Supplementary Data

Table S1. Complex name, experimental and predicted binding energy value along with RMSD value of non-metal protein ligand complexes.

	Protein
	Ligand
	EBA
	PBA
	RMSD (Å)

	10gs
	VWW
	-8.72747
	-9.01
	0.368618

	1a28
	STR
	-11.3118
	-11.2
	0.348713

	1a4r
	GNH
	-9.08165
	-8.22
	0.541849

	1a99
	PUT
	-7.774
	-7.635
	0.439885

	1a9m
	U0E
	-9.44569
	-11.82
	0.51117

	1aaq
	PSI
	-11.4557
	-12.234
	0.526727

	1add
	1DA
	-9.20053
	-8.816
	0.437122

	1adl
	ACD
	-7.3069
	-10.273
	0.41659

	1ado
	13P
	-8.18464
	-8
	0.395515

	1afk
	PAP
	-9.0301
	-8.004
	0.371582

	1afl
	ATR
	-8.57204
	-8.24
	0.430552

	1ai4
	DHY
	-3.41634
	-6.497
	0.39881

	1b55
	4IP
	-10.0916
	-9.35
	0.516321

	1bp0
	UMP
	-7.36337
	-8.61
	0.459889

	1bv7
	XV6
	-14.0517
	-12.494
	0.553547

	1d2e
	GDP
	-8.18464
	-9.44
	0.418815

	1d4h
	BEH
	-13.6411
	-12.053
	0.409428

	1d4i
	BEG
	-12.0776
	-12.448
	0.418711

	1drk
	RIP
	-9.30854
	-8.493
	0.397881

	1drv
	A3D
	-8.91799
	-10.23
	0.495215

	1dud
	DUD
	-6.58033
	-7.344
	0.442978

	1ebw
	BEI
	-12.3394
	-12.05
	0.426091

	1eby
	BEB
	-13.2304
	-12.373
	0.346877

	1f8b
	DAN
	-7.36337
	-7.987
	0.40387

	1g98
	PA5
	-7.774
	-8.026
	0.351552

	1gar
	U89
	-13.6411
	-10.617
	0.478957

	1gfy
	COL
	-6.92949
	-7.893
	0.440161

	1gpk
	HUP
	-7.32052
	-9.561
	0.326551

	1gyx
	BEZ
	-3.38501
	-7.55
	0.382578

	1hee
	LHY
	-7.28057
	-7.938
	0.374824

	1hpv
	478
	-12.5796
	-11.644
	0.416201

	1hpx
	KNI
	-15.3594
	-12.982
	0.394266

	1hsh
	MK1
	-12.8502
	-12.556
	0.51304

	1hvh
	Q82
	-10.8564
	-12.037
	0.607954

	1hvr
	XK2
	-12.9708
	-11.44
	0.552929

	1hwr
	216
	-11.3602
	-11.14
	0.515419

	1izh
	Q50
	-10.5022
	-11.838
	0.390405

	1izi
	Q50
	-8.98268
	-11.329
	0.464002

	1j01
	XIL
	-8.82375
	-7.95
	0.378208

	1j14
	BEN
	-6.12776
	-6.11
	0.3781

	1j16
	BEN
	-5.24453
	-6.4
	0.362517

	1jsv
	U55
	-7.774
	-8.421
	0.379129

	1kdk
	DHT
	-12.3394
	-9.64
	0.436209

	1kel
	AAH
	-9.93615
	-9.388
	0.382107

	1km3
	UP6
	-6.6931
	-8.44
	0.310026

	1kzk
	JE2
	-14.1693
	-12.729
	0.426948

	1m0o
	MPM
	-3.15082
	-8.33
	0.445341

	1m2r
	MNY
	-8.80658
	-7.72
	0.386597

	1m2x
	MCO
	-5.66773
	-7.79
	0.369864

	1mmr
	SRS
	-7.36337
	-9.88
	0.4793

	1msm
	JE2
	-14.2979
	-12.719
	0.41175

	1msn
	JE2
	-12.4018
	-12.327
	0.415408

	1mtr
	PI6
	-11.4557
	-11.975
	0.397912

	1n1m
	A3M
	-7.774
	-6.8
	0.430498

	1ndz
	FR5
	-11.0677
	-10.91
	0.436767

	1nfu
	RRP
	-10.5646
	-10.825
	0.48225

	1nfw
	RRR
	-12.2205
	-11.02
	0.42277

	1nfx
	RDR
	-11.6261
	-10.856
	0.433029

	1nfy
	RTR
	-12.1215
	-10.77
	0.422266

	1nli
	ADE
	-4.89036
	-6.128
	0.337119

	1np0
	NGT
	-4.868
	-7.1
	0.368868

	1nw5
	SAM
	-7.11337
	-9.89
	0.397488

	1nw7
	SAH
	-6.94537
	-8.464
	0.401217

	1nz7
	901
	-9.71133
	-10.313
	0.448617

	1o3d
	780
	-9.72713
	-9.13
	0.404275

	1o3j
	334
	-9.23439
	-9.083
	0.428756

	1ork
	ATC
	-12.0135
	-9.89
	0.454894

	1os0
	0PQ
	-8.22763
	-9.2
	0.398538

	1os5
	NH1
	-9.34941
	-9.673
	0.406462

	1oss
	BEN
	-6.52746
	-6.5
	0.351461

	1pa9
	CSN
	-6.2777
	-6.76
	0.35363

	1pb9
	4AX
	-4.93532
	-7.082
	0.395474

	1pgp
	6PG
	-7.774
	-7.5
	0.403924

	1pme
	SB2
	-12.8198
	-10.912
	0.389008

	1pot
	SPD
	-7.49556
	-8.11
	0.476918

	1pph
	0ZG
	-8.07663
	-10.03
	0.42433

	1pro
	A88
	-15.4158
	-11.62
	0.473515

	1q8t
	Y27
	-6.489
	-8.266
	0.403509

	1q8u
	H52
	-8.12818
	-9.06
	0.423383

	1q8w
	M77
	-7.15355
	-8.51
	0.446715

	1qbu
	846
	-13.9638
	-12.469
	0.560182

	1qf0
	TI2
	-10.0627
	-10.148
	0.368291

	1qf1
	TI1
	-9.98357
	-9.999
	0.373008

	1qf2
	TI3
	-8.07663
	-9.84
	0.370851

	1qhc
	PUA
	-10.3244
	-8.765
	0.394623

	1syh
	CPW
	-8.73793
	-8.75
	0.371407

	1syi
	CPW
	-7.42743
	-8.87
	0.387063

	1tx7
	4CM
	-6.2777
	-7.1
	0.373074

	1u0g
	E4P
	-8.39594
	-7.86
	0.330827

	1u1w
	3HA
	-7.98531
	-6.81
	0.330821

	1u33
	LM2
	-6.2777
	-8.85
	0.35988

	1u71
	MXA
	-10.2056
	-9.46
	0.470129

	1upf
	URF
	-6.2777
	-6.602
	0.490236

	1utl
	PRA
	-3.36559
	-6.92
	0.362029

	1v7a
	FRC
	-10.9248
	-10.11
	0.471922

	1vfn
	HPA
	-7.64181
	-7.478
	0.460541

	1vyf
	OLA
	-10.9753
	-10.012
	0.458217

	1vyg
	ACD
	-10.9129
	-10.113
	0.511959

	1w0z
	SI1
	-10.4733
	-10.185
	0.413799

	1w13
	SM1
	-11.8663
	-10.346
	0.402983

	1w3j
	OXZ
	-8.61455
	-7.546
	0.309399

	1w5w
	BE4
	-11.9985
	-11.81
	0.450845

	1w5x
	BE5
	-11.4557
	-12.005
	0.442482

	1w5y
	BE6
	-11.5697
	-12.014
	0.352038

	1x1z
	BMP
	-15.0809
	-10.49
	0.313895

	1x8j
	AOI
	-9.49228
	-9.4
	0.403278

	1x8t
	RC1
	-10.6344
	-10.4
	0.371377

	1xap
	TTB
	-11.8663
	-10.87
	0.431423

	1xhy
	KAI
	-8.42901
	-8.754
	0.373615

	1xjd
	STU
	-12.9338
	-10.76
	0.641891

	1xk5
	TPG
	-8.18464
	-9.656
	0.438245

	1xk9
	P34
	-9.34941
	-9.207
	0.421525

	1xkk
	FMM
	-11.6261
	-11.739
	0.500683

	1xpz
	4TZ
	-9.65204
	-9.162
	0.392656

	1xq0
	4TR
	-8.65245
	-8.972
	0.384548

	1xws
	BI1
	-10.9129
	-11.04
	0.361912

	1y6r
	MTM
	-13.7959
	-10.97
	0.361883

	1ydd
	AZM
	-9.6381
	-8.28
	0.421898

	1yq7
	RIS
	-9.66487
	-8.003
	0.39295

	1z95
	198
	-9.71133
	-10.92
	0.414272

	2azr
	982
	-4.96299
	-8.05
	0.382743

	2bq7
	IID
	-9.61778
	-11.579
	0.373964

	2bz6
	346
	-9.67358
	-9.79
	0.505513

	2f7i
	26C
	-9.68094
	-7.03
	0.376651

	2fxv
	5GP
	-7.29359
	-10.49
	0.408123

	2gkl
	PD2
	-7.29359
	-6.258
	0.334101

	2gsu
	AMP
	-4.89036
	-9.217
	0.385214

	2h3e
	6PR
	-7.774
	-8.36
	0.409303

	2h6b
	3C4
	-7.34874
	-7.87
	0.413611

	2hb3
	GRL
	-15.4782
	-12.499
	0.341234

	2hnx
	PLM
	-9.65913
	-9.902
	0.396881

	2i0a
	MUI
	-15.548
	-12.341
	0.364558

	2jiw
	BEU
	-6.25447
	-7.73
	0.362521

	2jxr
	2Z3
	-9.61117
	-10.675
	0.471642

	2o4l
	TPV
	-12.5717
	-11.849
	0.371364

	2o4n
	TPV
	-10.6727
	-11.842
	0.352431

	2p16
	GG2
	-13.7733
	-12.048
	0.405166

	2q5k
	AB1
	-15.4158
	-12.536
	0.422544

	2qg0
	A94
	-7.80439
	-9.76
	0.373873

	2qi3
	MZ5
	-13.9148
	-11.37
	0.363928

	2qi4
	MZ6
	-14.2463
	-11.351
	0.32107

	2qi7
	MZ9
	-13.9243
	-12.766
	0.406718

	2qpu
	QPU
	-4.91359
	-7.029
	0.34106

	2rk8
	PPF
	-4.96299
	-6.686
	0.341696

	2uyq
	SAM
	-7.7451
	-9.76
	0.443956

	2uz9
	XAN
	-7.78597
	-6.963
	0.354161

	2v00
	V15
	-4.98933
	-7.16
	0.348061

	2vb8
	TLM
	-6.2777
	-7.76
	0.343923

	2w8w
	PLS
	-2.89864
	-7.346
	0.266861

	2wer
	RDC
	-9.61117
	-9.577
	0.390693

	2wyg
	461
	-11.8663
	-11.094
	0.384692

	2wyj
	898
	-12.277
	-10.922
	0.361651

	2x0y
	X0T
	-6.2777
	-8.093
	0.356315

	2x2r
	X2O
	-9.70977
	-9.82
	0.41322

	2x7t
	WZB
	-9.05018
	-9.54
	0.411713

	2x7u
	WZA
	-7.1922
	-9.81
	0.398471

	2xdk
	XDK
	-4.91359
	-7.19
	0.366858

	2xdl
	2DL
	-4.23197
	-7.8
	0.348245

	2xdx
	WOE
	-8.80658
	-7.84
	0.439791

	2xht
	C0Y
	-8.12818
	-9.28
	0.397102

	2xii
	TA9
	-9.81965
	-9.799
	0.361189

	2xj1
	XJ1
	-10.3029
	-11.113
	0.378761

	2xj2
	985
	-9.79491
	-10.812
	0.385363

	2xj7
	GC2
	-9.08165
	-8.361
	0.362955

	2xjg
	XJG
	-10.6727
	-9.347
	0.428065

	2xjj
	L81
	-8.87848
	-9.35
	0.352752

	2xjx
	XJX
	-12.4799
	-10.466
	0.37423

	2ya6
	DAN
	-7.774
	-7.92
	0.377734

	3acx
	673
	-7.774
	-10.44
	0.366905

	3aho
	3A2
	-9.61845
	-10.85
	0.348

	3arx
	POY
	-7.26783
	-8.713
	0.299858

	3b3x
	A33
	-4.91359
	-7.262
	0.432393

	3buh
	AED
	-4.98933
	-7.481
	0.342341

	3c2f
	PRP
	-2.72232
	-7.241
	0.485939

	3c2o
	NTM
	-4.56538
	-6.384
	0.530578

	3c2r
	PHT
	-4.23951
	-6.47
	0.471586

	3c4h
	DRL
	-7.774
	-7.93
	0.368996

	3cl0
	G39
	-9.64642
	-9.946
	0.421825

	3d4y
	MVL
	-7.774
	-7.368
	0.345281

	3d50
	OEV
	-6.50618
	-9.825
	0.340254

	3d51
	GOX
	-5.66773
	-7.21
	0.347397

	3d52
	GHR
	-4.47972
	-9.089
	0.353493

	3dx1
	YHO
	-4.87907
	-6.99
	0.342832

	3ebi
	BEY
	-9.6884
	-9.236
	0.348185

	3f7h
	419
	-9.66631
	-9.12
	0.42467

	3fhb
	GAB
	-7.774
	-7.84
	0.396663

	3fv1
	DYH
	-12.6876
	-11.09
	0.369216

	3fv2
	NDZ
	-11.0677
	-9.58
	0.360795

	3fvk
	8DX
	-12.0368
	-9.45
	0.338609

	3fvl
	BHK
	-8.27399
	-7.994
	0.359699

	3fvn
	9DX
	-9.23789
	-9.51
	0.347098

	3fx6
	BPX
	-9.27031
	-8.376
	0.356939

	3g0i
	VPR
	-4.91359
	-6.9
	0.359043

	3g2y
	GF4
	-2.72821
	-7.2
	0.330613

	3g2z
	GZ2
	-3.21458
	-7.17
	0.322689

	3g31
	GF1
	-3.93689
	-7.09
	0.309419

	3g32
	3G3
	-5.06383
	-7.013
	0.335841

	3g34
	1CE
	-4.03586
	-7.061
	0.326921

	3g35
	F13
	-6.38099
	-7.809
	0.32231

	3g5k
	BB2
	-12.9902
	-11.62
	0.386623

	3gba
	DYH
	-12.3746
	-10.28
	0.348998

	3gbb
	MS8
	-9.41183
	-10.17
	0.397785

	3ge7
	AFQ
	-11.8663
	-10.14
	0.366596

	3gi4
	K60
	-14.7267
	-11.953
	0.401476

	3gi5
	K62
	-15.3078
	-13.968
	0.400224

	3gi6
	D78
	-15.3078
	-11.95
	0.393002

	3gr2
	GF4
	-3.44148
	-7.43
	0.326348

	3gtc
	GTC
	-3.20127
	-7.73
	0.325507

	3gv9
	GV9
	-2.89864
	-6.48
	0.323919

	3hkq
	1SD
	-7.28704
	-8.472
	0.383274

	3hky
	IX6
	-9.68094
	-10.567
	0.358585

	3hp9
	CF1
	-6.25447
	-7.86
	0.378203

	3i4y
	35C
	-9.61117
	-8.3
	0.398274

	3i6o
	GR6
	-14.1141
	-12.53
	0.419854

	3i7e
	DJR
	-14.8058
	-11.588
	0.450435

	3jvr
	AGX
	-7.80752
	-9.661
	0.410708

	3jvs
	AGY
	-8.91799
	-8.5
	0.436219

	3k4q
	IHS
	-7.28057
	-8.79
	0.388489

	3kku
	B95
	-7.774
	-9.461
	0.323795

	3ldq
	3P1
	-7.31777
	-8.331
	0.362939

	3mf5
	HJZ
	-7.31777
	-8.081
	0.390073

	3mfv
	Z70
	-3.44148
	-7.23
	0.418736

	3mfw
	B3U
	-4.80558
	-7.5
	0.388892

	3mhw
	ABV
	-3.13531
	-7.67
	0.38969

	3mjl
	2AI
	-3.33346
	-6.076
	0.438279

	3nee
	B72
	-7.28057
	-7.645
	0.436675

	3neo
	G24
	-8.07663
	-8.471
	0.407538

	3nes
	B72
	-7.66599
	-8.425
	0.400506

	3nex
	G24
	-8.18464
	-8.399
	0.402223

	3o9e
	A60
	-15.4158
	-11.47
	0.380103

	3oil
	VZ5
	-7.7451
	-9.63
	0.400193

	3ovn
	MPV
	-3.48235
	-6.71
	0.487576

	3pce
	3HP
	-2.72821
	-6.715
	0.396075

	3pcn
	DHY
	-4.98933
	-6.897
	0.387582

	3po6
	DT9
	-9.62921
	-9.189
	0.378001

	3ps1
	ZH2
	-13.8783
	-11.632
	0.425484

	3qt6
	2P0
	-7.32052
	-10.07
	0.383857

	3s0d
	CTV
	-9.61117
	-8.59
	0.383027

	3st5
	G89
	-15.4158
	-13.281
	0.403587

	3t0d
	149
	-3.2282
	-7.17
	0.329943

	3tif
	ADP
	-7.33446
	-9.94
	0.402215

	3udd
	34M
	-9.6884
