Supplementary table S2C. Distance from SDPs of different comparisons to the other subunit in all considered structures.

	cofactor-specific SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1iso
	1p8f
	1pb1
	5icd
	9icd
	1hqs
	1lwd
	1t09
	1t0l
	1a05
	1hex

	154Glu
	6.5486
	6.6564
	6.2994
	5.9794
	7.9291
	6.4418
	6.1017
	6.0753
	6.0927
	6.1746
	5.8205
	4.0084
	8.0015
	8.5238
	10.596
	10.799

	158Asp
	6.9206
	6.6807
	7.0834
	6.6025
	6.6106
	6.6255
	6.8087
	6.7195
	6.904
	6.916
	6.7649
	3.7904
	8.7168
	5.9159
	6.6728
	7.0537

	208Arg
	3.6189
	3.6129
	3.5578
	3.4718
	3.0555
	3.5643
	3.5834
	3.6144
	3.0599
	3.2548
	7.9357
	20.66
	10.448
	10.957
	12.371
	12.713

	229His
	5.51
	5.5029
	5.4283
	5.4492
	5.5756
	5.4468
	5.4322
	5.438
	5.3223
	5.5759
	3.7163
	2.8563
	8.1507
	5.8877
	7.0092
	7.3824

	231Gly
	5.9365
	6.1404
	6.7303
	5.9984
	6.478
	6.2851
	6.2744
	6.3251
	6.2399
	6.3909
	2.9564
	6.091
	7.0587
	3.2698
	6.2207
	7.8808

	233Ile
	3.313
	3.463
	3.236
	3.36
	1.871
	3.327
	3.19
	3.331
	3.272
	3.318
	3.526
	4.693
	3.859
	3.192
	2.901
	3.176

	287Gln
	2.9475
	2.0151
	3.1085
	2.8076
	2.7979
	2.9456
	2.9497
	2.9747
	2.819
	2.9213
	2.9669
	14.096
	5.7281
	3.336
	3.132
	3.2647

	300Ala
	11.08
	11.08
	10.662
	10.973
	11.28
	10.993
	11.056
	10.994
	11.013
	10.943
	11.071
	3.4199
	9.9785
	9.8735
	12.146
	12.915

	305Asn
	2.8482
	2.8668
	2.4212
	2.793
	3.0084
	2.6141
	2.7142
	2.6557
	2.7654
	2.6676
	2.7656
	5.4777
	2.9075
	2.6558
	3.8205
	4.0865

	308Tyr
	2.8482
	2.2843
	2.4212
	2.793
	2.7141
	2.6141
	2.7142
	2.6557
	2.7654
	2.6676
	2.7656
	3.4211
	3.4629
	3.6572
	3.6325
	3.7021

	327Asn
	11.82
	11.79
	11.5
	11.75
	11.13
	11.58
	11.79
	11.69
	11.7
	11.91
	11.42
	19.58
	15.61
	14.75
	13.51
	15.38

	344Lys
	7.653
	7.477
	10.7
	11.58
	8.234
	8.623
	8.001
	7.391
	11.3
	10.82
	4.981
	24.37
	7.405
	2.781
	11.21
	14.45

	345Tyr
	7.652
	10.61
	8.505
	11.01
	4.166
	11.53
	7.484
	7.129
	7.619
	7.267
	9.818
	20.86
	9.332
	7.015
	13.61
	15.66

	351Val
	13.61
	13.35
	13.2
	14.23
	11.75
	14.15
	11.79
	11.71
	12.3
	11.68
	13.42
	16.79
	13.25
	10.95
	15.41
	17.72

	38Gly
	16.7
	16.77
	16.157
	16.738
	15.485
	16.648
	16.716
	16.665
	16.602
	16.677
	15.172
	24.33
	15.324
	12.887
	16.105
	19.878

	40Asp
	17.544
	18.147
	18.055
	18.576
	17.615
	17.373
	17.06
	16.82
	17.581
	17.318
	17.306
	25.462
	20.147
	18.426
	18.683
	21.627

	substrate-specific SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1iso
	1p8f
	1pb1
	5icd
	9icd
	1hqs
	1lwd
	1t09
	1t0l
	1a05
	1hex

	100Lys
	12.1
	11.79
	12.21
	11.87
	10.28
	12.07
	12.08
	12.03
	12.23
	11.88
	11.71
	4.348
	17.4
	10.99
	12.67
	18.55

	103Leu
	8.9408
	8.6594
	8.4378
	8.8019
	8.9042
	8.2118
	8.7626
	8.1662
	9.0147
	8.8968
	8.0592
	7.9389
	14.856
	8.3114
	7.7296
	15.171

	105Thr
	5.418
	5.858
	6.179
	5.904
	6.277
	6.042
	6.356
	6.399
	6.681
	6.353
	3.663
	12.61
	11.09
	3.25
	8.655
	16.37

