Table 1S. MT scoring result against a test set with 795 protein-ligand complexes.

MT  Original Glide Glide
exp. KECSA KECSA SP XP
PDBID pKy/pKi pKipKi pKa/pKi Score Score

2aac 222 2.664 49983  -7.16  -9.79
lajp 223 25618 43331  -675 521
luto 227 20579 39891  -7.05  -5.92
1qi0 235 24075 3.6334  -5.39 12
6rnt 237 28461 38767 -497  -4.76
loba 244 1322 35455 628  -5.45
2i2b 244 38577 39796  -7.36  -8.09
1tok 247 1.8589 42685  -7.14  -839
lutl 247 23736 44362  -7.09  -6.49
1gyx 248 3.1484 43568  -5.57  -4.95
laid 2.5  3.098 44551 -631  -6.1
2r5a 2.6 19313 3.0037 -387 -4.64
lajn 2.63 33015 4.0577 -633  -4.47
3bra 27 1.1787 32605  -45  -3.84
2vyt 274 17871 3.0085  -3.75  -4.58
2bet 277 23554 42042  -821  -8.67
2bza 28 2631 5062 -729  -7.05
3c2u 29 40518 4214 63 -1134
2fw6 292 3.8584 4.6623 -781  -9.03
2fwp 292 3.8049 47006  -7.5  -9.42
ltng 293 26603 49782 68  -4.81
1f4e 296 2.6468 3.8846  -5.66 -39
1wsd 326475 39207 719 -6.57
2v3u 3 24526 5397  -6.66 -10.14
lutm 301 20138 381 -7.13 636
logd 3.03  2.1464 43336  -632 9.3
1ws5 3.03 2553 39343 667  -6.59
2ha3 3.03 192 45787 659  -5.85
1uj6 3.05 27876 45937 74 -89
lylz 3.08 28456 6.0871 -829 9.6
lugw 3.09 22677 40581  -641  -6.47
3buf 3.1 1327 33187 577  -3.69
3c2r 311 3.1391 45721  -5.68  -6.26
11bk 3.18 44072 4.6701  -647  -4.62
1br6 322 56011 44857  -736  -8.66
1e6s 322 34856 5.0717 -5.15  -7.89

ltog 322 29479  4.8069 -8.86 -10.16
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7.7681
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6.589
5.4246
6.4473
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5.5086
5.6646
6.8304
5.5263
5.7584

6.114
5.7184
6.6533
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5.9207
4.9946
5.2627
4.2191
5.4815
5.0342
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6.006
5.4674
5.3168
6.7139
5.7825
5.4098
4.3239
5.9662
4.1056

6.203
5.0361
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5.1206
6.0623
6.4886
6.0161
5.3935
7.4945
6.4011
4.5722
6.2148
5.3907
4.6817
5.2445
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-9.45
-9.43
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-6.84
10.64
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-12.91
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-12.99

-9.41
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-13.3
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-12.55
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-7.47
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-11.82
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-10.41
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-11.7
-11.69
-10.72
-6.97
-10.85
-13.05
-12.21
-7.62
-13.22
-13.38
-10.06
-5.8
-10.52
-9.59
-10.44
-9.28
-8.11
-12.98
-6.73
-11.44
-10.25
-13.13
-3.07
-14.02
-10.06
-6.25
-9.83
-12.51
-9.9
-11.52
-14.43
-10.87
-8.42
-13.82
-11.48
-6.79
-10.71
-12.93

-12.74
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8.4
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8.48
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8.49
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6.619
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4.7805
5.9139
10.202
4.8671
8.2904
7.6572
5.5722
8.3958
8.5015
7.2348
10.501
7.4873
8.0759
8.8074
9.0333
9.1312
6.2346
6.9052
8.2435
7.0418
8.1323
12.608
8.2214
6.5539
7.1537
10.981
7.9355
9.7456
10.049

11.87
7.5572

6.281

8.012
12.612
7.7881

5.827
5.5505
5.5811
6.7421
5.5207
6.2261
4.8246
5.4995
6.6111
5.3164
6.2824
6.0941
5.3826
6.2268
6.2125
5.1713
6.7429
5.8894

6.444
6.7158

6.693
6.7055
5.2216
5.2281
6.0347
5.5673
5.5062
7.9031

6.055
4.8207

6.335
7.7536
5.9407
6.5797
6.1645
7.3131
5.9707

5.965

6.001
7.1517

5.887

-11.62
-8.66
-8.22

-13.34

-11.75
10.15
-10.46
-12.01
-8.09
-7.69
-5.55
-8.49
-10.42
-9.84
-8.84
-14.68
-7.91
-7.37
-8.71
-8.66
-10.06
-9.6
-9.42
-14.41
-11.41
-11.76
-11.1
-10.85
-8.73
-8.63
-12.7
-5.86
-13.76
-12.42
-10.73
-9.41
-10.09
-14.51
-8.55
-10.12

-13.21
-7.9
-6.5

-13.17

-7.02

-13.47

-10.46

-10.56

-14.79

-10.17

-11.32

-12.39

-10.96

-12.22

-14.33

-9.75

-16.47

-11.95

-12.61

-11.2
-12.79
-10.5
-10.96
-8.51
-17.06
-11.5

-11.97

-17.31

-10.75
-9.4

-3.92
-17.31
-6.26
-10.48
-13.1
-17.5
-12.34
-8.61
-13.45
-15
-9.54
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2vw5
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8.55
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8.6
8.6
8.64
8.66
8.68
8.69
8.7
8.7
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8.7
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8.7
8.7
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8.7
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9.3159
8.4247
8.8101
8.3573
5.2363
8.1434
7.8562
8.0888
11.205
8.0442
4.3231
9.1823
7.9032
9.304
5.346
5.755
7.6183
6.8621
6.9904
6.8717
7.8891
4.041
6.5278
5.8406
6.3489
7.6464
3.4623
8.3973
8.7432
7.0674
9.5499
13.284
8.1856
8.9601
7.3911
11.863
7.7036
8.45
11.071
9.5101
7.6976