	-10.81
	0.388577

	3vhk
	BPK
	-6.2777
	-9.436
	0.405314

	3wvm
	STE
	-7.789
	-10.422
	0.406278

	3zdg
	XRX
	-9.6884
	-8.45
	0.452018

	3zdh
	XRS
	-10.0218
	-8.46
	0.431246

	4abg
	91B
	-4.86581
	-8.12
	0.378749

	4agl
	P84
	-4.97601
	-9.37
	0.377616

	4agm
	P86
	-5.42752
	-9.185
	0.415044

	4ago
	P74
	-6.5609
	-10.17
	0.413227

	4agq
	P96
	-6.83858
	-10.8
	0.382428

	4azg
	OAN
	-9.68802
	-9.623
	0.334719

	4bc5
	5FX
	-6.2777
	-7.72
	0.334848

	4bcs
	BTN
	-9.53124
	-8.493
	0.318512

	4bi6
	PGA
	-5.38245
	-7.48
	0.354737

	4bi7
	PGA
	-6.24542
	-6.518
	0.35815

	4bj8
	BTN
	-11.3083
	-9.09
	0.435648

	4bkt
	QD0
	-4.93778
	-7.495
	0.334458

	4bny
	36I
	-9.68094
	-10.06
	0.365024

	4bs0
	6NT
	-7.774
	-7.54
	0.282502

	4c1y
	MFB
	-4.91123
	-7.33
	0.393915

	4c5d
	X0R
	-7.36337
	-10.55
	0.407208

	4c6u
	TLG
	-6.26365
	-8.23
	0.37787

	4cjq
	VXO
	-4.89954
	-9.415
	0.405322

	4ck3
	K1T
	-4.87241
	-8.81
	0.432419

	4cl6
	7SB
	-7.35601
	-10.06
	0.383176

	4cpy
	G39
	-8.60562
	-9.658
	0.35106

	4cwq
	W2D
	-9.62448
	-9.98
	0.323563

	4det
	KMP
	-7.7451
	-7.25
	0.397617

	4dkp
	0LL
	-7.80439
	-9.92
	0.414995

	4e0x
	KAI
	-9.71133
	-9.675
	0.369182

	4efk
	0OC
	-3.40324
	-7.04
	0.400233

	4ej8
	1F1
	-7.34874
	-7.29
	0.358225

	4ejl
	IOP
	-7.01515
	-6.93
	0.380271

	4f2w
	TDI
	-15.4158
	-10.65
	0.360415

	4f39
	KAI
	-7.77996
	-8.88
	0.370955

	4f3k
	HCE
	-13.8609
	-11.36
	0.380685

	4ffs
	BIG
	-14.2463
	-11.741
	0.280933

	4fp1
	BFM
	-6.23211
	-7.19
	0.326117

	4g0q
	C5P
	-3.44148
	-7.06
	0.389044

	4g0y
	AMP
	-3.14004
	-6.7
	0.388896

	4g8y
	0FT
	-6.25904
	-7.64
	0.405451

	4gbd
	MCF
	-15.44
	-11.781
	0.367275

	4ghi
	0X3
	-9.67358
	-10.16
	0.461448

	4h3j
	10W
	-9.61117
	-10.56
	0.359111

	4ibb
	1DK
	-4.86647
	-7.906
	0.361043

	4ibc
	12G
	-4.06398
	-8.122
	0.346178

	4ibd
	1DL
	-5.00405
	-7.659
	0.375198

	4ibe
	11Y
	-5.66267
	-7.664
	0.348286

	4ibf
	1D5
	-6.04866
	-8.3
	0.371033

	4ibg
	1D6
	-5.41083
	-8.921
	0.368473

	4ibj
	1D9
	-5.90372
	-8.806
	0.357387

	4ibk
	1DE
	-5.86234
	-8.11
	0.375492

	4iuo
	QIC
	-4.96299
	-8.2
	0.375727

	4j28
	EAT
	-7.774
	-7.842
	0.334114

	4jal
	SAH
	-6.2777
	-9.07
	0.375939

	4jsz
	FB2
	-3.13885
	-6.37
	0.370394

	4kz7
	1U5
	-3.40324
	-7.14
	0.31818

	4l2l
	1V6
	-7.774
	-9.632
	0.313487

	4l4z
	D5X
	-7.7451
	-7.95
	0.385892

	4l50
	D8X
	-8.26037
	-9.75
	0.360685

	4l51
	HSX
	-4.09529
	-7.33
	0.353319

	4lxd
	1XV
	-9.86133
	-11.07
	0.432157

	4ngm
	JB7
	-14.1154
	-11.81
	0.354792

	4oc5
	2QM
	-9.64503
	-11.38
	0.37497

	4ocq
	A2G
	-6.28485
	-7.89
	0.369266

	4or4
	M7G
	-6.23651
	-8.29
	0.416764

	4p58
	2F6
	-6.2777
	-7.7
	0.375382

	4q7v
	5MH
	-4.89036
	-7.117
	0.372693

	4q8x
	7FH
	-4.868
	-7.07
	0.36394

	4q90
	4H2
	-2.93952
	-7.234
	0.377809

	4q9y
	M3T
	-7.7451
	-7.78
	0.393191

	4qew
	31P
	-9.6381
	-8.572
	0.367223

	4qsu
	TDR
	-2.72821
	-6.52
	0.427614

	4tjz
	DKA
	-8.14456
	-7.772
	0.408945

	4tkb
	DAO
	-7.62776
	-8.753
	0.412387

	4tkh
	MYR
	-7.8234
	-9.34
	0.412403

	4tkj
	PLM
	-8.23856
	-9.791
	0.412447

	4tmn
	0PK
	-13.8695
	-10.388
	0.416608

	4u5o
	3D5
	-3.30143
	-8.725
	0.342152

	4uj2
	NVV
	-9.68094
	-10.086
	0.396551

	4wt2
	3UD
	-14.2143
	-11.69
	0.356275

	4x8u
	3ZB
	-3.35015
	-7.88
	0.382951

	4xiq
	40Y
	-9.6381
	-9.756
	0.358323

	4y0a
	SKM
	-3.1448
	-6.82
	0.444329

	4y3y
	DCL
	-3.20127
	-6.73
	0.387486

	4ynb
	4EH
	-14.1411
	-11.499
	0.347548

	4yrd
	3IT
	-6.23211
	-6.75
	0.387201

	4zx4
	4TL
	-9.69594
	-9.373
	0.306261

	4zzz
	FSU
	-9.63125
	-9.14
	0.385688

	5b25
	4QJ
	-13.9638
	-11.412
	0.375589

	5c8n
	4YX
	-10.3029
	-10.936
	0.46531

	5cap
	4ZH
	-9.93615
	-10.734
	0.445982

	5caq
	4ZJ
	-11.6885
	-10.913
	0.448404

	5cas
	4ZQ
	-12.0776
	-11.149
	0.469368

	5cau
	4ZR
	-11.9985
	-10.994
	0.456741

	5cbm
	4ZN
	-10.5985
	-8.633
	0.35266

	5chk
	55R
	-7.34586
	-8.525
	0.497952

	5cs3
	EP1
	-2.93952
	-7.46
	0.71624

	5cxa
	55L
	-10.9753
	-10.16
	0.446809

	5cy9
	E0A
	-9.08706
	-9.057
	0.344029

	5czm
	R47
	-11.3477
	-11.43
	0.441788

	5d0c
	E0B
	-7.68099
	-9.547
	0.364985

	5d0r
	B1T
	-8.68463
	-9.41
	0.412869

	5d24
	L26
	-7.14324
	-8.711
	0.367772

	5d25
	56M
	-8.59528
	-9.65
	0.40398

	5d26
	L28
	-8.30948
	-8.176
	0.432691

	5d3c
	56O
	-14.1839
	-11
	0.533987

	5d3h
	57G
	-6.96018
	-10.01
	0.387703

	5d3j
	L33
	-7.15355
	-8.676
	0.366843

	5d3l
	57F
	-8.26037
	-8.477
	0.446631

	5d3n
	L40
	-6.86993
	-8.232
	0.39359

	5d3p
	57E
	-6.99892
	-8.317
	0.363952

	5d3t
	56Y
	-6.71252
	-8.075
	0.398186

	5dgu
	5B7
	-15.4782
	-13.948
	0.367745

	5dgw
	5B5
	-15.0676
	-12.985
	0.325534

	5dlx
	5D2
	-7.774
	-9.447
	0.395255

	5e2r
	520
	-9.63672
	-9.436
	0.394545

	5f5z
	5VY
	-9.6381
	-9.989
	0.488986

	5f60
	5VZ
	-10.0487
	-10.13
	0.412823

	5f61
	5W0
	-10.1707
	-10.57
	0.482318

	5gsa
	73K
	-9.66631
	-9.9
	0.379441

	5h8g
	5Y4
	-14.0734
	-11.116
	0.432086

	5hva
	DUP
	-9.6381
	-7.358
	0.262258

	5hwu
	DUP
	-7.19109
	-8.24
	0.418504

	5hz5
	65X
	-9.6381
	-9.63
	0.404301

	5k0h
	6PK
	-9.67358
	-10.88
	0.430852

	5k9w
	OTA
	-6.25447
	-7.75
	0.415877

	5ka1
	OTA
	-6.11323
	-7.8
	0.381335

	5ka7
	OTA
	-5.92948
	-7.329
	0.38012

	5ka9
	OTA
	-6.01426
	-7.485
	0.367949

	5kab
	OTA
	-6.38099
	-7.568
	0.395812

	5kad
	OTA
	-6.04545
	-7.51
	0.409217

	5ko5
	CYT
	-6.23211
	-6.573
	0.358282

	5l2s
	6ZV
	-9.65913
	-10.87
	0.391193

	5l4m
	SBK
	-7.28057
	-7.5
	0.439486

	5l9l
	GOP
	-9.6854
	-10.94
	0.310429

	5lle
	V51
	-13.9437
	-9.58
	0.416865

	5lli
	6Z3
	-9.61117
	-9.327
	0.446374

	5lvr
	78Y
	-4.91359
	-6.81
	0.339038

	5lz4
	7BW
	-7.774
	-8.562
	0.328444

	5mpn
	YE5
	-9.64503
	-8.498
	0.344256

	5mro
	Q9P
	-7.774
	-8.54
	0.430508

	5mxf
	MFU
	-4.89036
	-7.36
	0.333065

	5mz8
	SIN
	-3.15082
	-6.668
	0.330475

	5n18
	8HZ
	-7.7451
	-8.327
	0.399002

	5o2d
	9HH
	-7.7451
	-9.71
	0.346587

	5oqu
	A4B
	-4.92799
	-8.817
	0.491144

	5orh
	A4N
	-5.98463
	-7.07
	0.405161

	5orj
	A4Q
	-6.50618
	-8.821
	0.423661

	5osl
	A9K
	-4.67339
	-6.73
	0.439532

	5ost
	AEZ
	-6.22556
	-8.49
	0.35552

	5otz
	AUT
	-7.07574
	-6.75
	0.4012

	5ovr
	AXK
	-6.22774
	-8.846
	0.410851

	5ovx
	AY5
	-6.14267
	-8.156
	0.413079

	5u0g
	7QY
	-6.24993
	-9.076
	0.380781

	5u11
	7PS
	-7.29359
	-8.56
	0.370126

	5u14
	7PV
	-7.28057
	-9.34
	0.373045

	5ula
	5MJ
	-9.70359
	-9.591
	0.326363

	5ulp
	KB1
	-6.29453
	-11.52
	0.394902

	5upj
	UIN
	-9.71918
	-9.432
	0.464558

	5uxf
	2BA
	-9.63125
	-11.8
	0.351253

	5v82
	96Y
	-13.8524
	-11.23
	0.388122

	5vc3
	DB8
	-9.69975
	-11.55
	0.452472

	5vd2
	34W
	-9.69065
	-10.41
	0.449851

	5wp5
	SAH
	-7.28057
	-8.85
	0.38669

	5y8y
	8PX
	-9.66631
	-8.331
	0.383481

	5zc5
	09I
	-9.62448
	-8.953
	0.405507

	5zg0
	9C3
	-9.66631
	-9.296
	0.391945

	5zg1
	9C0
	-10.5326
	-9.98
	0.361974

	5zg3
	9C6
	-9.84158
	-9.884
	0.359414

	5zyl
	9MC
	-9.62448
	-11.24
	0.312169

	6bdy
	SFG
	-7.76227
	-7.953
	0.3547

	6bm5
	SAM
	-7.97275
	-7.875
	0.344575

	6bm6
	SAH
	-6.38666
	-8.475
	0.359723

	6c0s
	EEJ
	-9.61778
	-11.65
	0.397343

	6dpt
	H7M
	-9.70359
	-8.149
	0.336805

	6dpx
	H7G
	-8.02921
	-8.104
	0.322828

	6dpy
	H7A
	-5.58862
	-8.74
	0.333001

	6dpz
	H7D
	-4.89264
	-7.651
	0.314721

	6dyv
	OS3
	-14.4391
	-11.056
	0.32949

	6dyw
	OS5
	-14.2463
	-10.87
	0.359126

	6dyy
	OS6
	-14.3952
	-12.012
	0.337858

	6dyz
	OS2
	-12.5507
	-10.43
	0.34956

	6dz0
	OS3
	-12.3136
	-10.48
	0.341969

	6ep4
	DME
	-7.29359
	-9.76
	0.345962

	6eqp
	BUW
	-8.12818
	-8.808
	0.362392

	6eyb
	C3Z
	-7.33165
	-10.034
	0.344231

	6f9g
	PUT
	-7.774
	-6.96
	0.388975

	6fe0
	V90
	-8.84144
	-9.456
	0.368062

	6fe1
	V14
	-11.5697
	-9.76
	0.354554

	6fgg
	D9B
	-6.50618
	-8.432
	0.404321

	6fhq
	DE5
	-3.36733
	-6.26
	0.590539

	6fnr
	DYT
	-7.61857
	-7.052
	0.393434

	6g2f
	EHW
	-7.04901
	-8.56
	0.39728

	6g2l
	EJ8
	-9.77722
	-11.09
	0.386887

	6g2m
	O84
	-10.6687
	-11.8
	0.387915

	6g2o
	EJE
	-9.23439
	-9.17
	0.442862

	6g2r
	EJK
	-12.8989
	-9.25
	0.390959

	6g98
	ER5
	-8.38754
	-10.378
	0.395413

	6g9u
	ETK
	-8.77366
	-9.907
	0.332532

	6gxq
	FFZ
	-9.6854
	-11.18
	0.370297

	6hd6
	FYH
	-7.774
	-10.412
	0.420693

	6hrq
	GM5
	-9.66849
	-9.608
	0.364035

	6ht1
	GQ5
	-9.70359
	-9.71
	0.463119

	6md0
	OLA
	-8.04304
	-9.79
	0.426225

	6md8
	J84
	-3.24214
	-7.605
	0.332276

	6mjf
	SAH
	-7.04208
	-9.5
	0.406895

	6mll
	N1G
	-4.94025
	-8.207
	0.338982

	6n8x
	KFY
	-7.774
	-10.08
	0.347886

	6np5
	9CS
	-6.23211
	-8.77
	0.381126

	6o5g
	LMJ
	-7.774
	-8.16
	0.56615

	6olx
	KFY
	-7.33446
	-9.83
	0.353921

	6oqb
	N0J
	-14.0517
	-11.1
	0.446589

	6oqc
	N0S
	-14.1839
	-11.67
	0.337862

	6p87
	O4P
	-6.2683
	-9.736
	0.317635

	6p89
	O4A
	-6.83432
	-9.19
	0.314927

	6p8a
	O4D
	-4.90186
	-9.815
	0.322052

	6pg4
	OHG
	-4.89036
	-5.658
	0.340194

	6pgb
	OJG
	-6.2777
	-9.773
	0.353629

	6pgc
	OJJ
	-7.29359
	-10.203
	0.282577

	6pge
	OJM
	-4.93778
	-7.704
	0.350491

	6q60
	HJH
	-7.78296
	-8.493
	0.428154

	6qe0
	HZ2
	-6.2777
	-11.26
	0.332223

	6qge
	J1E
	-7.7451
	-10.35
	0.417823

	6qls
	HRK
	-7.29359
	-8.264
	0.416563

	6r4k
	JSK
	-6.91681
	-9.604
	0.355335

	6r8l
	JUZ
	-8.42189
	-9.85
	0.335075

	6r8w
	JVH
	-8.07663
	-9.75
	0.313222

	6r9x
	JW2
	-4.03586
	-7.42
	0.322457

	6rfn
	K3W
	-9.13959
	-11.04
	0.408574

	6rfw
	K1Q
	-8.86712
	-10.84
	0.389885

	6rnt
	2AM
	-3.2282
	-7.12
	0.401321

	6u5y
	Q0M
	-9.76857
	-8.976
	0.404624

	6u6w
	Q0Y
	-7.26657
	-9.2
	0.357361

	6u8b
	Q1M
	-8.68325
	-8.532
	0.371641

	6u8o
	Q1G
	-8.92003
	-8.111
	0.311714

	6udt
	Q4V
	-13.6411
	-10.67
	0.396847

	6udu
	Q4Y
	-12.6876
	-10.85
	0.374931

	6udv
	Q51
	-14.04
	-11.3
	0.408507

	7upj
	INU
	-11.5879
	-10.81
	0.453891

	8a3h
	IDC
	-5.53216
	-7.958
	0.337821

	8cpa
	AGF
	-12.4799
	-11.223
	0.404527
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Table S2. Complex name, experimental and predicted binding energy value along with RMSD value of metallo-protein ligand complexes.

	Protein
	Ligand
	EBA
	PBA
	RMSD (Å)