	115Asn
	7.296
	7.383
	7.307
	7.287
	6.294
	7.13
	7.592
	7.476
	7.351
	6.979
	7.226
	6.436
	19.22
	10.48
	8.04
	13.47

	155Asn
	7.848
	7.816
	7.52
	7.187
	7.324
	7.778
	7.566
	7.56
	7.334
	7.464
	7.798
	3.667
	9.478
	10.72
	8.873
	9.311

	164Glu
	2.6929
	2.9038
	2.993
	2.8644
	2.1427
	2.8787
	2.6862
	2.7264
	2.9607
	2.9613
	2.7455
	2.9581
	2.7037
	2.8319
	6.2018
	5.4714

	229His
	5.51
	5.5029
	5.4283
	5.4492
	5.5756
	5.4468
	5.4322
	5.438
	5.3223
	5.5759
	3.7163
	2.8563
	8.1507
	5.8877
	22
	7.3824

	233Ile
	3.313
	3.463
	3.236
	3.36
	1.871
	3.327
	3.19
	3.331
	3.272
	3.318
	3.526
	4.693
	3.859
	3.192
	2.901
	3.176

	241Phe
	8.0919
	8.1272
	8.6494
	8.4593
	5.1596
	8.1078
	8.3493
	8.328
	8.3108
	8.1841
	7.7937
	14.998
	5.123
	4.6534
	6.8884
	6.3128

	305Asn
	2.8482
	2.8668
	2.4212
	2.793
	3.0084
	2.6141
	2.7142
	2.6557
	2.7654
	2.6676
	2.7656
	5.4777
	2.9075
	2.6558
	3.8205
	4.0865

	327Asn
	11.82
	11.79
	11.5
	11.75
	11.13
	11.58
	11.79
	11.69
	11.7
	11.91
	11.42
	19.58
	15.61
	14.75
	13.51
	15.38

	337Ala
	10.718
	10.897
	10.597
	11.153
	9.7824
	10.983
	10.961
	11.01
	10.985
	11.046
	10.21
	11.007
	13.943
	9.5539
	10.573
	12.969

	341Thr
	10.67
	10.82
	10.35
	11.17
	9.494
	10.68
	11.18
	10.57
	10.96
	10.52
	8.035
	19.69
	12.77
	8.778
	10.4
	15.13

	97Val
	18.059
	18.083
	17.753
	17.873
	18.363
	17.929
	18.118
	18.195
	18.055
	17.963
	17.606
	4.0143
	24.615
	21.829
	21.834
	26.251

	98Ala
	18.947
	18.998
	18.758
	18.738
	17.755
	19.014
	19.158
	19.158
	18.906
	18.699
	18.834
	3.6205
	21.903
	19.183
	18.315
	22.878

	four group SDPs
	1ai2
	1ai3
	1bl5
	1cw7
	1ika
	1iso
	1p8f
	1pb1
	5icd
	9icd
	1hqs
	1lwd
	1t09
	1t0l
	1a05
	1hex

	103Leu
	8.9408
	8.6594
	8.4378
	8.8019
	8.9042
	8.2118
	8.2118
	8.1662
	9.0147
	8.8968
	8.0592
	7.9389
	14.856
	8.3322
	7.6637
	15.171

	104Thr
	7.0874
	9.094
	9.3623
	8.8248
	10.343
	7.9065
	7.9065
	7.3091
	10.236
	10.021
	7.5384
	10.535
	14.812
	7.0383
	7.8003
	15.739

	107Val
	4.7004
	6.6244
	5.8067
	6.5529
	6.4284
	6.6595
	6.6595
	6.7884
	6.6245
	6.8476
	3.5468
	14.131
	10.454
	3.1775
	11.131
	20.016

	115Asn
	7.296
	7.383
	7.307
	7.287
	6.294
	7.13
	7.13
	7.476
	7.351
	6.979
	7.226
	6.436
	19.22
	10.55
	8.058
	13.47

	152Phe
	13.384
	13.376
	12.907
	13.169
	13.621
	13.113
	13.113
	13.215
	13.078
	13.135
	13.164
	3.371
	10.158
	12.444
	14.012
	13.679

	154Glu
	6.5486
	6.6564
	6.2994
	5.9794
	7.9291
	6.4418
	6.4418
	6.0753
	6.0927
	6.1746
	5.8205
	4.0084
	8.0015
	8.4271
	10.644
	10.799

	155Asn
	7.848
	7.816
	7.52
	7.187
	7.324
	7.778
	7.778
	7.56
	7.334
	7.464
	7.798
	3.667
	9.478
	10.7
	8.852
	9.311

	158Asp
	6.9206
	6.6807
	7.0834
	6.6025
	6.6106
	6.6255
	6.6255
	6.7195
	6.904
	6.916
	6.7649
	3.7904
	8.7168
	5.9241
	6.6107
	7.0537

	161Ala
	3.279
	2.824
	3.558
	2.837
	4.478
	3.106
	3.106
	3.427
	3.144
	3.541
	3.273
	3.009
	4.221
	4.617
	6.206
	5.866