6.3512
6.7018

6.278
5.5446
4.7805
6.7648
5.7114
6.2352
8.1221
5.7904
5.1926
6.7626
6.1042
6.5215
5.7518
5.6509
6.4961
5.3835
5.3986
5.5526
6.1767
5.0332
6.1586
5.6648
6.1324
6.1971
44311
5.6078

5.816
5.1151
6.5036
7.1546
5.7948
6.3201
6.0245
7.7385

6.147
6.8287

6.509
6.4491
6.4748

-6.96
-8.7

-13.42
-7.41
-13.02

-8.99
-16.76
-11.5
-8.62
-13.02
-11.72
-7.8
-12.97
-9.38
-9.53
-9.54
-12.02
-12.92
-10.84
-6.54
-8.23
-11.7
-9.42
-8.37
-9.05
-9.3
-12.77
-8.76
-13.33
-9.55
-12.01
-7.59
-11.53
-12.38
-11.84
-11.87
-14.23
-11.61
-10.45

-9.4

-15.28
-7.64
-11.61
-4.23
-11.01
-17.84
-11.81
-9.27
-12.01
-10.44
-12.52
-11.83
-10.89
-11.03
9.2
-13.09
-14.21
-12.95
-6.74
-7.41
-12.53
-9.76
-7.37
-7.06
-11.61
-13.11
-10.37
-14.2
-4.7
-14.81
-6.07
-12.12
-17.24
-12.19
-11.11
-17.55
-10.65
-10.27
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8.89
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9.05
9.07
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9.1
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9.13
9.15
9.18
9.22
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9.22
9.22
9.26
9.26
9.27
9.27
9.28
9.29

9.3
9.32
9.36
9.36
9.37

9.4

9.4

7.0336

7.854
7.4357
10.638

6.719
7.6258
9.3752
7.3929
8.1125
8.4093
7.3566
8.8004
9.5807
10.172
4.3565
8.1525

8.703
9.8292
7.9734
8.1565
8.0567
10.868
9.5122
9.4814
7.8284
8.9336

7.033
8.8352
5.7885
9.5564

9.802
6.8101
5.0132
8.7488
11.842
9.6081
7.1487
5.1731
8.4914
10.105
9.5438

6.3846

5.537
5.8965
7.1112
5.7038
6.3678

6.685
5.4207
6.1471
5.8723

6.134
6.3437
6.1388
6.0691
5.6141
6.1046
6.2703
6.5964
6.0686
6.1727
5.6317
7.1221
6.8505
6.4076
6.0045
6.3573
5.5889
5.8725
5.9084
6.6065
6.5564
6.6773
5.9531
6.5818
8.2025
5.9078
6.3733
5.7771

6.213
6.2826
5.7968

-9.16
-11.51
-7.05
-7.44
-6.38
-8.86
-10.66
-9.54
-9.41
-7.29
-12.51
-9.86
-9.84
-8.44
-11.43
-11.91
-6.89
-10.56
-10.98
-10.42
-10.53
-13.65
-6.52
-8.97
-13.79
-9.37
-9.57
-12.7
-12.5
-11.03
-13.63
-10.88
-11.51
-12.79
-16.72
-7.21
-12.1
-10.45
-10.1
-10.31
-10.64

-7.48
-10.3
-9.21
-7.95
-6.43
-7.95
-12.73
-8.62
-13.38
-6.43
-11.74
-11.11
-7.73
-13.04
-10.87
-12.14
-6.58
-10.73
-15.52
-12.66
-10.27
-16.98
-6.15
-13.09
-12.73
-9.35
-9.99
-13.43
-14.45
-9.62
-11.31
-11.3
-10.14
-14.1
-19.84
-6.85
-10.65
-10.2
-8.39
-15.11
-12.14
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2181
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3djk

9.4
9.4
9.42
9.47
9.49
9.51
9.52
9.52
9.55
9.7
9.7
9.7
9.7
9.72
9.85
9.89
9.92
9.95
9.96
10

10
10.07
10.1
10.1
10.1
10.11
10.2
10.21
10.24
10.3
10.39
10.44
10.46
10.48
10.49
10.51
10.52
10.52
10.57
10.57
10.59

8.6806
5.874
8.7644
8.3623
6.9147
9.7345
8.4206
11.37
8.8469
4.7893
11.063
8.2186
9.0918
10.27
3.9904
5.8698
9.1019
9.7635
11.535
8.5768
10.674
9.5182
7.1199
6.2573
8.8746
6.3656
6.7077
7.4998
7.963
9.5074
9.2897
8.5335
10.287
9.9681
7.05
10.055
7.5437
8.0104
11.178
8.5358
7.6862

6.3808
6.0693
6.2738
6.2397
6.07
6.9885
6.0655
6.1675
6.4122
5.1913
6.8259
6.1821
7.014
6.4327
4.951
3.9303
6.8337
6.4784
8.2072
5.6179
6.5464
6.4795
6.6614
6.1138
5.781
5.7572
5.7047
5.7979
6.7479
6.355
6.7259
6.5665
6.2445
6.7223
5.4737
6.4943
5.7128
6.1374
8.179
6.5497
5.7928

-12.16
-12.38
-11.98
-13.18
-12.54
-13.45
-14.39
-6.54
-12.84
-9.73
-15.69
-12.11
-9.63
-11.04
-8.43
-8.17
-8.31
-6.09
-16.51
-9.4
-13.49
-12.55
-12.1
-11.22
-10.34
-12.49
-9.7
-9.3
-12.44
-7.55
-13.43
-11.04
-8.08
-12.5
-11.22
-8.16
-11.08
-7.22
-16.12
-11.36
-11.09