	Ca containing metallo-protein complexes

	1alw
	ISA
	-8.898
	-8.318
	0.427

	1ax0
	A2G
	-4.266
	-7.900
	0.374

	1b8y
	IN7
	-10.714
	-10.950
	0.501

	1bju
	GP6
	-6.542
	-10.220
	0.388

	1bjv
	GP8
	-7.554
	-8.792
	0.412

	1bty
	BEN
	-6.459
	-8.530
	0.403

	1c1r
	BAI
	-10.407
	-8.593
	0.435

	1c3x
	8IG
	-5.017
	-8.447
	0.460

	1c5q
	ESI
	-8.671
	-8.089
	0.414

	1c5s
	ESX
	-8.185
	-7.620
	0.410

	1c5t
	ESP
	-5.589
	-7.410
	0.405

	1cgl
	0ED
	-9.371
	-11.570
	0.533

	1ciz
	DPS
	-10.154
	-11.325
	0.486

	1dhi
	MTX
	-9.903
	-9.610
	0.414

	1dhj
	MTX
	-8.937
	-9.583
	0.429

	1eb2
	BPO
	-8.197
	-9.017
	0.368

	1ela
	0Z1
	-8.671
	-9.268
	0.436

	1elb
	0Z4
	-9.760
	-10.143
	0.420

	1elc
	0Z3
	-9.082
	-9.893
	0.425

	1eld
	0Z0
	-9.138
	-9.566
	0.404

	1ele
	0QN
	-9.349
	-9.261
	0.446

	1ezq
	RPR
	-12.339
	-10.554
	0.399

	1f0r
	815
	-10.446
	-10.029
	0.429

	1f0s
	PR2
	-10.565
	-9.840
	0.456

	1f0t
	PR1
	-8.185
	-8.810
	0.365

	1f0u
	RPR
	-9.769
	-9.274
	0.365

	1f8b
	DAN
	-7.363
	-7.944
	0.400

	1f8d
	9AM
	-4.635
	-8.280
	0.394

	1f8e
	49A
	-6.580
	-8.600
	0.385

	1fjs
	Z34
	-13.585
	-9.889
	0.397

	1g36
	R11
	-9.786
	-9.258
	0.396

	1g3d
	108
	-7.575
	-8.660
	0.360

	1g3e
	109
	-7.334
	-7.988
	0.342

	1ghy
	121
	-11.045
	-7.944
	0.482

	1ghz
	120
	-6.542
	-8.870
	0.415

	1gi1
	BMZ
	-7.460
	-8.310
	0.410

	1gi4
	122
	-9.804
	-8.440
	0.391

	1gj6
	132
	-9.549
	-9.860
	0.407

	1h4w
	BEN
	-6.353
	-8.310
	0.347

	1j14
	BEN
	-6.128
	-8.710
	0.391

	1j16
	BEN
	-5.245
	-8.010
	0.385

	1jao
	0D3
	-8.077
	-10.039
	0.478

	1jaq
	01S
	-6.113
	-9.420
	0.520

	1k1i
	FD1
	-8.974
	-10.530
	0.384

	1k1j
	FD2
	-10.303
	-9.520
	0.408

	1k1l
	FD3
	-9.417
	-9.720
	0.396

	1k1m
	FD4
	-10.092
	-8.790
	0.408

	1k1n
	CCR
	-9.297
	-10.980
	0.371

	1k1o
	IGN
	-8.417
	-8.843
	0.378

	1ksn
	FXV
	-12.820
	-11.061
	0.406

	1lpg
	IMA
	-9.666
	-10.990
	0.386

	1lpk
	CBB
	-10.303
	-9.748
	0.424

	1lpz
	CMB
	-10.370
	-11.245
	0.413

	1lvu
	9PP
	-7.255
	-8.828
	25.569

	1mmr
	SRS
	-7.363
	-8.688
	0.458

	1mq5
	XLC
	-12.277
	-11.597
	0.418

	1mq6
	XLD
	-15.216
	-10.904
	0.435

	1nfu
	RRP
	-10.565
	-11.201
	0.451

	1nfw
	RRR
	-12.221
	-10.826
	0.440

	1nfx
	RDR
	-11.626
	-10.853
	0.431

	1nfy
	RTR
	-12.122
	-10.434
	0.430

	1o2h
	CR3
	-9.777
	-10.510
	0.429

	1o2j
	656
	-9.441
	-9.058
	0.431

	1o2n
	762
	-8.309
	-9.550
	0.408

	1o2o
	950
	-8.671
	-9.045
	0.420

	1o2q
	991
	-10.473
	-9.280
	0.405

	1o2r
	CR9
	-7.113
	-8.747
	0.451

	1o2w
	847
	-7.985
	-8.400
	0.393

	1o2z
	312
	-8.332
	-8.975
	0.400

	1o30
	693
	-9.234
	-8.585
	0.428

	1o33
	801
	-7.836
	-8.200
	0.398

	1o35
	802
	-6.821
	-8.570
	0.400

	1o36
	607
	-8.128
	-8.865
	0.384

	1o38
	653
	-9.309
	-8.935
	0.412

	1o3d
	780
	-9.727
	-9.087
	0.411

	1o3f
	696
	-10.856
	-9.408
	0.418

	1o3i
	907
	-9.959
	-8.833
	0.409

	1o3j
	334
	-9.234
	-9.030
	0.424

	1o3l
	678
	-8.918
	-8.468
	0.397

	1o5g
	CR9
	-6.764
	-9.816
	0.489

	1os0
	0PQ
	-8.228
	-10.130
	0.350

	1oss
	BEN
	-6.527
	-8.450
	0.342

	1oxr
	AIN
	-7.085
	-7.540
	0.444

	1ppc
	MID
	-8.404
	-9.512
	0.373

	1pph
	0ZG
	-8.077
	-10.170
	0.412

	1qb6
	623
	-8.267
	-10.510
	0.410

	1qb9
	806
	-10.154
	-9.325
	0.289

	1qbo
	711
	-10.565
	-10.360
	0.398

	1qf0
	TI2
	-10.063
	-10.241
	0.379

	1qf1
	TI1
	-9.984
	-11.770
	0.388

	1qf2
	TI3
	-8.077
	-9.951
	0.305

	1ql7
	ZEN
	-6.821
	-8.993
	0.391

	1td7
	NFL
	-5.956
	-8.420
	0.399

	1tlp
	RDF
	-10.303
	-9.470
	0.400

	1tmn
	0ZN
	-9.959
	-8.765
	0.393

	1tng
	AMC
	-3.999
	-7.610
	0.382

	1tnh
	FBA
	-4.592
	-6.830
	0.376

	1tni
	PBN
	-5.456
	-7.450
	0.392

	1tx7
	4CM
	-6.278
	-8.040
	0.383

	1u33
	LM2
	-6.278
	-8.085
	0.371

	1ucn
	ADP
	-7.123
	-7.900
	0.448

	1usn
	IN9
	-10.565
	-9.967
	0.529

	1utj
	ABN
	-5.240
	-7.310
	0.363

	1utl
	PRA
	-3.366
	-7.760
	0.361

	1utm
	PEA
	-4.109
	-7.330
	0.436

	1utn
	ABN
	-4.766
	-6.490
	0.427

	1uto
	PEA
	-3.102
	-7.920
	0.418

	1v2j
	BEN
	-4.430
	-7.970
	0.437

	1v2k
	ZEN
	-8.440
	-9.880
	0.354

	1v2l
	BEN
	-5.855
	-8.480
	0.391

	1v2n
	BBA
	-8.052
	-11.500
	0.372

	1v2o
	ANH
	-6.458
	-8.670
	0.365

	1v2r
	ANH
	-4.849
	-8.780
	0.396

	1v2s
	BEN
	-5.685
	-8.550
	0.375

	1v2t
	ANH
	-6.423
	-8.310
	0.395

	1v2u
	BEN
	-4.596
	-7.930
	0.383

	1v2w
	ANH
	-5.470
	-8.220
	0.367

	1x8j
	AOI
	-9.492
	-9.047
	0.397

	1xka
	4PP
	-9.389
	-10.860
	0.458

	1xug
	BAB
	-9.611
	-9.730
	0.407

	1yp9
	UIZ
	-6.975
	-9.990
	0.393

	1z9g
	RRT
	-7.691
	-8.100
	0.382

	1zdp
	TIO
	-7.836
	-8.380
	0.390

	1zs0
	EIN
	-8.396
	-10.126
	0.513

	1zvx
	FIN
	-12.580
	-10.379
	0.502

	2boh
	IIA
	-11.626
	-10.675
	0.402

	2boj
	ARW
	-7.870
	-7.321
	14.263

	2bz6
	346
	-9.674
	-10.420
	0.486

	2bza
	ABN
	-3.821
	-6.310
	0.369

	2d1n
	FA4
	-11.124
	-11.770
	0.500

	2d1o
	FA4
	-10.502
	-11.170
	0.491

	2e7f
	C2F
	-8.324
	-10.110
	0.390

	2fx6
	270
	-5.046
	-8.500
	0.356

	2gvv
	DI9
	-5.324
	-8.020
	0.408

	2j4i
	GSJ
	-12.277
	-10.611
	0.389

	2j78
	GOX
	-8.752
	-8.370
	0.311

	2j94
	G15
	-8.556
	-8.170
	0.386

	2j95
	GSX
	-11.456
	-11.700
	0.410

	2jdm
	MFU
	-7.369
	-7.392
	0.401

	2jdu
	MFU
	-9.169
	-7.627
	0.374

	2jkh
	BI7
	-10.975
	-9.819
	0.440

	2mas
	PIR
	-10.262
	-8.641
	0.417

	2ogy
	C2F
	-6.110
	-8.456
	0.349

	2p16
	GG2
	-13.773
	-11.220
	0.418

	2pwd
	NOJ
	-5.999
	-7.220
	0.368

	2pwg
	CTS
	-6.580
	-8.370
	0.380

	2qpu
	QPU
	-4.914
	-7.970
	0.337

	2qw1
	3MG
	-5.324
	-7.930
	0.323

	2qwb
	SIA
	-3.738
	-7.715
	0.397

	2qwc
	DAN
	-4.846
	-7.495
	0.379

	2qwd
	4AM
	-6.621
	-8.040
	0.390

	2qwf
	G20
	-7.728
	-9.110
	0.393

	2ri9
	LDY
	-4.395
	-7.340
	0.378

	2tmn
	0FA
	-8.029
	-7.034
	0.387

	2usn
	IN8
	-8.878
	-9.610
	0.487

	2uwp
	894
	-9.293
	-9.677
	0.389

	2vh0
	GSI
	-11.607
	-11.313
	0.367

	2vk6
	DAN
	-7.231
	-7.630
	0.375

	2vmc
	NGA
	-4.010
	-8.070
	0.341

	2vmd
	MBG
	-4.123
	-7.850
	0.369

	2vrj
	NCW
	-8.595
	-8.833
	0.329

	2vvc
	LZF
	-11.626
	-11.222
	0.417

	2vvu
	H22
	-11.045
	-11.451
	0.407

	2vvv
	H21
	-11.215
	-10.569
	0.395

	2vwl
	LZH
	-9.579
	-10.788
	0.384

	2vwm
	LZI
	-9.592
	-10.620
	0.456

	2vwn
	H25
	-10.913
	-11.875
	0.364

	2vwo
	LZG
	-10.243
	-10.750
	0.378

	2vzr
	GCU
	-5.837
	-7.750
	0.310

	2w4x
	STZ
	-6.621
	-7.940
	0.385

	2wca
	NP6
	-7.642
	-8.907
	0.368

	2wor
	2AN
	-5.324
	-7.770
	0.508

	2wos
	6AN
	-5.324
	-7.963
	0.458

	2xbv
	XBV
	-11.502
	-11.234
	0.371

	2xbw
	455
	-10.913
	-11.165
	0.380

	2xbx
	RR8
	-10.673
	-11.104
	0.394

	2xc0
	8NC
	-9.162
	-10.969
	0.400

	2xc4
	IVK
	-10.975
	-11.265
	0.382

	2xn5
	FUN
	-9.123
	-9.720
	0.365

	2y7x
	MZA
	-12.122
	-8.829
	0.397

	2y7z
	C0Z
	-11.866
	-11.467
	0.373

	2y80
	439
	-10.975
	-10.250
	0.411

	2y81
	931
	-11.866
	-10.489
	0.375

	2y82
	930
	-11.456
	-10.621
	0.427

	2yay
	DUP
	-8.317
	-8.464
	0.370

	2yaz
	UMP
	-7.007
	-10.600
	0.380

	2yb0
	DUR
	-5.257
	-9.020
	0.368

	2yhw
	BM3
	-7.642
	-9.900
	0.394

	2zdk
	50U
	-8.687
	-9.470
	0.372

	2zdl
	45U
	-8.725
	-10.590
	0.408

	2zdn
	49U
	-8.526
	-9.310
	0.409

	2zft
	10U
	-8.898
	-10.030
	0.410

	2zq2
	13U
	-8.947
	-10.170
	0.351

	3aas
	GUS
	-6.150
	-9.390
	0.389

	3c56
	PH4
	-10.757
	-9.690
	0.367

	3ckz
	ZMR
	-11.897
	-9.335
	0.427

	3cl0
	G39
	-9.646
	-9.662
	0.415

	3cs7
	LG0
	-14.566
	-10.615
	0.423

	3ehx
	BDL
	-10.370