	162Gly
	3.782
	3.7539
	5.1398
	4.185
	3.4947
	3.9329
	3.9329
	2.6649
	2.8124
	4.9278
	4.2688
	2.8789
	3.6001
	4.3038
	6.7
	6.6163

	164Glu
	2.6929
	2.9038
	2.993
	2.8644
	2.1427
	2.8787
	2.8787
	2.7264
	2.9607
	2.9613
	2.7455
	2.9581
	2.7037
	2.9057
	6.32
	5.4714

	229His
	5.51
	5.5029
	5.4283
	5.4492
	5.5756
	5.4468
	5.4468
	5.438
	5.3223
	5.5759
	3.7163
	2.8563
	8.1507
	5.8832
	7.1759
	7.3824

	231Gly
	5.9365
	6.1404
	6.7303
	5.9984
	6.478
	6.2851
	6.2851
	6.3251
	6.2399
	6.3909
	2.9564
	6.091
	7.0587
	3.2099
	6.1148
	7.8808

	232Asn
	4.7
	4.943
	4.303
	4.896
	3.894
	5.089
	5.089
	4.884
	5.058
	5.017
	3.54
	3.326
	7.307
	3.237
	3.405
	6.519

	233Ile
	3.313
	3.463
	3.236
	3.36
	1.871
	3.327
	3.327
	3.331
	3.272
	3.318
	3.526
	4.693
	3.859
	3.188
	2.932
	3.176

	241Phe
	8.0919
	8.1272
	8.6494
	8.4593
	5.1596
	8.1078
	8.1078
	8.328
	8.3108
	8.1841
	7.7937
	14.998
	5.123
	4.6273
	7.1502
	6.3128

	245Gly
	11.128
	11.152
	11.515
	11.431
	7.4541
	11.101
	11.101
	11.158
	11.302
	11.102
	11.009
	18.347
	11.781
	11.342
	7.3791
	14.457

	287Gln
	2.9475
	2.0151
	3.1085
	2.8076
	2.7979
	2.9456
	2.9456
	2.9747
	2.819
	2.9213
	2.9669
	14.096
	5.7281
	3.3541
	3.1861
	3.2647

	305Asn
	2.8482
	2.8668
	2.4212
	2.793
	3.0084
	2.6141
	2.6141
	2.6557
	2.7654
	2.6676
	2.7656
	5.4777
	2.9075
	2.6438
	3.7584
	4.0865

	308Tyr
	2.8482
	2.2843
	2.4212
	2.793
	2.7141
	2.6141
	2.6141
	2.6557
	2.7654
	2.6676
	2.7656
	3.4211
	3.4629
	3.6756
	3.6362
	3.7021

	31Tyr
	21.18
	21.141
	21.262
	21.154
	21.326
	21.013
	21.013
	21.353
	21.217
	20.933
	20.435
	16.331
	26.249
	19.876
	20.489
	26.408

	323Ala
	7.0922
	7.6536
	6.5122
	6.8051
	8.2163
	7.105
	7.105
	6.9384
	6.9284
	6.9553
	6.6309
	15.779
	7.9063
	10.069
	6.2488
	7.8603

	327Asn
	11.82
	11.79
	11.5
	11.75
	11.13
	11.58
	11.58
	11.69
	11.7
	11.91
	11.42
	19.58
	15.61
	14.75
	13.45
	15.38

	344Lys
	7.653
	7.477
	10.7
	11.58
	8.234
	8.623
	8.623
	7.391
	11.3
	10.82
	4.981
	24.37
	7.405
	2.857
	10.85
	14.45

	345Tyr
	7.652
	10.61
	8.505
	11.01
	4.166
	11.53
	11.53
	7.129
	7.619
	7.267
	9.818
	20.86
	9.332
	6.984
	13.59
	15.66

	351Val
	13.61
	13.35
	13.2
	14.23
	11.75
	14.15
	14.15
	11.71
	12.3
	11.68
	13.42
	16.79
	13.25
	10.93
	15.48
	17.72

	36Gly
	14.825
	15.731
	15.358
	15.862
	15.763
	15.581
	15.581
	15.218
	15.93
	15.605
	14.463
	21.826
	14.965
	10.035
	14.499
	20.31

	38Gly
	16.7
	16.77
	16.157
	16.738
	15.485
	16.648
	16.648
	16.665
	16.602
	16.677
	15.172
	24.33
	15.324
	12.874
	16.153
	19.878

	40Asp
	17.544
	18.147
	18.055
	18.576
	17.615
	17.373
	17.373
	16.82
	17.581
	17.318
	17.306
	25.462
	20.147
	18.42
	18.807
	21.627

	45Met
	19.719
	20.177
	19.176
	19.544
	19.482
	19.688
	19.688
	19.657
	19.811
	19.568
	19.146
	31.672
	21.303
	19.96
	20.069
	23.367

	143(E)
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	Gap
	12.665
	7.6096
	7.51
	2.7237
	2.7554