-15.05
-13.51
-8.18
-16.45
-11.83
-14.93
-17.31
-8.33
-13.6
-10.27
-17.37
-11.84
-9.16
-8.37
-9.61
-8.5
-9.21
-8.02
-18.2
-7.04
-14.79
-10.56
-13
-12.75
-8.68
-14.63
-11.8
-11.62
-14.54
-8.22
-14.01
-12.85
-8.79
-12.76
-12
-7.96
-10.92
-11.43
-17.33
-11.89
-11.32
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2pk5
7std
Thxw
2qi5
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Imq6
2i4v
lhpx
2q5k
2hb3
lhvj
2i0a
2i4u
214w
2i4d
ly6q
2i4x

10.68

10.7
10.72
10.82
10.85
10.89
10.92
10.96
11.15

11.2
11.26

11.3
11.35

11.4

11.4
11.57
11.59
11.68

11.7
11.72

8.425
12.885
4.1803
9.5279
8.5725
11.749
10.224
10.972
9.5741
8.3801
7.8104
9.8163
7.9608
10.264
8.0905
8.0221
9.1315
8.2556

6.103
9.7985

6.4818
7.8776
5.0554
6.9342
6.3559
7.7518
6.4833
6.6657

6.13
6.1095
6.5794
6.4231
6.1581
6.5103
6.0559
6.1305
6.3321
6.0726
5.3171
6.3358

-9.57
-10.52
-9.32
-7.03
-8.19
-16.19
-9.54
-8.05
-10.6
-6.51
-7.56
-7.69
-11.08
-8.54
-6.46
-7.34
-11.17
-7.06
-12.1
-11.4

-9.28
-14.26
-10.4
-8.41
-13.33
-16.52
-8.52
-8.49
-10.34
-6.52
-7.61
-6.4
-11.46
-8.89
-4.55
-10.74
-10.36
-5.74
-12.5
-11.81

Table 2S. Heatmap docking RMSD result against a test set with 795 protein-ligand

complexes.

RMSD RMSD

for RMSD for RMSD for for RMSD for RMSD for
PDBID Heatmap Glide SP Glide XP | PDBID  Heatmap Glide SP Glide XP
2aac 0.77 0.28 0.66 | lizi 1.46 9.08 9.08
lajp 0.57 0.8 2.76 | 2pvh 2.53 5.01 4.86
luto 0.37 1.27 2.28 | 2pwr 1 0.43 0.55
1qi0 0.1 4.52 452 | 1g7¢g 3.43 6.2 0.00
6rnt 0.82 10.13 5.68 | 2j4g 2.72 0.25 0.28
loba 1.94 3.31 2.85 | liis 4.65 0.71 1.44
2i2b 2.46 0.55 0.38 | 2zb0 0.25 0.71 0.67
1tok 1.06 0.35 0.31 | 3f8f 0.31 6 1.72
lutl 0.17 0.71 2.68 | 2d3z 2.39 0.74 1.09
lgyx 1.16 1.99 1.90 | 1o3p 241 1.1 1.61
lai4 1.04 0.74 1.12 | 1pxp 0.69 0.51 0.41
2r5a 1.16 1.23 1.72 | leSx 3.5 0.38 0.94
lajn 1.16 1.36 0.48 | 2fqw 3.57 0.27 0.32




3bra
2vyt
2bet
2bza
3c2u
2fwo
2fwp
Itng
1fde
1ws4
2v3u
lutm
logd
1ws5
2ha3
1uj6
lylz
lugw
3buf
3c2r
11bk
1br6
le6s
Itog
2ri9
1v2j
Syas
1bcu
1phw
3c2o0
1tnh
1v2u
1toj
luz4
2sim
Ic50
lutn
ljys
1v2r
2cle
2clf
Inli
1d7i
3jdw
1pb9

2.63
1.65
0.72
0.29
1.99
1.63
1.53
0.47
0.54
0.61
0.95
1.73
1.53
0.83
1.92
0.45
0.41
1.42
3.07
0.05
2.13
4.12
0.46
0.47
3.52
0.44
2.72
0.34
3.26
0.67
1.17
0.68
1.34
0.33
0.28

1.4
1.47
0.84
1.53
1.66
1.57
0.04
3.56
3.44
2.05

1.61
1.61
1.38
0.33
2.05
1.14
2.13
0.28
1.49
0.24
0.24
0.24
0.24
0.31
2.88
1.04

0.2
0.23
2.77
1.88
0.36
0.81
0.89
0.89
0.89

0.5
1.08
0.34
5.15
1.62
0.22
0.33
0.42
0.39
0.42
1.17
0.29
0.91
248

1.18
0.32
1.02
1.35
0.28

391
1.57
1.40
0.26
0.99
2.07
1.81
0.29
1.08
0.30
0.80
1.60
1.98
0.36
2.38
1.92
1.10
0.33
4.70
1.19
0.88
0.76
3.63
0.72
2.30
1.18
2.28
4.04
3.75
2.95
0.78
0.31
0.60
0.49
1.36
1.11
0.83
247
3.39
1.39
1.19
0.21
3.39
4.08
0.25

2iwx
2qbs
1b0h
1dfo
leld
20xXx
3eko
3gst
lusi
1030
103j
lo3k
lony
1gbl
2rch
1113
Inq7
Ipln
3d9%4
1drk
1fthd
1kln
luwf
20xd
1bhx
lele
1g30
los5
1q72
1xk9
1xt8
1xka
1fh8
1sbl
2dri
2134
2r3w
Iswr
2d3u
2g79
2uy0
Itex
Ic5c
lent
lgvw