	-10.710
	0.398

	3ehy
	TBL
	-7.985
	-8.815
	0.407

	3f15
	HS1
	-11.054
	-9.780
	0.393

	3f16
	HS3
	-11.224
	-9.640
	0.399

	3f17
	HS4
	-11.768
	-9.054
	0.405

	3f18
	HS5
	-10.099
	-9.130
	0.392

	3f19
	HS6
	-9.803
	-8.550
	0.401

	3f1a
	HS7
	-9.841
	-8.840
	0.415

	3fcq
	M3S
	-3.778
	-8.160
	0.384

	3ga5
	RGG
	-7.496
	-8.499
	0.306

	3gs6
	NP6
	-8.983
	-9.020
	0.376

	3gsm
	VPU
	-8.841
	-9.760
	0.382

	3gy2
	BRN
	-7.836
	-8.870
	0.384

	3gy3
	PNT
	-7.676
	-10.840
	0.464

	3gy4
	PBZ
	-6.953
	-6.840
	0.368

	3gy7
	BEN
	-6.170
	-7.870
	0.349

	3hcm
	S45
	-4.503
	-8.240
	0.537

	3i9g
	S1P
	-12.221
	-10.589
	0.393

	3k37
	BCZ
	-12.169
	-10.180
	0.397

	3kek
	3EK
	-11.399
	-10.512
	0.515

	3kqr
	OPE
	-6.049
	-7.290
	0.428

	3lir
	EEC
	-9.446
	-11.000
	0.447

	3liw
	RUP
	-10.370
	-10.667
	0.474

	3ljg
	EEF
	-10.545
	-11.030
	0.466

	3ljo
	11U
	-9.033
	-8.997
	0.383

	3ljz
	LA3
	-11.099
	-11.640
	0.465

	3lk8
	Z79
	-10.511
	-9.072
	0.366

	3lka
	M4S
	-3.852
	-6.970
	0.403

	3m35
	M35
	-9.851
	-9.328
	0.381

	3m36
	M35
	-13.401
	-10.980
	0.393

	3m37
	M37
	-12.333
	-11.120
	0.401

	3n2u
	D3X
	-10.701
	-9.700
	0.404

	3n2v
	JT5
	-10.243
	-9.261
	0.330

	3n35
	A2G
	-4.591
	-8.000
	0.380

	3nkk
	JLZ
	-6.410
	-7.980
	0.353

	3nx7
	NHK
	-11.054
	-9.325
	0.398

	3o84
	HTJ
	-9.871
	-9.092
	0.300

	3q2j
	CKI
	-5.702
	-7.439
	0.422

	3q7q
	GNP
	-7.703
	-7.821
	0.523

	3qlm
	PLM
	-8.683
	-9.289
	0.494

	3std
	MQ0
	-15.160
	-10.779
	0.439

	3ts4
	EEG
	-11.897
	-11.300
	0.399

	3tsk
	QEG
	-9.786
	-11.730
	0.396

	3tt4
	E1S
	-11.289
	-11.530
	0.455

	3tvc
	E3P
	-10.565
	-11.680
	0.489

	3zyf
	147
	-6.617
	-7.940
	0.357

	456c
	CBP
	-13.327
	-9.852
	0.590

	4a6s
	GS9
	-7.094
	-7.880
	0.405

	4a7i
	A7I
	-11.866
	-9.790
	0.399

	4ab9
	VXQ
	-4.545
	-7.810
	0.379

	4aba
	SW1
	-5.204
	-7.620
	0.381

	4abb
	K9S
	-6.150
	-7.260
	0.406

	4abd
	SW2
	-5.999
	-7.710
	0.400

	4abe
	913
	-4.635
	-8.000
	0.385

	4abf
	513
	-6.302
	-7.040
	0.371

	4abg
	91B
	-4.866
	-7.900
	0.378

	4abh
	7Z3
	-5.659
	-7.350
	0.393

	4ayq
	MVL
	-9.996
	-8.328
	0.315

	4ayu
	N8P
	-6.453
	-7.810
	0.382

	4b5w
	PYR
	-4.540
	-7.740
	0.459

	4b7j
	G39
	-10.851
	-10.005
	0.394

	4bb9
	F1P
	-8.185
	-8.242
	0.314

	4c1y
	MFB
	-4.911
	-7.390
	0.393

	4cpy
	G39
	-8.606
	-9.692
	0.352

	4cpz
	ZMR
	-10.478
	-10.440
	0.374

	4deu
	NAR
	-7.694
	-8.222
	0.417

	4efs
	E37
	-11.734
	-11.770
	0.490

	4elf
	35I
	-10.950
	-9.919
	0.374

	4f5y
	C2E
	-7.410
	-9.510
	0.444

	4gql
	R47
	-13.075
	-12.060
	0.517

	4gqq
	0XR
	-3.937
	-8.190
	0.387

	4gqr
	MYC
	-5.400
	-8.690
	0.340

	4gr0
	R4B
	-13.031
	-11.810
	0.427

	4gr3
	R45
	-10.653
	-10.350
	0.441

	4gr8
	R4C
	-10.685
	-10.710
	0.414

	4gzp
	G39
	-10.701
	-9.734
	0.368

	4gzt
	G39
	-10.599
	-9.192
	0.383

	4i71
	AGV
	-10.565
	-9.713
	0.322

	4i72
	UA2
	-12.339
	-9.995
	0.351

	4i74
	MBY
	-9.169
	-9.930
	0.367

	4ish
	1GE
	-11.897
	-11.110
	0.440

	4isi
	1GG
	-11.099
	-10.465
	0.442

	4ks1
	2H8
	-12.037
	-9.888
	0.357

	4ks4
	1SN
	-9.743
	-7.361
	0.436

	4l19
	1UA
	-8.317
	-8.996
	0.481

	4lxz
	SHH
	-9.194
	-9.287
	0.390

	4ly1
	20Y
	-9.901
	-10.302
	0.389

	4mjp
	27O
	-5.296
	-8.250
	0.772

	4n9a
	2J2
	-5.721
	-7.710
	0.410

	4na9
	1T7
	-10.077
	-10.518
	0.366

	4oks
	2T9
	-6.113
	-9.091
	0.360

	4ovf
	2VG
	-5.635
	-7.610
	0.386

	4ovg
	2VF
	-5.034
	-7.810
	0.409

	4ovh
	2VE
	-6.621
	-8.130
	0.412

	4pnu
	2VD
	-6.665
	-8.090
	0.398

	4tln
	LNO
	-5.076
	-6.530
	0.424

	4tmn
	0PK
	-13.870
	-11.960
	0.383

	4wk1
	2BA
	-8.029
	-8.420
	0.510

	4x8v
	3Z9
	-9.393
	-9.822
	0.427

	4y79
	4O6
	-10.856
	-8.932
	0.423

	5a6x
	MFU
	-9.132
	-7.770
	0.346

	5aan
	XOC
	-5.659
	-8.538
	0.511

	5cxa
	55L
	-10.975
	-10.780
	0.476

	5czm
	R47
	-11.348
	-11.810
	0.444

	5d3c
	56O
	-14.184
	-11.760
	0.456

	5dkn
	B7I
	-5.038
	-8.040
	0.559

	5er4
	5RL
	-3.760
	-7.880
	0.459

	5fyx
	FD6
	-5.671
	-9.075
	0.532

	5i29
	67B
	-10.673
	-8.720
	0.329

	5iwg
	IWX
	-8.813
	-10.067
	0.369

	5ix0
	6EZ
	-8.573
	-10.062
	0.353

	5js3
	6MG
	-9.184
	-11.200
	0.412

	5jt9
	7AF
	-9.048
	-10.840
	0.383

	5jxn
	6NN
	-8.746
	-11.710
	0.404

	5k0h
	6PK
	-9.674
	-10.780
	0.432

	5kva
	SAM
	-7.005
	-9.840
	0.384

	5l30
	70A
	-12.472
	-10.703
	0.434

	5l9g
	MO0
	-10.508
	-9.210
	0.313

	5l9i
	SNW
	-9.555
	-9.362
	0.330

	5l9l
	GOP
	-9.685
	-9.159
	0.319

	5l9o
	GOP
	-7.363
	-8.851
	0.422

	5lif
	6XO
	-8.011
	-10.365
	0.420

	5lom
	SNW
	-9.726
	-10.520
	0.364

	5meh
	DMJ
	-8.618
	-7.730
	0.337

	5mn1
	2AP
	-3.385
	-7.280
	0.402

	5mnn
	MRZ
	-5.245
	-8.270
	0.398

	5mnr
	JC2
	-7.453
	-10.720
	0.404

	5n2t
	8KK
	-6.924
	-9.981
	0.395

	5n2z
	8JH
	-7.243
	-10.301
	0.405

	5n31
	8LB
	-7.903
	-10.262
	0.386

	5n34
	8JQ
	-6.320
	-9.805
	0.419

	5n3y
	8L2
	-6.862
	-10.680
	0.403

	5ne5
	KIF
	-10.107
	-8.274
	0.338

	5nz4
	G39
	-8.572
	-9.602
	0.359

	5nze
	G39
	-8.713
	-9.675
	0.376

	5nzf
	G39
	-5.493
	-9.763
	0.374

	5std
	UNN
	-14.316
	-11.326
	0.382

	5tmn
	0PJ
	-10.969
	-10.540
	0.385

	5u6j
	82J
	-10.419
	-10.217
	0.424

	5z5f
	FUB
	-2.957
	-7.700
	0.361

	6bs4
	AGS
	-7.575
	-10.110
	0.386

	6dyn
	HSM
	-4.358
	-7.540
	0.411

	6dys
	HJ1
	-5.796
	-8.329
	0.377

	6eeb
	J6P
	-7.231
	-8.060
	0.629

	6epa
	BNQ
	-8.112
	-9.332
	0.420

	6f1j
	EDG
	-6.302
	-7.420
	0.353

	6mm2
	ATP
	-7.375
	-8.095
	0.489

	6o5g
	LMJ
	-7.774
	-8.003
	0.564

	6o94
	LRS
	-11.929
	-10.649
	0.451

	6rnt
	2AM
	-3.228
	-7.830
	0.407

	6std
	MS2
	-11.784
	-11.450
	0.409

	6ueg
	Q5G
	-6.425
	-9.256
	11.298

	7std
	CRP
	-14.625
	-12.200
	0.404

	966c
	RS2
	-10.419
	-9.335
	0.579

	Fe containing metallo-protein complexes


	1eoc
	4NC
	-8.247
	-6.720
	0.409

	2buv
	DHB
	-5.456
	-6.560
	0.388

	3hf8
	ML0
	-8.878
	-10.639
	0.416

	3hfb
	ML4
	-10.262
	-10.727
	0.418

	3i4y
	35C
	-9.611
	-7.850
	0.404

	3pcj
	INO
	-9.851
	-6.440
	0.388

	3pck
	NNO
	-9.138
	-6.105
	0.400

	3pcn
	DHY
	-4.989
	-6.250
	0.399

	3r5t
	VBN
	-11.700
	-10.294
	0.369

	4aq6
	OMD
	-6.550
	-6.697
	0.367

	4kif
	PPY
	-6.596
	-6.690
	0.406

	4whs
	3N8
	-5.627
	-7.670
	0.382

	5ad1
	8LC
	-9.871
	-9.188
	0.338

	5his
	60P
	-6.422
	-7.420
	0.409

	5tcy
	5LC
	-10.446
	-8.605
	0.390

	6gdy
	AKG
	-7.442
	-7.530
	0.398

	6n0j
	K8S
	-7.321
	-10.488
	0.352

	6n0k
	K8M
	-6.910
	-10.255
	0.399

	Mg containing metallo-protein complexes


	1bzy
	IMU
	-11.373
	-9.960
	0.482

	1d2e
	GDP
	-8.185
	-9.010
	0.416

	1ec9
	XYH
	-4.225
	-7.670
	0.366

	1ew8
	PAE
	-3.082
	-6.920
	0.395

	2e94
	364
	-10.913
	-8.680
	0.346

	2i19
	1BY
	-10.634
	-7.609
	0.479

	2rio
	ADP
	-6.398
	-8.735
	0.097

	2zkj
	ADP
	-7.477
	-8.560
	0.416

	3bbf
	GDP
	-7.208
	-8.630
	0.353

	3ijh
	KO2
	-5.456
	-7.430
	0.362

	3juk
	UPG
	-6.670
	-7.860
	0.494

	3qqs
	17C
	-7.944
	-7.752
	0.366

	3ui7
	C1L
	-12.277
	-9.423
	0.377

	3uuo
	0CV
	-10.856
	-9.088
	0.399

	3uxk
	BHO
	-6.728
	-7.200
	0.344

	3uxl
	CFI
	-7.596
	-8.020
	0.333

	4a95
	9MT
	-7.860
	-9.211
	0.352

	4alx
	IZN
	-9.936
	-7.373
	0.416

	4azc
	NGW
	-7.994
	-7.632
	0.356

	4i3z
	ADP
	-5.852
	-8.607
	0.354

	4idn
	GNP
	-7.146
	-8.509
	0.346

	4ido
	GDP
	-6.731
	-7.939
	0.402

	4jne
	ATP
	-7.994
	-8.190
	0.373

	4lhv
	GDP
	-13.641
	-9.840
	0.416

	4m6u
	TTN
	-3.744
	-6.182
	0.325

	4nkt
	2KH
	-8.139
	-7.836
	0.381

