12.96
	13.079
	15.328

	345Tyr
	17.139
	17.381
	15.949
	16.502
	16.14
	16.566
	16.689
	16.234
	16.926
	25.399
	15.544
	16.094
	16.881

	351Val
	15.323
	15.422
	15.747
	16.134
	14.109
	16.21
	16.417
	16.104
	14.928
	11.847
	15.354
	15.609
	17.039

	38Gly
	13.42
	13.556
	12.959
	14.248
	12.747
	13.639
	13.765
	13.375
	11.874
	20.461
	11.52
	11.468
	13.544

	40Asp
	17.512
	17.634
	17.139
	18.34
	16.724
	17.673
	17.842
	17.559
	16.267
	25.092
	17.289
	17.231
	18.089

	substrate-specific SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1p8f
	1pb1
	5icd
	1hqs
	1lwd
	1t0l (model 1)
	1t0l (model 2)
	1a05

	100Lys
	6.8033
	6.5692
	7.1849
	7.216
	7.5114
	6.7966
	6.446
	6.9068
	6.0083
	12.088
	6.8318
	6.9546
	8.8314

	103Leu
	4.2665
	4.3726
	5.2981
	5.3892
	6.4363
	5.1517
	4.7955
	5.4744
	4.2581
	13.466
	5.3509
	5.2403
	9.1615

	105Thr
	5.1096
	4.7637
	5.3204
	5.4184
	6.3642
	4.9347
	4.471
	5.486
	2.5292
	14.934
	2.8834
	2.9777
	14.079

	115Asn
	2.5053
	3.5504
	2.6249
	2.8764
	3.1678
	3.1587
	2.8688
	3.411
	2.7203
	4.4701
	17.403
	17.307
	6.0798

	155Asn
	6.6793
	5.9326
	6.8046
	6.3818
	8.2325
	6.0801
	6.0883
	6.283
	5.9194
	14.886
	7.8939
	8.1064
	7.7919

	164Glu
	11.537
	11.758
	12.895
	11.296
	12.125
	12.014
	12.143
	11.939
	11.044
	25.718
	13.02
	12.982
	15.432

	229His
	9.5555
	9.7264
	9.4824
	9.0267
	9.436
	9.343
	9.3291
	9.2881
	9.591
	14.558
	8.4091
	8.7384
	24.414

	233Ile
	3.6802
	3.7604
	4.7175
	3.1835
	4.3953
	3.7277
	3.8874
	3.7646
	3.6531
	15.169
	4.1982
	3.6989
	20.516

	241Phe
	15.399
	15.547
	16.693
	15.454
	16.469
	15.287
	15.321
	15.609
	15.354
	24.925
	15.151
	15.393
	6.1072

	305Asn
	8.9931
	8.4944
	8.8081
	8.4074
	8.6449
	8.6794
	9.0027
	8.5964
	8.9258
	10.423
	7.8117
	7.5406
	8.6204

	327Asn
	6.7032
	6.4025
	6.2633
	6.2942
	7.834
	6.72
	6.4404
	6.7829
	7.1257
	13.762
	10.032
	9.826
	13.066

	337Ala
	6.0425
	6.0724
	6.8521
	7.3335
	6.8482
	6.536
	6.9902
	6.3218
	5.2219
	18.039
	5.7519
	5.3474
	21.594

	341Thr
	8.4508
	8.6869
	7.5963
	9.0164
	7.3128
	8.1414
	8.1795
	7.8945
	8.2315
	22.051
	8.3851
	8.6527
	27.09

	97Val
	17.375
	17.065
	17.356
	17.685
	19.205
	17.622
	17.655
	17.611
	17.1
	2.6759
	16.783
	16.629
	12.881

	98Ala
	13.797
	13.493
	14.066
	14.121
	15.817
	14.074
	14.193
	14.018
	13.88
	6.9546
	13.47
	13.263
	8.395

	four group SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1p8f
	1pb1
	5icd
	1hqs
	1lwd
	1t0l (model 1)
	1t0l (model 2)
	1a05

	103Leu
	4.2665
	4.3726
	5.2981
	5.3892
	6.4363
	5.1517
	4.7955
	5.4744
	4.2581
	13.466
	5.3509
	5.2403
	5.7287

	104Thr
	5.7421
	5.9936
	7.4662
	6.4528
	8.6788
	6.5103
	5.7944
	7.6948
	5.4832
	16.376
	6.0294
	6.041
	7.4397

	107Val
	10.434
	10.159
	11.817
	10.016
	12.097
	10.669
	10.354
	11.271
	7.6475
	17.877
	8.8281
	8.7678
	14.079

	115Asn
	2.5053
	3.5504
	2.6249
	2.8764
	3.1678
	3.1587
	2.8688
	3.411
	2.7203
	4.4701
	17.403
	17.307
	4.428

	152Phe
	11.966
	11.507
	11.779
	11.375
	11.874
	11.775
	11.454
	11.525
	11.775
	2.7883
	11.106
	10.889
	11.459