249
2.29
0.25
1.48
0.04
3.65
3.68
1.83
3.41
0.49
3.24

3.7
0.14
0.35
3.66
0.56
3.45
4.48
2.23
3.17
2.94
2.51
2.14
3.45
0.33
0.34
0.95
3.23
3.89
2.02
2.87

0.8
4.83
1.29
3.76
2.61
2.85
4.09
3.36
3.95
3.11
0.47
3.83
1.01
1.63

0.17
0.87
0.57
0.75
4.77
0.78
0.57
0.69
0.4
3.89
1.73
1.7
3.55
2.67
0.18
1.01
0.65
0.94
1.19
0.29
0.3
5.17
5.12
0.93
0.65
0.47
3.68
6.47
0.5
5.78
0.26
0.82
0.18
0.3
0.27
1.73
0.25
0.37
0.46
0.48
2.69
9.59
0.29
8.19
10.73

0.19
0.90
0.75
0.98
2.31
3.97
0.57
0.51
0.95
4.46
1.97
0.79
3.71
4.53
0.34
0.97
0.94
1.52
1.34
0.33
0.30
2.01
3.25
2.45
1.23
0.88
2.52
2.51
0.60
243
1.15
1.68
0.90
2.75
0.29
1.73
0.22
0.49
1.43
2.06
0.94
1.17
1.09
8.19
9.19
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1toi
1tuf
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In2v
1c5t
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1p19
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1v2q
1v2s
IcSy
1c87
1ghw
lodi
1pzi

0.33
1.47

0.1
243
1.05

1.2
1.87
0.78
1.27
2.37
0.23
0.57

0.4
0.73
0.81
1.97
2.34
0.33
0.72
0.64
0.44
3.07
2.03
2.97
1.14

43
2.15
0.29
1.46
2.44
1.68
1.79
0.98
1.54

1.3
4.12
1.41
1.29
0.05
2.19
1.25
0.45
0.88
1.57
2.41

1.16
1.03

1.5
4.39
2.68
2.73
0.25
0.48
0.91
7.61
0.54
7.61
1.07
1.09

1.1
1.08
0.25
1.09
1.14
0.26
0.47
243
6.15
0.45
1.83
1.14

0.4
1.88
0.43
0.51
8.46
0.94
0.49
0.37
0.73
8.27
1.33
0.47
2.59
1.13
0.42
0.82
0.72
0.76
2.39

4.86
1.26
1.50
1.02
4.58
2.74
0.31
0.93
0.61
7.61
0.39
7.87
0.99
1.09
1.16
0.56
0.73
1.24
1.99
0.39
2.29
243
6.15
0.46
2.74
1.95
0.36
4.29
0.90
1.27
7.60
1.35
3.22
0.99
0.73
8.05
1.23
0.77
4.81
1.13
0.95
0.29
1.06
2.25
241

loyq
1x8j
11ki
1fpc
1gj6
2j7g
3cdb
1blh
2bq7
llpg
2bz6
2il2
3.00E+64
1b05
Inz7
lo3d
1zog
2fqx
2qnn
1f0u
1g36
2q63
Ifex
2j7h
3¢79
Isw2
2epn
1g21
loyt
2psv
ljet
1dhi
Imrx
1b40
kel
2pql
2ghz
3cez
1o3i
2qil
lydt
2j7e
2j2u
2r2m
luw6

0.43
3.45
3.64

0.9
1.34

3.7
0.24
2.25

0.6
2.59
1.33
5.24
3.51
0.15
1.07
2.82
3.72
3.95
1.15
0.27
1.23

1.4
0.96
242

3.6
3.76
232
1.44
2.39
0.26
0.17
2.88
2.17
2.74
3.96
3.68
1.38
231
3.56
1.21
1.33
2.98
0.97
1.15
3.36

1.8
0.61
1.15
5.52
0.41
0.77
3.74
0.77
0.63
1.02
0.63
6.91
0.93

0.9
8.58

0.7
1.14
0.27
0.56
3.94
1.79
1.51
0.33
0.33
0.86
0.21
0.36
3.15
0.66
2.05
0.65

0.8
3.65
0.46
1.13
0.26
0.32
9.12
0.63
0.57

0.7

0.4
0.37

24

0.3

3.94
0.61
0.16
1.32
0.26
1.19
4.03
0.71
0.46
2.18
1.56
0.84
2.77
1.14
8.49
0.98
3.67
0.21
0.66
0.72
1.85
1.51
0.26
3.69
3.16
0.50
0.22
3.15
0.66
0.54
1.24
1.27
0.69
0.77
1.92
0.50
0.47
1.09
2.12
0.27
0.87
0.64
0.23
2.58
0.39



luad
2bes
11i3
2qrk
le2l
1v21
1det
1w3k
2cli
lajq
2tpi
2ha6
4rsk
ledv
1z6s
2ha$5
1ghv
1sv3
1bhf
2hjb
1p57
2pwd
Ino6
2pu2
212w
Igan
2ogy
114
1gi7
1gul
2adm
1154
112s
2jiw
1pa9
lupf
2ha2
2nsl
IcSn
1c86
2i%n
2qfo
3kiv
1v2t
1v2o0

0.32
2.58
3.68
0.43
0.27
2.54
2.02
1.01
0.73
2.28
1.11
0.16
2.75
2.79
1.79
4.08

0.1
3.42
4.42
1.36
0.04
2.72

0.4

0.7
1.32
4.44
0.63
2.88
0.87
1.85
2.67
0.89
1.55
0.46
1.49
4.92
1.11
0.66
3.15
0.06
2.96

4.5
3.96
1.23
0.83

0.77
1.12
0.28
3.11
0.57
0.34
3.62
0.25
0.96
0.31

0.9
3.46
4.63
7.75
3.98

43
0.58

11.9
1.38
1.01
0.27
1.02
0.81
0.67
0.49
0.69
1.09
1.22
0.28
1.49
0.77
1.56
0.22
0.34
1.51
1.51