	4qge
	35O
	-12.688
	-10.557
	0.377

	4qrh
	0O2
	-7.032
	-8.314
	1.314

	4rhx
	3QF
	-7.906
	-8.367
	0.380

	4rrf
	A3S
	-4.940
	-7.931
	19.996

	4zo5
	4Q0
	-13.401
	-10.431
	0.486

	5b25
	4QJ
	-13.964
	-11.371
	0.382

	5d6j
	ATP
	-6.062
	-8.418
	0.383

	5dh4
	5AV
	-9.871
	-9.329
	0.382

	5eei
	SHH
	-12.580
	-9.462
	0.367

	5evz
	ADP
	-8.960
	-8.659
	0.421

	5g1z
	U53
	-7.263
	-8.874
	0.347

	5g2b
	LQY
	-9.549
	-10.760
	0.391

	5g57
	6M5
	-11.459
	-10.714
	0.377

	5l8c
	908
	-9.549
	-10.640
	0.406

	5l8y
	CVA
	-8.730
	-10.269
	0.456

	5orj
	A4Q
	-6.506
	-8.784
	0.416

	6cvf
	CDP
	-8.658
	-7.740
	0.395

	6cvv
	ATP
	-5.627
	-7.840
	0.414

	6czb
	UTP
	-5.904
	-7.513
	0.414

	6czc
	TTP
	-6.524
	-7.870
	0.398

	6cze
	ITT
	-5.499
	-7.694
	0.438

	6d55
	FWA
	-10.035
	-8.735
	0.385

	6d5e
	FVG
	-9.349
	-8.960
	0.378

	6d5g
	FVD
	-9.006
	-8.810
	0.381

	6d5j
	FV4
	-8.645
	-8.527
	0.379

	6dyy
	OS6
	-14.395
	-11.842
	0.334

	6f9v
	D0Z
	-9.228
	-9.540
	0.466

	6fa4
	D1W
	-9.948
	-8.828
	13.993

	6fhk
	ADP
	-10.240
	-8.543
	0.391

	6ftw
	E6Z
	-8.860
	-9.253
	0.376

	6h77
	ATP
	-10.005
	-10.040
	0.389

	6rfw
	K1Q
	-8.867
	-10.580
	0.405

	Mn containing metallo-protein complexes


	1ax0
	A2G
	-4.266
	-6.420
	0.373

	1pdz
	PGA
	-5.046
	-6.865
	0.412

	1q54
	BHI
	-7.985
	-8.960
	0.373

	1ro6
	ROL
	-8.807
	-8.779
	0.355

	1t5f
	DHH
	-5.759
	-7.189
	0.398

	2rk8
	PPF
	-4.963
	-6.605
	0.339

	2rka
	PGA
	-4.092
	-6.542
	0.358

	2rkd
	3PP
	-3.712
	-6.702
	0.350

	2rke
	SAT
	-5.570
	-6.302
	0.350

	3f80
	6HN
	-5.759
	-7.600
	0.416

	3g3r
	ANP
	-8.841
	-8.469
	0.470

	3kv2
	NNH
	-9.990
	-8.180
	0.377

	3lp7
	HAR
	-7.426
	-8.040
	0.408

	3mfw
	B3U
	-4.806
	-7.640
	0.395

	3mjl
	2AI
	-3.333
	-7.600
	0.439

	3n35
	A2G
	-4.591
	-7.180
	0.375

	3zhx
	FM6
	-9.109
	-9.346
	0.354

	3zi0
	FM8
	-10.092
	-9.280
	0.369

	4dmw
	UDP
	-6.743
	-7.960
	0.411

	4ipi
	LMR
	-7.255
	-6.991
	0.366

	4ipj
	LMR
	-6.643
	-7.044
	0.389

	4pf5
	M3N
	-7.477
	-7.213
	0.397

	4q3t
	HAR
	-8.841
	-8.050
	0.384

	4q3u
	NNH
	-8.790
	-8.070
	0.411

	4rfr
	RHN
	-8.918
	-8.718
	0.365

	4uma
	GZ3
	-7.378
	-7.770
	0.324

	4umb
	0V5
	-5.462
	-7.860
	0.337

	4umc
	PEQ
	-4.698
	-7.560
	0.338

	5c5t
	AKG
	-4.266
	-7.420
	0.446

	5hwu
	DUP
	-7.191
	-9.360
	0.432

	5ivc
	6.00E+07
	-8.077
	-9.693
	0.392

	5ive
	6.00E+08
	-10.324
	-8.309
	0.393

	5ivv
	6EN
	-8.658
	-9.496
	0.375

	5ivy
	6EO
	-8.790
	-9.449
	0.402

	5ndf
	LU2
	-7.985
	-7.770
	0.387

	5uv2
	LA6
	-6.007
	-8.722
	0.363

	5w44
	GY6
	-8.790
	-10.368
	0.346

	5we9
	GY7
	-9.851
	-10.275
	0.386

	6eyt
	UDP
	-7.804
	-8.880
	0.386

	6p5o
	O2Y
	-6.198
	-6.691
	0.345

	Zn containing metallo-protein complexes

	1add
	1DA
	-9.201
	-8.804
	0.460

	1add
	1DA
	-9.201
	-8.804
	0.460

	1avn
	HSM
	-5.324
	-6.400
	0.393

	1avn
	HSM
	-5.324
	-6.400
	0.393

	1azm
	AZM
	-8.317
	-8.378
	0.406

	1azm
	AZM
	-8.317
	-8.378
	0.406

	1b55
	4IP
	-10.092
	-7.790
	0.738

	1b55
	4IP
	-10.092
	-7.790
	0.738

	1b8y
	IN7
	-10.714
	-10.930
	0.452

	1b8y
	IN7
	-10.714
	-10.930
	0.452

	1bn1
	AL5
	-12.737
	-9.533
	0.423

	1bn1
	AL5
	-12.737
	-9.533
	0.423

	1bn3
	AL6
	-13.486
	-9.476
	0.411

	1bn3
	AL6
	-13.486
	-9.476
	0.411

	1bn4
	AL9
	-12.700
	-9.941
	0.418

	1bn4
	AL9
	-12.700
	-9.941
	0.418

	1bnq
	AL4
	-12.952
	-8.901
	0.438

	1bnq
	AL4
	-12.952
	-8.901
	0.438

	1bnu
	AL3
	-13.230
	-9.262
	0.403

	1bnu
	AL3
	-13.230
	-9.262
	0.403

	1bnv
	AL7
	-11.963
	-9.610
	0.386

	1bnv
	AL7
	-11.963
	-9.610
	0.386

	1c1r
	BAI
	-10.407
	-8.828
	0.429

	1c1r
	BAI
	-10.407
	-8.828
	0.429

	1c1u
	BAI
	-11.256
	-9.185
	0.500

	1c1u
	BAI
	-11.256
	-9.185
	0.500

	1c1v
	BAB
	-10.419
	-9.241
	0.532

	1c1v
	BAB
	-10.419
	-9.241
	0.532

	1cbx
	BZS
	-8.658
	-7.731
	0.365

	1cbx
	BZS
	-8.658
	-7.731
	0.365

	1ciz
	DPS
	-10.154
	-11.233
	0.505

	1ciz
	DPS
	-10.154
	-11.233
	0.505

	1cnw
	EG1
	-10.533
	-10.024
	0.441

	1cnw
	EG1
	-10.533
	-10.024
	0.441

	1cnx
	EG2
	-10.049
	-9.070
	0.425

	1cnx
	EG2
	-10.049
	-9.070
	0.425

	1cny
	EG3
	-10.714
	-9.334
	0.407

	1cny
	EG3
	-10.714
	-9.334
	0.407

	1cps
	CPM
	-9.082
	-8.100
	0.408

	1cps
	CPM
	-9.082
	-8.100
	0.408

	1ctt
	DHZ
	-6.170
	-7.600
	0.448

	1ctt
	DHZ
	-6.170
	-7.600
	0.448

	1d09
	PAL
	-10.324
	-8.660
	0.420

	1d09
	PAL
	-10.324
	-8.660
	0.420

	1e6q
	NTZ
	-4.304
	-6.681
	0.325

	1e6s
	GOX
	-4.395
	-6.320
	0.318

	1enu
	APZ
	-6.931
	-7.306
	0.379

	1ew9
	MMQ
	-4.395
	-6.930
	0.404

	1f3e
	DPZ
	-9.138
	-8.243
	0.365

	1f57
	DCY
	-7.691
	-6.766
	0.362

	1fkw
	PUR
	-6.883
	-8.115
	0.430

	1ft7
	PLU
	-7.067
	-7.030
	0.355

	1ftm
	AMQ
	-10.375
	-8.643
	0.361

	1g46
	F2B
	-11.999
	-9.224
	0.331

	1g4o
	BSB
	-11.256
	-8.872
	0.376

	1gi4
	122
	-9.804
	-7.918
	0.394

	1hdq
	INF
	-7.944
	-7.781
	0.375

	1hee
	LHY
	-7.281
	-7.920
	0.369

	1hlk
	113
	-6.821
	-8.351
	0.551

	1i9p
	IOE
	-11.471
	-9.307
	0.433

	1if8
	SBS
	-13.148
	-9.634
	0.453

	1igb
	IPO
	-8.727
	-8.642
	0.465

	1iy7
	CXA
	-8.449
	-7.981
	0.357

	1j36
	LPR
	-10.565
	-10.098
	0.478

	1jaq
	01S
	-6.113
	-9.070
	0.558

	1k4g
	AIQ
	-7.985
	-8.093
	0.377

	1k4h
	APQ
	-6.975
	-7.935
	0.388

	1lcp
	PLU
	-9.055
	-7.086
	0.454

	1lrh
	NLA
	-9.309
	-7.530
	0.439

	1m2x
	MCO
	-5.668
	-7.620
	0.375

	1mmr
	SRS
	-7.363
	-8.828
	0.485

	1my4
	IWD
	-9.520
	-8.593
	0.372

	1ndw
	FR2
	-7.133
	-8.486
	0.427

	1ndy
	FR3
	-8.413
	-9.637
	0.431

	1ndz
	FR5
	-11.068
	-10.604
	0.378

	1o5r
	FR9
	-11.083
	-10.991
	0.469

	1o86
	LPR
	-13.053
	-10.124
	0.396

	1os0
	0PQ
	-8.228
	-9.380
	0.376

	1p1q
	AMQ
	-6.674
	-8.146
	0.414

	1q65
	BHB
	-7.442
	-8.566
	0.390

	1qf0
	TI2
	-10.063
	-10.243
	0.381

	1qf1
	TI1
	-9.984
	-10.730
	0.388

	1qf2
	TI3
	-8.077
	-9.976
	0.364

	1qin
	GIP
	-10.913
	-10.050
	0.411

	1qxl
	FR8
	-10.856
	-11.441
	0.501

	1r5y
	DQU
	-8.807
	-7.393
	0.357

	1rmz
	NGH
	-10.913
	-9.165
	0.439

	1ro6
	ROL
	-8.807
	-8.714
	0.358

	1rpj
	ALL
	-8.841
	-7.390
	0.371

	1s38
	MAQ
	-7.032
	-7.770
	0.363

	1tlp
	RDF
	-10.303
	-9.900
	0.406

	1tmn
	0ZN
	-9.959
	-8.921
	0.369

	1ttm
	667
	-10.022
	-9.352
	0.382

	1txr
	BES
	-10.565
	-8.823
	0.374

	1uho
	VDN
	-12.580
	-11.090
	0.417

	1uml
	FR4
	-10.262
	-10.998
	0.438

	1usn
	IN9
	-10.565
	-9.832
	0.542

	1v48
	HA1
	-10.634
	-9.066
	0.467

	1v7a
	FRC
	-10.925
	-9.716
	0.497

	1vfn
	HPA
	-7.642
	-7.551
	0.473

	1wn6
	BST
	-6.381
	-8.495
	0.398

	1wuq
	8GT
	-11.278
	-9.980
	0.389

	1wur
	8DG
	-9.082
	-10.740
	0.387

	1xpz
	4TZ
	-9.652
	-9.009
	0.369

	1xq0
	4TR
	-8.652
	-9.050
	0.372

	1xug
	BAB
	-9.611
	-9.057
	0.362

	1yda
	AZM
	-8.939
	-8.885
	0.431

	1ydb
	AZM
	-11.236
	-8.569
	0.410

	1ydd
	AZM
	-9.638
	-8.409
	0.430

	1yei
	PGG
	-10.171
	-9.689
	0.426

	1yej
	PNF
	-10.171
	-11.150
	0.423

	1yqy
	915
	-10.394
	-8.922
	0.448

	1z9g
	RRT
	-7.691
	-7.707
	0.378

	1z9y
	FUN
	-9.804
	-9.130
	0.427

	1zdp
	TIO
	-7.836
	-7.661
	0.380

	1zfq
	ZEC
	-10.262
	-7.946
	0.386

	1zvx
	FIN
	-12.580
	-10.492
	0.530

	2afw
	AHN
	-6.506
	-7.290
	0.392

	2afx
	1BN
	-7.023
	-7.104
	0.396

	2cex
	DAN
	-6.410
	-8.740
	2.257

	2ctc
	HFA
	-5.301
	-7.050
	0.377

	2d1n
	FA4
	-11.124
	-11.060
	0.521

	2d1o
	FA4
	-10.502
	-10.940
	0.470

	2doo
	C4H
	-9.786
	-10.135
	0.392

	2e1w
	FR6
	-10.856
	-9.396
	0.486

	2ewb