	154Glu
	8.3427
	8.334
	10.034
	8.9293
	11.099
	8.2286
	8.2491
	8.128
	8.1331
	11.957
	8.3767
	8.4336
	7.7919

	155Asn
	6.6793
	5.9326
	6.8046
	6.3818
	8.2325
	6.0801
	6.0883
	6.283
	5.9194
	14.886
	7.8939
	8.1064
	5.2662

	158Asp
	10.242
	10.123
	12.124
	9.52
	11.729
	10.011
	9.8444
	10.208
	9.9477
	19.087
	9.9414
	10.417
	10.037

	161Ala
	9.0428
	9.1078
	12.15
	9.677
	11.237
	10.118
	10.111
	10.157
	10.134
	28.477
	9.2738
	9.3326
	7.7485

	162Gly
	9.8225
	9.9068
	12.559
	10.212
	11.988
	10.925
	10.834
	11.158
	11.032
	31.312
	11.247
	11.231
	12.618

	164Glu
	11.537
	11.758
	12.895
	11.296
	12.125
	12.014
	12.143
	11.939
	11.044
	28.954
	13.02
	12.982
	16.969

	229His
	9.5555
	9.7264
	9.4824
	9.0267
	9.436
	9.343
	9.3291
	9.2881
	9.591
	14.558
	8.4091
	8.7384
	9.0209

	231Gly
	8.6688
	8.8618
	9.0092
	7.952
	9.203
	8.8466
	8.8234
	8.658
	7.4166
	13.779
	7.2492
	7.3231
	8.5103

	232Asn
	6.5245
	4.2906
	4.1441
	2.8765
	4.087
	3.802
	4.0345
	4.1394
	3.3457
	16.444
	3.1509
	3.2967
	4.0175

	233Ile
	3.6802
	3.7604
	4.7175
	3.1835
	4.3953
	3.7277
	3.8874
	3.7646
	3.6531
	15.169
	4.1982
	3.6989
	3.6209

	241Phe
	15.399
	15.547
	16.693
	15.454
	16.469
	15.287
	15.321
	15.609
	15.354
	24.925
	15.151
	15.393
	13.827

	245Gly
	20.847
	20.973
	21.168
	21.968
	20.243
	20.796
	20.771
	20.902
	19.956
	24.828
	18.262
	18.07
	19.651

	287Gln
	6.2748
	6.3542
	7.582
	7.1728
	5.0687
	7.494
	8.2065
	8.0753
	10.041
	20.933
	8.9241
	8.7862
	7.4448

	305Asn
	8.9931
	8.4944
	8.8081
	8.4074
	8.6449
	8.6794
	9.0027
	8.5964
	8.9258
	10.423
	7.8117
	7.5406
	8.8523

	308Tyr
	6.312
	5.7902
	6.0002
	6.6921
	6.0968
	5.7686
	6.9833
	5.7962
	7.0799
	13.285
	5.0023
	4.7403
	5.9029

	31Tyr
	16.309
	16.071
	16.534
	16.526
	17.265
	16.706
	16.359
	16.61
	15.022
	15.015
	15.778
	15.727
	16.485

	323Ala
	8.9175
	9.0677
	9.3626
	9.5089
	8.8371
	9.4362
	9.3288
	9.2587
	9.7426
	19.284
	7.5943
	7.5433
	10.311

	327Asn
	6.7032
	6.4025
	6.2633
	6.2942
	7.834
	6.72
	6.4404
	6.7829
	7.1257
	13.762
	10.032
	9.826
	7.7351

	344Lys
	15.612
	15.71
	15.166
	16.931
	14.902
	15.485
	15.537
	15.409
	15.497
	27.42
	12.96
	13.079
	15.328

	345Tyr
	17.139
	17.381
	15.949
	16.502
	16.14
	16.566
	16.689
	16.234
	16.926
	25.399
	15.544
	16.094
	16.881

	351Val
	15.323
	15.422
	15.747
	16.134
	14.109
	16.21
	16.417
	16.104
	14.928
	11.847
	15.354
	15.609
	17.039

	36Gly
	12.393
	12.417
	12.347
	13.187
	13.351
	12.782
	12.802
	12.731
	11.945
	21.21
	10.562
	10.854
	13.177

	38Gly
	13.42
	13.556
	12.959
	14.248
	12.747
	13.639
	13.765
	13.375
	11.874
	20.461
	11.52
	11.468
	13.544

	40Asp
	17.512
	17.634
	17.139
	18.34
	16.724
	17.673
	17.842
	17.559
	16.267
	25.092
	17.289
	17.231
	18.089

	45Met
	16.664
	16.497
	17.157
	17.487
	18.066
	16.968
	17.304
	16.529
	16.443
	28.087
	16.88
	16.607
	17.631

	143(E)
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	20.003
	19.778
	19.751
	22.946