1.2
0.93
0.36
0.19
0.49
0.68
2.92
7.08

1.48
1.28
0.65
0.64
0.51
0.23
5.16
0.26
1.11
0.48
0.73
2.17
4.63
7.75
3.98
2.63
1.92
2.58
5.14
1.39
1.09
0.45
0.81
0.81
0.94
0.36
3.80
1.18
1.91
0.91
3.14
0.97
1.56
0.39
0.89
3.06
3.21
1.92
0.27
0.20
1.08
0.57
1.76
3.85
3.11

2gv6
Iswg
1bxq
2qi0
1kIm
loar
lowh
1rén
2bpy
195k
132
2bak
1vzq
2qbq
2r38
Isqo
2ghy
2hhn
11ah
112
1lke
3ekr
2flg
1k1;j
11pk
1v01
1vj9
3b50
3cct
1995
2avs
2pyn
3cd0
3cda
1lpz
2psu
2pvl
3be9
110r
Inny
1ppk
2bpv
lo2q
1tdv
w0z

4.11
3.27
1.54
0.96
2.06
2.44
2.75

0.79
3.03
1.39
3.39
1.71

33
3.51
2.87
1.37

2.1
3.25
0.94
2.29
3.46
2.24
2.01
0.37
1.28
0.27
3.11
1.14
2.15
3.42
0.38
1.89
0.22
1.47
0.67
2.63
2.85
0.48
2.16
2.06
0.39
2.44
3.54
2.12

3.38
2.53
4.86
0.65
0.97
0.97
0.79
0.77
11.82
1.66
0.42
9.13
0.61
0.57
3.84
0.29
242
10.5
0.24
1.09
0.42
3.11
1.52
4.49
2.06
0.3
1.66
0.82
0.88
1.23
0.31
0.98
1.37
0.79
0.72
1.97
0.56
0.28
0.42
1.59
1.37
0.6
8.62
0.97
0.45

3.61
2.46
4.75
1.45
1.93
1.35
2.74
2.86
1.71
1.66
0.64
3.28
0.27
1.05
0.33
0.79
2.47
2.10
0.21
1.09
0.43
3.27
2.10
1.95
0.40
0.34
2.81
0.67
1.21
1.18
0.34
8.26
0.85
0.37
0.62
0.60
0.40
0.35
0.62
1.48
1.32
0.95
1.19
0.89
1.04



Ice5
1w4dp
1q8t
2b4l
loss
2nsj
1bju
2nta
laid
1vlj
1xff
2gl0
2pwg
1c83
lecv
Ixgi
3¢j2
2brb
Iplq
2j77
3cf8
1bzc
lelv
1hlp
liqy
le2k
2gss
Icea
lo5g
Itsy
3bxg
1c84
Inc3
2oym
2glp
2d0k
3bgc
2qt5
2¢31
lenu
2qtg
1m48
Inw7
lod8
lonz

2.96
3.22
1.45
3.27
3.83
0.13
0.43
0.74
2.65
231
1.91

0.4
2.65
0.97
0.43
1.09
2.93

0.1
1.82
2.93
1.75
2.97
0.92

1.7
0.11

1.1
4.01
4.52
2.19
1.97
2.75
0.55
1.75

0.3
1.18
0.73
2.12
0.37
1.44
2.49
0.06
1.14
0.37
1.42
1.47

1.02
4.14
0.89

0.4
1.02
1.02
0.26
0.37
3.81

0.3
0.35

0.7

0.5
0.31
0.19
1.09
0.33
0.65
1.45
0.58

6.3
1.12
0.49
4.23
2.65
0.58
3.05
1.13
0.83
2.13
0.93
0.29
0.49
0.75
8.23
1.03
2.37
0.93
0.89
0.25
0.45
0.84
0.68
0.26
0.83

0.24
4.14
1.41
0.57
1.83
1.63
1.03
0.61
3.67
0.68
1.05
2.12
0.30
0.77
0.86
2.74
0.35
0.65
1.87
2.32
2.94
0.97
2.90
2.86
3.07
231
291
1.46
1.50
2.13
0.94
0.34
0.75
0.97
8.23
0.99
0.76
0.92
1.48
0.18
0.57
1.20
0.64
0.29
0.81

3f8c
lizh
Imes
loau
luou
lvja
lajv
1j4r
llee
Infu
1gbo
1qiw
1rd4
Isbg
2jh6
2qm9
3cyw
1v48
2ra0
1b6h
Inf8
Injs
Invs
2j34
3cd7
1laf
11st
2gv7
3cew
3cd5
lajx
3d7z
lepo
1g2k
lhvh
2qe4
3bgq
3.00E+92
ladk
lapw
1tkg
1gaf
1r0p

lvyg
2vnt

1.32
0.23
0.83
5.47
2.05
0.25
2.71
0.44
1.05
1.43
2.81
3.23
2.02
0.63
2.46

3.1

0.9
3.86
3.16
0.46
2.61
0.01
3.34
1.51
0.87
2.56
1.42
1.89
3.49
1.52
0.16
0.73
1.32
0.27
1.81
2.75
3.32
1.32
3.49
1.55
2.34
2.79
1.03
2.23
1.46

7.09
8.49
0.36
1.25
0.49
5.95
0.45
2.81
7.42
1.17
3.09
3.18
2.93
3.39
3.35
4.58
10.39
0.91
0.72
0.7
0.92
0.92
0.51
0.49
0.48
0.9
0.23
5.39
0.85
0.57
0.33
0.45
7.97
0.6
5.74
0.54
0.31
0.5
1.66
0.48
1.24
1.41
0.28
1.27
0.53