	ZED
	-8.317
	-8.748
	0.366

	2f94
	BFQ
	-9.153
	-8.901
	0.381

	2fu8
	MCO
	-6.410
	-7.590
	0.352

	2gkl
	PD2
	-7.294
	-7.450
	0.365

	2h15
	B19
	-7.735
	-9.238
	0.035

	2h3e
	6PR
	-7.774
	-8.250
	0.410

	2hl4
	BO1
	-10.419
	-8.978
	0.404

	2hnc
	1SA
	-9.851
	-7.888
	0.371

	2wor
	2AN
	-5.324
	-7.790
	0.509

	2wos
	6AN
	-5.324
	-8.072
	0.457

	2x7t
	WZB
	-9.050
	-9.130
	0.412

	2x91
	LPR
	-9.201
	-10.080
	0.361

	2x96
	RX3
	-5.493
	-9.975
	0.350

	2xhm
	K26
	-9.270
	-9.828
	0.362

	2xyd
	3ES
	-9.309
	-9.980
	0.311

	2yhw
	BM3
	-7.642
	-7.890
	0.388

	2yz3
	M5P
	-9.082
	-8.755
	0.397

	2z1w
	BDI
	-5.567
	-8.050
	0.361

	2z94
	TLD
	-7.985
	-7.263
	0.386

	2za0
	MGI
	-9.055
	-8.260
	0.377

	3aho
	3A2
	-9.618
	-10.056
	0.429

	3b3c
	PLU
	-5.428
	-6.679
	0.329

	3b4f
	TUO
	-11.107
	-9.202
	0.395

	3b7i
	PLU
	-7.944
	-7.160
	0.331

	3b7r
	BIR
	-10.502
	-11.100
	0.348

	3b7u
	KEL
	-10.565
	-8.810
	0.362

	3b92
	440
	-10.913
	-9.674
	0.424

	3bft
	S2P
	-8.854
	-8.533
	0.401

	3bfu
	R2P
	-8.560
	-8.449
	0.384

	3bkl
	KAW
	-8.414
	-9.787
	0.370

	3bl0
	BL0
	-9.436
	-9.009
	0.391

	3bl1
	BL1
	-7.637
	-9.119
	0.455

	3c56
	PH4
	-10.757
	-9.490
	0.375

	3czv
	AZM
	-10.634
	-8.402
	0.395

	3d8w
	D8W
	-11.124
	-8.426
	0.396

	3d9z
	D9Z
	-11.866
	-9.083
	0.412

	3daz
	MZM
	-10.815
	-8.735
	0.419

	3dbu
	D8W
	-10.989
	-8.543
	0.393

	3dc3
	AZM
	-11.335
	-9.120
	0.410

	3dcc
	D9Z
	-12.221
	-8.911
	0.408

	3dd0
	EZL
	-12.277
	-9.058
	0.411

	3dd8
	2C7
	-10.714
	-9.241
	0.394

	3ge7
	AFQ
	-11.866
	-9.683
	0.321

	3gt9
	516
	-5.400
	-8.060
	0.462

	3gta
	851
	-5.833
	-8.422
	0.506

	3hkq
	1SD
	-7.287
	-8.673
	0.378

	3hku
	TOR
	-11.323
	-9.070
	0.384

	3ryv
	RYV
	-9.638
	-8.352
	0.385

	3ryx
	RYX
	-11.099
	-8.850
	0.371

	3ryy
	RYY
	-10.122
	-8.705
	0.384

	3rz0
	RZ0
	-10.303
	-8.885
	0.396

	3rz1
	RZ1
	-11.929
	-9.094
	0.409

	3rz5
	RZ5
	-10.757
	-9.021
	0.424

	3rz7
	RZ7
	-12.221
	-9.766
	0.400

	3rz8
	RZ8
	-11.150
	-9.748
	0.407

	3s45
	478
	-11.581
	-12.203
	0.462

	3s72
	EVE
	-8.727
	-7.781
	0.380

	3s75
	EVG
	-9.309
	-7.510
	0.385

	3s76
	EVH
	-6.883
	-7.480
	0.395

	3t01
	PPF
	-6.113
	-7.640
	0.350

	3t82
	SG4
	-9.543
	-9.627
	0.381

	3t84
	SG6
	-9.514
	-8.439
	0.394

	3t85
	SG7
	-10.840
	-9.483
	0.398

	3ts4
	EEG
	-11.897
	-11.370
	0.482

	3tsk
	QEG
	-9.786
	-10.360
	0.445

	3tt4
	E1S
	-11.289
	-10.682
	0.463

	3tvc
	E3P
	-10.565
	-10.948
	0.636

	3u92
	KAI
	-10.209
	-8.606
	1.030

	3ucj
	AZM
	-8.185
	-7.598
	0.361

	3udd
	34M
	-9.688
	-10.088
	0.477

	3udh
	91
	-3.893
	-7.820
	0.382

	3uuo
	0CV
	-10.856
	-9.119
	0.402

	3v7x
	D7A
	-11.689
	-10.017
	0.392

	3vbd
	0FZ
	-11.002
	-9.329
	0.430

	3vh9
	HQY
	-8.507
	-7.440
	0.302

	4agq
	P96
	-6.839
	-8.867
	0.403

	4ai5
	ADK
	-3.984
	-6.200
	0.426

	4aia
	ADK
	-4.989
	-6.189
	0.423

	4axd
	ANP
	-6.045
	-8.480
	0.462

	4bf1
	9FK
	-11.758
	-9.194
	0.397

	4bf6
	X0Q
	-11.386
	-9.267
	0.393

	4bt3
	WTZ
	-4.255
	-7.850
	0.358

	4bt4
	QFH
	-4.552
	-7.700
	0.364

	4bup
	SAM
	-6.753
	-8.684
	0.508

	4ca5
	3EF
	-12.805
	-10.637
	0.352

	4ca6
	3EF
	-9.201
	-10.136
	0.315

	4ca7
	3EF
	-10.035
	-10.039
	0.346

	4ca8
	3ES
	-9.109
	-9.978
	0.353

	4del
	PGH
	-10.471
	-8.185
	0.378

	4dff
	0JP
	-10.171
	-8.980
	0.518

	4dv8
	0LX
	-12.600
	-10.688
	0.334

	4e3g
	PHB
	-6.786
	-6.320
	0.362

	4efs
	E37
	-11.734
	-11.610
	0.516

	4exs
	X8Z
	-6.014
	-7.650
	0.372

	4f39
	KAI
	-7.780
	-8.726
	0.382

	4f9w
	LM4
	-9.471
	-10.131
	0.363

	4f9y
	LM3
	-9.188
	-9.956
	0.359

	4fai
	PBD
	-9.541
	-9.893
	0.406

	4fm7
	0UP
	-9.882
	-9.870
	0.383

	4gbd
	MCF
	-15.440
	-11.628
	0.370

	4gql
	R47
	-13.075
	-11.090
	0.558

	4gr0
	R4B
	-13.031
	-10.527
	0.428

	4gr3
	R45
	-10.653
	-9.730
	0.453

	4gr8
	R4C
	-10.685
	-10.810
	0.415

	4hf4
	15H
	-11.758
	-11.440
	0.424

	4ht0
	V50
	-10.913
	-9.389
	0.385

	4ht2
	V50
	-8.918
	-9.433
	0.389

	4hu1
	V13
	-10.282
	-9.289
	0.577

	4hwo
	409
	-11.646
	-9.556
	0.345

	4hwp
	X16
	-10.592
	-10.255
	0.407

	4hws
	1B3
	-12.409
	-10.412
	0.396

	4ih7
	1ER
	-7.143
	-7.830
	0.382

	4itp
	1GD
	-9.914
	-9.532
	0.372

	4iue
	AJ4
	-8.939
	-9.190
	0.457

	4iwz
	1GO
	-9.948
	-9.221
	0.377

	4j21
	AJ6
	-10.107
	-9.670
	0.364

	4j22
	AJ7
	-10.565
	-9.948
	0.453

	4j3l
	AJ5
	-10.634
	-9.903
	0.445

	4je7
	BB2
	-8.735
	-9.508
	0.445

	4jsa
	FB2
	-6.764
	-6.059
	0.381

	4jss
	BEW
	-4.503
	-5.970
	0.397

	4jsz
	FB2
	-3.139
	-6.190
	0.348

	4k3n
	1OT
	-10.856
	-8.254
	0.351

	4keq
	5PN
	-5.216
	-7.180
	0.380

	4kni
	E1E
	-10.609
	-10.013
	0.412

	4knj
	E1F
	-10.851
	-9.250
	0.364

	4knm
	E1E
	-10.913
	-9.787
	0.565

	4knn
	E1F
	-10.609
	-9.623
	0.534

	4kp5
	E1F
	-8.293
	-9.139
	0.502

	4kp8
	E1G
	-7.472
	-9.182
	0.513

	4kwo
	1UD
	-8.802
	-8.625
	0.366

	4kyh
	ZST
	-8.077
	-7.911
	0.385

	4kyk
	IMN
	-6.472
	-8.159
	0.308

	4kzq
	DFL
	-8.326
	-8.784
	0.332

	4kzu
	A73
	-8.873
	-9.073
	0.425

	4l19
	1UA
	-8.317
	-9.079
	0.509

	4l2l
	1V6
	-7.774
	-9.336
	0.374

	4lbu
	1WJ
	-8.947
	-9.054
	0.280

	4lch
	1WN
	-14.487
	-12.778
	0.372

	4leq
	1WK
	-8.922
	-8.744
	0.362

	4lxz
	SHH
	-9.194
	-9.279
	0.398

	4ly1
	20Y
	-9.901
	-10.352
	0.407

	4m2r
	BZ1
	-11.588
	-9.736
	0.416

	4m2u
	ETS
	-10.969
	-9.371
	0.418

	4m2v
	BZ1
	-10.154
	-9.856
	0.447

	4m2w
	ETS
	-9.936
	-9.289
	0.416

	4m3p
	HCS
	-7.363
	-7.500
	0.440

	4mhy
	PBD
	-8.820
	-9.560
	0.413

	4mo8
	2VQ
	-10.907
	-8.227
	0.361

	4nj9
	2M9
	-9.503
	-7.782
	0.413

	4nja
	2M9
	-8.487
	-7.796
	0.392

	4pqa
	X8Z
	-7.575
	-7.640
	0.325

	4pum
	2WU
	-9.174
	-8.082
	0.352

	4pv5
	CBW
	-8.918
	-8.575
	0.407

	4q08
	V90
	-8.595
	-9.440
	0.402

	4q09
	V14
	-11.150
	-9.515
	0.369

	4q4o
	2YM
	-10.183
	-9.513
	0.354

	4q4p
	2YO
	-8.717
	-9.235
	0.345

	4q4q
	SAQ
	-7.892
	-8.904
	0.365

	4q4r
	SQO
	-8.775
	-9.039
	0.347

	4q4s
	S98
	-9.484
	-9.426
	0.311

	4q6d
	WW3
	-10.042
	-9.326
	0.415

	4q6e
	KR5
	-8.425
	-9.458
	0.386

	4q7p
	3MH
	-5.891
	-6.890
	0.353

	4q7s
	2YU
	-6.030
	-6.250
	0.371

	4q7v
	5MH
	-4.890
	-6.360
	0.355

	4q83
	3FH
	-5.721
	-7.170
	0.360

	4q87
	4FH
	-6.621
	-6.480
	0.368

	4q8x
	7FH
	-4.868
	-6.420
	0.355

	4q8y
	HQT
	-3.599
	-6.702
	0.356

	4q99
	HT4
	-8.572
	-7.406
	0.372

	4q9y
	M3T
	-7.745
	-7.408
	0.373

	4qge
	35O
	-12.688
	-10.704
	0.391

	4qj0
	WWX
	-9.984
	-9.555
	0.372

	4qjw
	WWO
	-10.634
	-9.169
	0.522

	4qjx
	WWO
	-9.936
	-9.041
	0.367

	4qpl
	V3L
	-10.107
	-8.200
	0.434

	4qtl
	WWO
	-9.441
	-9.002
	0.395

	4qy3
	3G1
	-9.309
	-8.245
	0.362

	4r5a
	3J4
	-11.866
	-9.340
	0.392

	4r5b
	3J4
	-9.184
	-8.370
	0.354

	4r76
	R5X
	-10.714
	-9.842
	0.387

	4rfc
	3O1
	-11.246
	-9.786
	0.367

	4rfd
	3O5
	-10.982
	-9.067
	0.389

	4riu
	3QR
	-9.959
	-8.367
	0.371

	4rn4
	3T7
	-9.471
	-8.500
	0.385

	4rux
	3W3
	-10.805
	-7.904
	0.378

	4ruy
	3W6
	-10.767
	-7.945
	0.405

	4tln
	LNO
	-5.076
	-6.790
	0.412

	4tmn
	0PK
	-13.870
	-10.890
	0.377

	4yrd
	3IT
	-6.232
	-6.890
	0.431

	4yxi
	4J8
	-8.862
	-6.971
	0.353

	4yyt
	S2O
	-8.701
	-7.480
	0.371

	4z0q
	4K9
	-11.141
	-9.236
	0.376

	4z1e
	DF5
	-11.246
	-11.910
	0.400

	4z1j
	4KC
	-11.068
	-8.918
	0.389

	4z1k
	4KB
	-11.360
	-9.069
	0.371

	4zme
	ADN
	-5.867
	-7.304
	0.405

	4zo5
	4Q0
	-13.401
	-10.934
	0.417

	4zwz
	510
	-11.866
	-9.470
	0.387

	4zx0
	5L2
	-10.913
	-9.630
	0.384

	4zx1
	5L3
	-8.375
	-9.370
	0.398

	5amd
	45I
	-11.667
	-9.045
	0.381

	5amg
	IW7
	-11.215
	-9.509
	0.401

	5aoi
	RZH
	-4.129
	-7.624
	0.512

	5aoj
	Y0V
	-6.381
	-7.740
	0.406

	5aol
	UFV
	-3.163
	-6.450
	0.404

	5b25
	4QJ
	-13.964
	-11.245
	0.417

	5byi
	4WA
	-10.248
	-9.244
	0.380

	5c1w
	4XS
	-6.903
	-7.330
	0.252

	5c28
	4XV
	-7.718
	-7.098
	0.356

	5c2a
	4Y2
	-11.348
	-9.974
	0.340

	5c2h
	4XU
	-15.123
	-12.431
	0.484

	5c2o
	TTP
	-6.206
	-7.820
	0.467

	5c5t
	AKG
	-4.266
	-7.540
	0.439

	5cbm
	4ZN
	-10.599
	-9.022
	0.405

	5cjf
	520
	-13.075
	-9.589
	0.358

	5cxa
	55L
	-10.975
	-11.010
	0.432

	5czm
	R47
	-11.348
	-11.160
	0.421

	5d2r
	56W
	-7.944
	-9.258
	0.415

	5d3c
	56O
	-14.184
	-11.200
	0.482

	5dh4
	5AV
	-9.871
	-9.271
	0.368

	5dpx
	L3B
	-6.078
	-7.372
	0.339

	5drr
	5EN
	-15.627
	-13.027
	0.404

	5e2k
	BX4
	-10.956
	-8.892
	0.362

	5e2r
	520
	-9.637
	-9.915
	0.380

	5e2s
	5CX
	-12.289
	-9.387
	0.356

	5eek
	TSN
	-12.409
	-10.126
	0.332

	5een
	5OG
	-12.221
	-10.070
	0.351

	5efh
	FKS
	-8.317
	-9.201
	0.354

	5eh5
	XCZ
	-8.007
	-7.088
	0.402

	5eh7
	5O5
	-4.749
	-8.478
	0.396

	5eh8
	5O6
	-4.231
	-6.910
	0.358

	5ehw
	5OO
	-4.089
	-7.255
	0.354

	5ekm
	TG5
	-8.619
	-9.720
	0.370

	5ev8
	3R9
	-7.123
	-7.850
	0.351

	5evb
	3R9
	-6.821
	-7.680
	0.339

	5evd
	VC2
	-6.821
	-7.990
	0.351

	5evk
	3C7
	-6.713
	-7.760
	0.354

	5ewa
	9BZ
	-6.580
	-7.384
	25.316

	5fdi
	5WM
	-10.548
	-8.416
	0.369

	5fl4
	9FK
	-9.543
	-9.667
	19.090

	5fl5
	82E
	-11.177
	-9.295
	19.166

	5fl6
	Y0R
	-10.041
	-9.398
	19.102

	5flo
	J4K
	-4.296
	-7.870
	0.375

	5fls
	6ZX
	-4.151
	-6.970
	0.356

	5fng
	YIE
	-4.033
	-6.470
	0.375

	5g17
	6DK
	-9.138
	-10.249
	0.357

	5g4m
	O82
	-5.266
	-7.856
	0.392

	5g4n
	O83
	-5.451
	-8.029
	0.394

	5g4o
	O80
	-6.045
	-8.413
	0.351

	5g57
	6M5
	-11.459
	-10.890
	0.391

	5g5v
	8Z4
	-9.141
	-10.675
	0.357

	5gj9
	VGL
	-6.809
	-7.220
	0.360

	5gja
	6PC
	-7.575
	-7.500
	0.430

	5gmn
	949
	-6.447
	-9.141
	0.396

	5gof
	GTP
	-5.518
	-7.553
	0.382

	5h1t
	7FF
	-5.178
	-7.040
	0.426

	5h1u
	6KT
	-4.786
	-6.610
	0.553

	5h1v
	7FU
	-5.456
	-7.313
	0.494

	5hi7
	62X
	-10.714
	-9.107
	0.453

	5i3a
	HQE
	-6.883
	-7.180
	0.401

	5i8g
	69E
	-10.262
	-9.256
	0.439

	5j8z
	FC4
	-11.323
	-10.300
	0.384

	5js3
	6MG
	-9.184
	-10.780
	0.392

	5jxq
	6OK
	-11.124
	-10.165
	0.361

	5kbe
	IPH
	-8.645
	-7.674
	0.453

	5kh3
	6U6
	-5.759
	-8.110
	0.326

	5laq
	6M5
	-12.551
	-10.783
	0.404

	5ljq
	ANV
	-12.277
	-9.434
	0.413

	5ljt
	A6N
	-12.169
	-9.717
	0.411

	5llh
	V49
	-13.878
	-9.566
	0.389

	5llo
	5EF
	-12.820
	-9.279
	0.385

	5mjn
	7O8
	-11.646
	-9.157
	0.414

	5msb
	V13
	-10.171
	-8.858
	0.523

	5n0d
	8F2
	-11.570
	-9.263
	0.370

	5n1r
	8GH
	-10.851
	-9.396
	0.362

	5n1s
	8GE
	-10.901
	-9.237
	0.357

	5n25
	8HK
	-10.613
	-8.553
	0.365

	5nw7
	9C2
	-7.870
	-8.055
	0.366

	5nxg
	RA1
	-11.667
	-9.229
	0.431

	5nxi
	9DE
	-9.089
	-9.301
	0.371

	5nxo
	9HK
	-11.335
	-9.480
	0.384

	5nxp
	9DH
	-10.901
	-9.333
	0.410

	5nxw
	RA9
	-9.878
	-9.308
	0.332

	5ny1
	9.00E+05
	-8.779
	-9.523
	0.366

	5ny3
	9.00E+08
	-10.190
	-9.231
	0.365

	5nya
	FB2
	-8.705
	-7.060
	0.343

	5o07
	1VQ
	-10.191
	-8.161
	0.358

	5o1h
	9GN
	-6.621
	-8.742
	0.398

	5o4f
	8VE
	-9.115
	-8.444
	0.603

	5od1
	9RQ
	-8.128
	-9.563
	0.546

	5oh2
	BAQ
	-5.789
	-7.510
	0.379

	5oh3
	9V2
	-5.274
	-7.760
	0.355

	5oh4
	9UZ
	-6.211
	-7.700
	0.368

	5oh7
	HYN
	-5.956
	-7.410
	0.366

	5oh9
	9UT
	-5.270
	-7.470
	0.418

	5oha
	9UW
	-6.665
	-7.620
	0.390

	5sz2
	72G
	-11.866
	-10.171
	0.365

	5sz3
	72H
	-11.734
	-9.402
	0.366

	5sz5
	72E
	-10.502
	-8.250
	0.439

	5sz6
	72G
	-9.555
	-9.034
	0.412

	5tfx
	7B1
	-9.843
	-9.477
	0.383

	5th4
	BEW
	-3.885
	-6.060
	0.357

	5ti0
	7CZ
	-5.749
	-6.500
	0.346

	5tmn
	0PJ
	-10.969
	-10.460
	0.390

	5tt3
	EZL
	-9.159
	-8.629
	0.741

	5tuo
	1SA
	-8.854
	-8.117
	0.593

	5tuz
	7L6
	-10.092
	-9.227
	0.485

	5txy
	7Q1
	-7.442
	-6.910
	0.393

	5ty9
	7QV
	-7.113
	-8.855
	0.358

	5tya
	7QS
	-6.115
	-7.223
	0.371

	5u0d
	7R7
	-6.198
	-8.919
	0.347

	5u0e
	7R4
	-6.975
	-8.519
	0.326

	5u0f
	7R1
	-7.460
	-8.898
	0.374

	5u0g
	7QY
	-6.250
	-9.025
	0.368

	5uln
	8JS
	-10.705
	-9.270
	0.353

	5vsf
	9HG
	-9.585
	-9.930
	0.470

	5wcm
	4NZ
	-5.456
	-6.502
	0.447

	5wex
	8JS
	-9.792
	-9.529
	0.362

	5wgp
	AUD
	-7.666
	-6.645
	0.355

	5yhg
	8UX
	-8.214
	-8.846
	0.335

	5yjm
	8W3
	-10.473
	-9.830
	0.497

	6b4d
	53X
	-8.332
	-7.969
	0.413

	6b4l
	CJY
	-8.824
	-9.631
	0.422

	6b4u
	CN7
	-10.473
	-10.541
	0.405

	6b59
	CQS
	-11.030
	-9.156
	0.413

	6b96
	CZV
	-10.701
	-9.015
	0.373

	6b97
	CZY
	-9.038
	-9.593
	0.391

	6b98
	D07
	-6.343
	-7.050
	0.380

	6c7w
	LMS
	-7.458
	-9.101
	0.352

	6c7x
	EO7
	-9.802
	-9.510
	0.382

	6ce6
	EYP
	-6.953
	-9.094
	0.350

	6ced
	EYA
	-7.944
	-7.368
	0.395

	6cpa
	ZAF
	-15.718
	-12.047
	0.407

	6css
	FBJ
	-10.370
	-7.690
	0.334

	6d1a
	TWB
	-5.939
	-7.741
	0.310

	6d1b
	FUJ
	-5.330
	-7.939
	0.322

	6d1d
	GTV
	-6.099
	-7.982
	0.312

	6d1g
	YKG
	-6.092
	-8.191
	0.308

	6d1h
	KED
	-5.076
	-7.166
	0.332

	6d1i
	T6Z
	-5.581
	-7.272
	0.312

	6d1j
	7SX
	-5.798
	-7.545
	0.313

	6d1k
	M3Q
	-4.270
	-7.007
	0.321

	6d2o
	4MZ
	-7.231
	-7.320
	0.372

	6dd0
	P9T
	-7.477
	-7.750
	nan

	6ebe
	J3V
	-9.138
	-9.023
	0.413

	6eeb
	J6P
	-7.231
	-7.930
	0.594

	6eeo
	J6V
	-8.774
	-9.101
	0.396

	6en5
	BJ2
	-10.833
	-8.866
	0.407

	6eqp
	BUW
	-8.128
	-9.370
	0.358

	6ets
	I1L
	-7.691
	-7.030
	0.426

	6evr
	BZW
	-10.989
	-9.671
	0.350

	6ex1
	N19
	-9.967
	-9.609
	0.320

	6f1j
	EDG
	-6.302
	-6.915
	0.362

	6f28
	CG8
	-7.731
	-8.960
	0.845

	6f9v
	D0Z
	-9.228
	-9.442
	0.489

	6faf
	D3B
	-8.886
	-9.721
	0.404

	6fag
	EON
	-8.994
	-9.788
	0.439

	6fe0
	V90
	-8.841
	-9.447
	0.393

	6fhq
	DE5
	-3.367
	-6.260
	0.683

	6ftw
	E6Z
	-8.860
	-9.379
	0.389

	6fv4
	16G
	-3.984
	-7.040
	0.360

	6fyz
	EBE
	-10.107
	-9.804
	0.427

	6g3q
	FO9
	-9.872
	-9.046
	0.347

	6g3v
	FO9
	-8.232
	-9.352
	0.382

	6g5l
	EM5
	-10.394
	-9.097
	0.402

	6g5u
	ENN
	-8.735
	-9.240
	0.523

	6g6t
	ENN
	-10.502
	-9.286
	0.392

	6g7a
	EOQ
	-9.245
	-8.961
	0.513

	6g9u
	ETK
	-8.774
	-9.684
	0.463

	6gga
	EY2
	-6.613
	-7.638
	0.403

	6ggb
	EXQ
	-7.349
	-8.865
	0.406

	6ggf
	EXQ
	-7.349
	-8.919
	0.411

	6got
	F6W
	-12.820
	-9.550
	0.344

	6gxb
	FF5
	-10.171
	-10.817
	0.416

	6gxe
	FFH
	-10.975
	-9.996
	0.452

	6gxq
	FFZ
	-9.685
	-11.080
	0.369

	6h29
	FK8
	-7.666
	-7.730
	0.372

	6h33
	FKQ
	-12.580
	-9.591
	0.384

	6h37
	FKQ
	-11.711
	-9.180
	0.375

	6h38
	FKK
	-11.060
	-9.490
	0.375

	6h5x
	FT8
	-14.765
	-10.162
	0.400

	6h77
	ATP
	-10.005
	-10.110
	0.394

	6haz
	FX5
	-9.549
	-8.365
	0.432

	6hlx
	G9Z
	-9.786
	-9.019
	0.368

	6hrq
	GM5
	-9.668
	-9.655
	0.252

	6hsh
	GOK
	-10.294
	-9.509
	0.347

	6htg
	T61
	-9.786
	-9.410
	0.366

	6ic2
	BBJ
	-8.236
	-8.814
	0.383

	6iiu
	A8X
	-10.856
	-10.105
	0.352

	6mdu
	N1G
	-5.800
	-8.641
	0.314

	6mll
	N1G
	-4.940
	-8.207
	0.339

	6n9l
	ADP
	-9.138
	-8.437
	0.392

	6o5g
	LMJ
	-7.774
	-8.052
	0.500

	6o5t
	L8J
	-8.867
	-8.838
	0.394



Table S3. PDB ID of protein, Drugbank ID of ligand, pharmaceutical condition associated with drugs taken for the validation of Sanjeevini pipeline.