7.09
8.49
0.46
1.32
0.44
0.59
0.52
2.65
0.86
1.17
3.56
3.90
1.19
3.42
3.97
4.41
7.42
0.58
0.75
0.84
0.83
1.27
0.25
0.53
0.86
0.90
1.23
3.13
0.75
1.38
0.44
0.40
7.97
0.57
1.13
3.71
2.45
0.38
2.04
1.01
1.52
0.67
0.27
3.10
0.61



1vOk
1w7g
1k4h
2web
lgez
2brl
1pb8
1s38
1thz
215t
3b7j
locq
Irnt
1517
lo5c
1w4o
2hxm
1th7
2jfz
1w4dq
1b46
1c88
1a69
Iprl
Isrg
lvyq
1xbb
2oyk
1lvu
1y20
2¢80
1zgi
2fxv
ladl
Isgu
1gbv
2h6b
1bp0
1r91
2clp
2135
2180
2qg2
3bdp
2j47

2.64
0.73
0.91
1.46

0.4

0.3
2.27
1.38
0.04
0.08
3.81
222
2.67
0.53
0.35
3.81

0.4
1.71
3.39
2.59
3.53
0.58
0.97
2.11
2.35
0.12
0.16
2.32
0.07
2.53
1.43
0.33
0.71
2.99
0.87
2.75
3.93
3.67
241
0.16
341
0.04
0.25

1.9
1.13

0.32
6.61
0.66
5.65
4.99
0.98

0.4
0.25
1.02
0.16
7.02
0.15
0.15
0.48
1.58
7.67
0.96
0.27

0.3
1.55
0.67
0.77
0.48
1.56
6.62
0.83
6.02

0.5
1.92
0.23
1.49
7.75
0.66
4.57
0.52
0.48
0.49
0.86
0.44

0.3
1.27
0.74

0.5
0.69
0.67

0.38
5.90
0.84
5.65
4.99
1.32
1.38
0.30
1.02
0.15
7.02
0.24
0.75
1.38
2.01
7.67
1.29
0.40
0.56
1.55
0.89
0.82
0.00
0.68
6.62
0.57
3.82
0.57
3.03
1.21
2.07
0.39

3.98
0.94
0.78
0.51
0.84
1.15
0.34
1.67
0.47
4.93
1.24
0.56

3cyx
1b7h
lvyf
2bqv
lgni
2rkg
lerb
Istc
2pvj
Invr
1g35
lyqj
1fkh
1w5v
2fxu
3bul
2180
2jds
lefy
1hls
1wll
2cji
2zcs
3dly
3e5a
Invq
2e2r
1tom
2cen
2v95
3d20
2hs2
1hwr
2qci
1h23
1mj7
1d4j
3d83
2nmy
2nmz
2nnk
2nnp
1k21
Imu6
11d0

0.78
0.44
3.88
0.19
4.03
0.57
4.94
0.94
2.75
1.88
1.89
0.13
1.26
1.65
0.66
2.36
0.48
2.79
3.31
2.84
1.64
1.65
222
2.46
2.79
0.99
4.37
2.13
3.29
1.57
0.02
1.13

3.7

0.1
0.26
1.93
1.71
1.51
0.51
0.76
1.15
1.32
3.72
2.55
0.27

8.52
0.69
2.01
2.18
2.08
8.56
2.19
0.31
0.65
0.27
0.53
0.26
1.48
5.78
1.28
0.57
1.35
0.46
0.91
0.91
0.94
0.51
1.94
0.51
6.47
0.32
0.15
0.46
0.71
0.73
9.7
3.58
0.39
3.37
6.42
5.53
1.33
11.31
7.75
8.44
7.59
9.67

0.39
0.59

0.00
1.03
3.89
2.18
2.75
8.56
1.39
0.31
1.67
0.21
0.52
0.33
1.24
4.24
2.40
1.15
0.51
1.46
1.98
0.79
1.00
0.31
2.88
0.53
2.15
0.24
0.17
0.88
0.88
0.74
0.65
0.65
0.38
0.44
2.09
1.80
1.52
0.62
1.53
0.00
0.84
9.67
0.52
0.33
0.59



lgja
Isyi
2iko
11v8
1q65
1gil
lo2s
1g85
Ipot
2h4k
200u
3bvb
la8i
loe8
lydr
2cht
1bjv
1y3n
2iuz
1jak
Injd
3bex
1f4x
Imfi
1vin
1a08
lejn
2bmk
20jg
Inhu
2pqz
low4
2cbu
1g98
1jsv
22h
In7m
2qg0
1033
lo5e
1qy2
2blv
2pgz
Iplo
1o5b

1.15
0.38
0.02
0.43
1.33
1.88
1.75
4.29
2.18
2.26
3.21
3.94
3.43

3.2
1.92
3.12
1.85
2.07
2.64
2.19
291
3.74
2.76
1.44
2.13
0.93

0.5
2.29
1.48
3.56
3.58
1.13
3.27
3.14
2.36
1.26
1.92
1.28
2.59

0.8
2.59
4.35
1.05
3.26
3.98

0.46
0.79
1.03
0.94
1.63
0.86
0.92
2.97
1.01
0.77
0.85
6.07
0.67

8.6
0.69
0.98
9.87

0.8
0.54
0.17
4.63
0.41
0.65
7.62
1.54
2.68
2.68
1.24
0.38

4.1
0.83
0.95
0.35
2.85
1.47
0.62
1.34
1.34
0.97
0.56
0.58
0.48

0.5
0.35
0.37

0.88
0.64
1.03
2.97
1.78
0.77
0.65
4.56
1.63
2.09
2.69
6.07
0.71
7.42
1.12
3.85
5.33
0.00
1.49
0.23
1.01
1.53
0.90
6.96
4.32
3.63
2.04
2.25
0.37
5.75
1.06
0.89
0.35
2.85
1.48
0.79
2.11
1.83
0.65
0.69
0.37
0.37
4.40
0.60
0.18

1k22
Imtr
1w5Sx
3b68
1w96
20ag
w5y
2hs1
215p
2uxz
lecO
2ieo
2ihq
Ifcy
1i5r
1ta2
1xkk
2boh
2bxt
2québ
2vw5
lhos
1ppl
2byr
1bwa
3b66
6std
3d1x
2qd6
2qg55
1jgl
1lnm
lohr
1t7]
1wl3
Ixap
218¢g
2fr3
2jh0
20jj
2pcp
2uwo
3brn
3eqr
1b6k

2.35
0.46
1.65
0.31
3.21
2.28
1.18
0.94
2.19
0.66
0.85
1.62
3.62
0.88
1.09
1.27
1.38
0.17

0.5
0.28
1.69

0.7

1.2

0.8
0.51
0.96
5.48

0.9
1.35
1.06
0.95
4.45
1.87
3.18
2.96
3.17

1.4
2.07
3.27
3.94
3.07
1.82
4.41
0.52
0.01

0.64
0.75
5.9
0.76
0.45
0.56
5.73
13.97
0.44
0.84
5.81
1.76
0.47
0.61
12.91
0.35
8.74
1.89

1.05
0.36
2.07
6.87
0.31
0.46
0.74
0.35
0.39
0.52
2.67
0.19

1.1
0.63
0.87
0.26
0.27

3.2
0.73
1.21
0.49
0.52
1.79
0.27
1.89

0.7

0.89
0.49
0.82
0.57
0.52
0.48
1.51
0.43
0.67
3.86
1.07
0.91
0.38
0.58
7.33
0.24
8.74
0.89

1.08
0.35
2.39
6.55
0.93
0.57
0.89
2.54
0.36
0.74
0.49
0.35
1.10
1.34
1.11
0.96
0.65
1.21
1.95
4.10
1.28
0.57
2.22
2.90
1.16
1.46



1q66
1hmt
lkpm
2q88
lurg
3gss
1k4dg
lo2w
lo2x
logz
1q63
lulw
2r3t
3esu
lelx
lydk
2brm
1v2n
lugx
ladw
lkyv
1pph
lyds
1{v0
1b9j
1nl9
1036
Ic5s
Iceb
1hn2
Issq
1xgj
2bvd
21zl
2r43
leb2
Itew
Serl
In8v
3bgb
1jmg
2gst
1dzk
Im2q
2e7f

1.08

3.5
1.25
2.88
3.05

3.1
1.97
1.23

1.1
4.52
1.27
3.45

3.8
4.35
3.67

1.3
2.35
0.96
4.94
1.81
1.43
1.49
2.64
1.45
2.86
0.48
1.35
4.62
3.33
3.67

4.1
4.02
3.07
3.17
3.66

2.6
0.11
0.18
3.69

1.4
3.55
2.05
2.08
2.88

0.8

1.12
1.45
13.89
0.24
0.52
4.37
0.9
2.58
1.34
0.62
0.96
0.24
0.9
0.33
2.01
1.05
4.83
0.44
1.13
1.19
0.64
0.75
0.53
0.69
0.79
0.46
0.95
0.5
0.95
0.52
1.85
3.64
0.19
0.23
0.23
0.38
3.87
5.99
1.37
1.48
1.75
1.24
2.69
0.67
1.37

1.06
3.67
4.39
0.21
0.54
4.37
1.40
3.80
3.74
0.55
0.79
0.29
1.34
0.41
0.76
1.13
4.83
0.39
1.70
1.74
1.39
4.59
0.89
0.61
1.06
1.09
4.45
0.74
0.84
2.67
2.53
3.64
0.28
1.02
0.55
0.58
3.63
5.99
1.50
1.80
1.75
1.01
2.55
4.93
4.09

1myj
1sdv
2vkm
1d4l1
1zp8
3b5r
1w5w
3dlz
3.00E+93
1d4i
2avo
3b67
Infy
Intl
2idw
lecl
1kzn
Infw
Imgq5
Imu8
2ien
2j4i
2pdy
2q54
lebw
lezq
1kdk
2qd8
2rkf
Imsn
1h22
2qd7
1ta6
2qmg
2fgu
1d4k
1fcz
lhps
lhpv
1zI1r
1dbl
2avv
1sdt
3b65
1xow

0.9

1.4
1.87
1.01
0.33
2.39
1.78

1.9
0.69
3.85
1.14

3.22
1.79
2.52
2.98
1.91
231
0.65
2.78
1.54
1.02
2.85
0.36
0.92
1.94
4.13
1.59
0.65
1.28
1.95
1.63
1.86
2.98
0.58
0.45
2.41

0.5
3.79
0.67
2.01
0.51
0.92
3.66
3.21

4.67
0.49
7.65
0.79
9.35
0.48
1.75
0.49
0.45
5.9
0.46
0.35
0.72
0.42
5.87
12.13
11.76
0.47
1.49
0.27
222
6.98
0.62
6.27
5.22
6.01
0.22
0.6
9.76
7.78
3.41
3.27
0.43
0.31
9.3
3.35
0.3
8.5
9.01
0.45
0.24
1.02
0.51
0.38
0.21

4.16
0.20
7.65
0.51
9.35
0.50
0.73
0.88
0.41
5.90
1.06
0.69
0.50
0.29
1.16
1.64
1.76
2.27
2.63
0.44
0.89
6.98
0.56
6.27
5.16
0.58
0.30
0.60
9.76
7.78
2.85
0.50
0.45
0.75
9.30
3.35
0.31
6.50
9.01
0.44
0.38
1.02
0.43
0.40
0.11



21lr
2p7a
2wed
1g32
lo2z
2qnq
Incl
2fgv
Ippc
2i4j
1d6v
lycl
1xhy
2ghm
1v2k
2bt9
2qbu
lowe
2aj8
Iweq
20kl
3bgz
Ipbq
3bfu
llag
Iwdn
Iwml
2q89
3ebl
2bal
1w3j
2qbr
3cj5
3ckp
Ic5q
lela
lo2o0
1hbv
1hms
117z
lusk
202u
Isyh
2cgf
loSa

2.98
4.45

0.7
2.78
0.43
3.37
1.62
1.55
0.32

23
0.33
2.35
2.86
3.52
3.34
4.27
2.25
3.24
0.72
3.92
0.53
243

3.8
4.71
4.22
4.69
3.39
3.76
3.25
2.22
431
1.51
3.18
2.98

3.9
0.09
1.21
1.96
3.37

23
4.64
2.51
2.04
4.46
1.05

0.6
0.26
1.99
1.99
1.88
0.53
0.44

10.05
1.53

23
2.46
0.65
0.33
0.34

0.5
0.24

0.7
0.33
0.46
0.95

3.2
0.66
0.18
0.55
0.41
0.61

0.9
0.93
0.37
0.37
2.32

54
0.66
0.52

0.3
2.36
0.72
8.31
1.31
0.46
0.25
2.34
0.81
0.36
1.37

1.20
0.20
0.76
0.64
4.13
1.47
0.80
0.05
1.53
2.30
4.15
1.12
0.30
0.36
0.45
0.30
0.63
0.81
0.63
0.94
2.06
0.40
0.33
1.03
0.26
0.84
1.71
0.98
0.54
0.60
2.19
1.31
3.09
0.54
0.42
2.23
0.67
8.31
3.73
2.27
1.23
0.54
0.87
0.24
1.96

2ayr
1bv7
2aqu
2row
274b
2p95
lebz
lksn
Imet
204r
1hsh
1gbs
2rby
lhvr
2bys
2894
1dmp
1df8
leby
Imrw
2vho6
1z6¢e
2std
2drc
1hxb
1hvl
1bv9
1bxo
1d4h
1sdu
1sr7
204j
2pl6
lyé6r
2qi3
2qi7
1gbu
lhvs
1kzk
2qi4
204k
Imsm
Sstd
204s
1n46

0.94
44
0.5

3.83

5.88

1.52

1.22

0.25

1.25

3.11

1.14

1.92

4.46

0.39
1.9
3.2

1.22

2.05

2.36

2.57

1.05

0.95

4.32

3.78

1.42

0.32

2.73

247

1.17

0.96
2.6

3.66

2.12

2.55

2.41

1.69

3.94

1.37

1.91
33
0.3

0.89

3.96

0.79

3.16

0.41
0.33
9.74
0.35
0.36
0.4
9.52
0.62
0.39
0.56
0.63
0.32
0.25
0.35
0.36
8.77
0.4
0.37
0.48
0.29
0.68
0.89
0.57
1.06
9.63
8.63
0.34
0.38
0.95
0.3
0.32
1.83
0.28
0.3
1.13
1.95
0.65
8.07
0.48
1.01
11.14
1.22
0.49
10.91
0.4

0.85
0.42
8.91
1.19
0.34
0.32
0.00
0.58
0.30
0.64
0.65
0.40
1.00
0.35
0.61
8.77
0.55
0.70
0.62
1.38
1.33
1.28
1.17
4.04
9.63
8.63
0.34
0.80
0.89
0.42
0.39
1.85
0.38
0.29
1.00
1.33
0.68
8.07
1.33
1.32
0.05
0.38
0.53
0.79
0.35



1th9
2b07
1gt3
Im2r
1rSy
1f4g
lgpn
lrpj
1d17
3cj4
Ict8
1g74
1gt4
Iqyl
1zhy
2nt7
20Xy
3d0b
1dhj
Thmr
1n4h
lyc4
2bok
2pwce
1k1i

2.88
0.58
4.14
2.58
3.41
1.17
221
3.37
4.28
3.88
0.51
3.99
241
3.57
3.34
1.74
3.86

0.2
1.79
3.58
3.94
391
0.58
0.68
1.92

0.41
2.75
5.37
4.85
0.22
1.21
0.47
0.23
1.35
2.09

5.9
5.49
5.21

0.7
0.66
9.76
2.52
0.42
1.21
4.21
0.65
0.87

0.7
0.93

3.5

0.45
2.59
4.89
0.27
0.08
1.12
0.43
0.31
1.35
1.93
5.90
4.73
3.11
0.56
0.78
7.40
3.87
0.94
1.00
4.04
0.57
0.58
0.42
0.92
2.11

2181
1qbr
2qi6
3djk
3cs7
2pkS5
7std
Thxw
2qi5
2pk6
lhvi
1hvk
1Imq6
2idv
Thpx
2q5k
2hb3
1hvj
2i0a
2i4u
2i4w
2i4d
ly6q
2i4x

1.57
1.05
3.52
3.03
391
3.78
4.46
2.24
3.94
1.49
1.21
0.02
2.73
1.14
1.47
2.57
1.27
1.97
0.99
0.87
2.36
0.86
2.82
1.49

6.64
0.32
0.25
0.44
0.46
12.21
0.37
10.89
3.96
2.26
4.87
7.07
0.47
8.38
7.98
9.29
0.35
6.17
11.13
4.73
3.14
10.95
0.35
1.09

1.59
0.89
0.49
0.27
2.18
2.21
0.62
9.01
3.96
2.16
4.87
7.07
1.44
8.38
7.98
9.29
0.43
6.17
1.02
4.73
3.47
0.36
0.31
1.02