	PDB ID
	Drugbank ID
	Disease
	RASPD+ BE
	ParDOCK+ BE
	Status

	1EXA
	DB12808
	achne                
	-10.692
	-8.41
	Pass

	3PBL
	DB06288
	antagonist                
	-9.576
	-4.27
	Fail

	3AQF
	DB15328
	antagonist                
	-10.28
	-5.84
	Pass

	3AQF
	DB16098
	antagonist                
	-10.426
	-5.84
	Pass

	1I15
	DB06288
	antagonist                
	-9.75
	-5.88
	Pass

	3AQF
	DB12457
	antagonist                
	-10.561
	-6.28
	Pass

	1OZC
	DB11691
	antagonist                
	-10.745
	-7.83
	Pass

	1E3G
	DB12499
	antagonist                
	-10.619
	-8.02
	Pass

	2KS9
	DB09291
	antagonist                
	-10.268
	-8.02
	Pass

	1T78
	DB06441
	antagonist                
	-10.242
	-8.86
	Pass

	5O9H
	DB15011
	antagonist                
	-10.104
	-9.67
	Pass

	3IYD
	DB11753
	antibacterial                
	-10.324
	-1.6
	Fail

	1BDF
	DB11753
	antibacterial                
	-10.625
	-9.7
	Pass

	2AUK
	DB11753
	antibacterial                
	-10.238
	-10.2
	Pass

	4OON
	DB14879
	antibiotic                
	-10.249
	-1.92
	Fail

	1BLS
	DB12377
	antibiotic                
	-8.218
	-3.43
	Fail

	1AB4
	DB11943
	antibiotic                
	-9.659
	-5
	Pass

	1YLT
	DB12377
	antibiotic                
	-8.705
	-5.49
	Pass

	1ZVT
	DB12924
	antibiotic                
	-10.506
	-5.66
	Pass

	1YLP
	DB12377
	antibiotic                
	-8.787
	-5.79
	Pass

	1M5G
	DB12455
	antibiotic                
	-8.026
	-6.5
	Pass

	1ZVT
	DB11943
	antibiotic                
	-9.706
	-6.6
	Pass

	1YLW
	DB12377
	antibiotic                
	-8.739
	-6.66
	Pass

	1EG0
	DB12455
	antibiotic                
	-10.071
	-7.6
	Pass

	2EX2
	DB00760
	antibiotic                
	-9.252
	-8.08
	Pass

	3FWL
	DB00438
	antibiotic                
	-10.097
	-8.13
	Pass

	1AXB
	DB12377
	antibiotic                
	-9.212
	-8.43
	Pass

	1EG0
	DB12329
	antibiotic                
	-10.578
	-8.79
	Pass

	2EX2
	DB14879
	antibiotic                
	-10.318
	-9.84
	Pass

	3OC2
	DB14879
	antibiotic                
	-10.549
	-12.73
	Pass

	1LUB
	DB11855
	anticholinergics                
	-9.294
	-4.55
	Fail

	2CSA
	DB11855
	anticholinergics                
	-10.558
	-6.63
	Pass

	1C5M
	DB09075
	anticoagulant                
	-10.443
	-10.11
	Pass

	4L1D
	DB05541
	anticonvulsant                
	-7.147
	-5.3
	Pass

	4MZ2
	DB05541
	anticonvulsant                
	-7.707
	-5.53
	Pass

	2KAV
	DB05541
	anticonvulsant                
	-9.752
	-5.76
	Pass

	4V11
	DB05541
	anticonvulsant                
	-8.457
	-5.79
	Pass

	2KS9
	DB09048
	antiemetic                
	-10.538
	-7
	Pass

	1I15
	DB06016
	antipsychotic                
	-10.797
	-5.86
	Pass

	1I15
	DB09128
	antipsychotic                
	-11.055
	-5.86
	Pass

	3PBL
	DB06016
	antipsychotic                
	-10.498
	-6.2
	Pass

	1I15
	DB06077
	antipsychotic                
	-10.067
	-6.67
	Pass

	1S11
	DB06077
	antipsychotic                
	-10.41
	-6.67
	Pass

	1I15
	DB14185
	antipsychotic                
	-10.983
	-6.75
	Pass

	1I15
	DB00334
	antipsychotic                
	-9.002
	-6.79
	Pass

	4IB4
	DB06016
	antipsychotic                
	-10.644
	-8.97
	Pass

	3RZE
	DB06016
	antipsychotic                
	-10.698
	-10.61
	Pass

	5R7Y
	DB14761
	antiviral                
	-10.469
	-6.87
	Pass

	2JLE
	DB09299
	antiviral                
	-10.202
	-15.11
	Pass

	3EYG
	DB15091
	autoimmune disease               
	-10.709
	-5.01
	Pass

	2FO6
	DB11817
	autoimmune disease               
	-9.918
	-6.02
	Pass

	3EYG
	DB11817
	autoimmune disease               
	-10.304
	-7.03
	Pass

	2B7A
	DB11817
	autoimmune disease               
	-9.508
	-7.8
	Pass

	1YVJ
	DB11817
	autoimmune disease               
	-10.484
	-9.29
	Pass

	1AUI
	DB11693
	autoimmune disorder               
	-10.544
	-3.82
	Fail

	2AFL
	DB11640
	autoimmune disorder               
	-6.672
	-5.85
	Pass

	1S1C
	DB13931
	autoimmune disorders               
	-10.635
	-6.21
	Pass

	4L6Q
	DB13931
	autoimmune disorders               
	-10.369
	-6.84
	Pass

	1MQ0
	DB15694
	autoimmune disorders               
	-7.937
	-7.4
	Pass

	1A81
	DB12010
	autoimmune disorders               
	-8.455
	-7.9
	Pass

	3V2W
	DB12612
	autoimmune disorders               
	-10.576
	-8.9
	Pass

	1DJS
	DB15102
	Bile duct cancer              
	-10.49
	-5.84
	Pass

	1RY7
	DB15102
	Bile duct cancer              
	-10.283
	-5.84
	Pass

	1QCT
	DB11886
	bile duct cancer              
	-9.975
	-8.5
	Pass

	1RY7
	DB11886
	Bile duct cancer              
	-10.486
	-10.25
	Pass

	1DJS
	DB11886
	bile duct cancer              
	-10.577
	-11.8
	Pass

	1RY7
	DB12147
	bladder cancer               
	-10.132
	-6.21
	Pass

	1QCT
	DB12147
	bladder cancer               
	-10.071
	-8.3
	Pass

	1DJS
	DB12147
	bladder cancer               
	-10.399
	-8.81
	Pass

	2B7A
	DB12500
	bone marrow cancer              
	-10.094
	-7.8
	Pass

	1BI7
	DB12001
	breast cancer               
	-11.075
	-1.2
	Fail

	1BI7
	DB09073
	breast cancer               
	-10.44
	-1.3
	Fail

	1BI7
	DB11730
	breast cancer               
	-11.311
	-1.97
	Fail

	1UK0
	DB11760
	breast cancer               
	-9.562
	-5.8
	Pass

	1LD2
	DB09073
	breast cancer               
	-10.94
	-6.19
	Pass

	2ENQ
	DB12015
	Breast cancer               
	-10.442
	-6.2
	Pass

	1LD2
	DB11730
	breast cancer               
	-10.936
	-7
	Pass

	1MFG
	DB11652
	breast cancer               
	-10.436
	-7.04
	Pass

	3KCZ
	DB11760
	breast cancer               
	-9.391
	-7.31
	Pass

	1LD2
	DB12001
	breast cancer               
	-11.071
	-10.04
	Pass

	1DNQ
	DB11828
	breast cancer               
	-11.053
	-14.62
	Pass

	4HNI
	DB14989
	cancer of the lymphatic system            
	-10.243
	-5.84
	Pass

	1A52
	DB00977
	contraceptive                
	-9.444
	-8.1
	Pass

	1UOU
	DB09343
	gastric tumor               
	-8.123
	-3.15
	Fail

	1FVR
	DB14840
	gastrointestinal stromal tumor              
	-10.697
	-4.36
	Fail

	1GQ5
	DB14840
	gastrointestinal stromal tumor              
	-10.913
	-5.79
	Pass

	1UWH
	DB14840
	gastrointestinal stromal tumor              
	-10.532
	-7.04
	Pass

	1VR2
	DB14840
	gastrointestinal stromal tumor              
	-10.553
	-7.56
	Pass

	1PKG
	DB14840
	gastrointestinal stromal tumor              
	-11.037
	-10.28
	Pass

	1C5M
	DB12364
	Heart disease               
	-10.907
	-6.54
	Pass

	2WZ1
	DB15456
	Heart disease               
	-10.16
	-7.3
	Pass

	1DL9
	DB09292
	heart failure               
	-10.128
	-10.46
	Pass

	2ANW
	DB15982
	Hereditary Angioedema               
	-10.316
	-10.26
	Pass

	1S1C
	DB16703
	graft-versus-host disease (GVHD)             
	-10.208
	-5.88
	Pass

	4L6Q
	DB16703
	graft-versus-host disease (GVHD)
	-10.372
	-6.44
	Pass

	1JCQ
	DB06448
	Hutchinson-Gilford progeria syndrome              
	-10.423
	-7.7
	Pass

	3MWD
	DB11936
	hypercholesterolemia                
	-10.247
	-7.5
	Pass

	2A0D
	DB09272
	irritable bowel syndrome with diarrhea            
	-10.689
	-4.08
	Fail

	1OZC
	DB09272
	irritable bowel syndrome with diarrhea            
	-10.739
	-7.52
	Pass

	1GQ5
	DB11800
	kidney cancer               
	-11.732
	-5.79
	Pass

	4BSJ
	DB11800
	kidney cancer               
	-11.095
	-7.92
	Pass

	1PKG
	DB11800
	kidney cancer               
	-11.116
	-8.46
	Pass

	1VR2
	DB11800
	kidney cancer               
	-11.258
	-9.13
	Pass

	1Y9R
	DB16165
	kidney disease               
	-9.543
	-10.68
	Pass

	1OSH
	DB05990
	Liver disease               
	-10.656
	-7.92
	Pass

	1NBD
	DB09280
	Lung disease (cystic fibrosis)         
	-10.642
	-8.9
	Pass

	1NBD
	DB15444
	Lung disease (cystic fibrosis)      
	-11.395
	-10.99
	Pass

	1NBD
	DB11712
	Lung disease (cystic fibrosis)         
	-10.679
	-11.37
	Pass

	1E8Y
	DB11952
	lymphocytic leukemia               
	-9.255
	-5.73
	Pass

	2W96
	DB11718
	Metastatic Colorectal Cancer              
	-10.21
	-10.35
	Pass

	4AP8
	DB16628
	molybdenum cofactor deficiency (MoCD)             
	-7.543
	-7.3
	Pass

	3C0Y
	DB06603
	multiple myeloma               
	-10.193
	-5.06
	Pass

	3C5K
	DB06603
	multiple myeloma               
	-10.458
	-5.1
	Pass

	4A69
	DB06603
	multiple myeloma               
	-10.82
	-5.11
	Pass

	5UWI
	DB06603
	multiple myeloma               
	-10.366
	-5.9
	Pass

	2H8N
	DB06603
	multiple myeloma               
	-10.038
	-6.21
	Pass

	1T64
	DB06603
	multiple myeloma               
	-10.476
	-7.22
	Pass

	1TYI
	DB06603
	multiple myeloma               
	-10.324
	-8
	Pass

	3MAX
	DB06603
	multiple myeloma               
	-10.549
	-8.53
	Pass

	1W9C
	DB11942
	multiple myeloma               
	-8.543
	-12
	Pass

	1RJB
	DB12500
	myelofibrosis (Bone marrow cancer)             
	-10.624
	-11.14
	Pass

	1G5M
	DB11581
	myeloid leukemia               
	-10.684
	-3.32
	Fail

	1AB2
	DB12597
	myeloid leukemia               
	-10.092
	-5.16
	Pass

	1T09
	DB14568
	myeloid leukemia               
	-10.194
	-7.5
	Pass

	2ELI
	DB06595
	myeloid leukemia               
	-10.542
	-7.54
	Pass

	1GQ5
	DB06595
	myeloid leukemia               
	-10.613
	-7.64
	Pass

	1VR2
	DB06595
	myeloid leukemia               
	-10.053
	-9.24
	Pass

	4JA8
	DB13874
	myeloid leukemia               
	-10.262
	-9.7
	Pass

	1RJB
	DB06595
	myeloid leukemia               
	-10.44
	-10.47
	Pass

	1RJB
	DB12141
	myeloid leukemia               
	-10.902
	-10.74
	Pass

	4JKV
	DB11978
	myeloid leukemia               
	-10.343
	-11.06
	Pass

	2KUP
	DB12141
	myeloid leukemia.               
	-10.115
	-5.4
	Pass

	1BI7
	DB15442
	myelosuppression                
	-10.83
	-1.67
	Fail

	1LD2
	DB15442
	myelosuppression                
	-11.09
	-6.75
	Pass

	1S9J
	DB11689
	neurofibromatosis type 1 (NF1)             
	-10.388
	-6.16
	Pass

	1S9I
	DB11689
	neurofibromatosis type 1 (NF1)             
	-10.612
	-8.39
	Pass

	1LVQ
	DB09061
	neurological disorders               
	-9.569
	-2.41
	Fail

	1I0Z
	DB09118
	neurological disorders               
	-7.713
	-4.11
	Fail

	1I10
	DB09118
	neurological disorders               
	-8.075
	-4.44
	Fail

	1I8H
	DB14914
	neurological disorders               
	-9.496
	-6.6
	Pass

	3V2W
	DB12016
	neurological disorders               
	-10.655
	-8.04
	Pass

	4S0V
	DB11951
	neurological disorders               
	-9.683
	-8.37
	Pass

	2KUP
	DB11363
	non .0small cell lung cancer            
	-10.214
	-5
	Pass

	2KUP
	DB12130
	non small cell lung cancer            
	-8.429
	-5.8
	Pass

	1D8D
	DB15569
	non small cell lung cancer            
	-10.684
	-7.48
	Pass

	1XPD
	DB15685
	non small cell lung cancer            
	-10.574
	-11.02
	Pass

	1FYR
	DB11791
	non-small cell lung cancer             
	-9.748
	-5.79
	Pass

	1FYR
	DB15133
	non-small cell lung cancer             
	-10.234
	-5.86
	Pass

	2KUP
	DB12267
	non-small cell lung cancer             
	-10.14
	-7.92
	Pass

	1HE7
	DB11986
	non-small cell lung cancer             
	-10.133
	-7.95
	Pass

	1XPD
	DB15822
	non-small cell lung cancer             
	-10.684
	-8.74
	Pass

	3ZBF
	DB11986
	non-small cell lung cancer             
	-10.719
	-9.16
	Pass

	1DNQ
	DB12267
	non-small cell lung cancer             
	-10.937
	-9.68
	Pass

	1DNQ
	DB11963
	non-small cell lung cancer             
	-11.11
	-9.79
	Pass

	1DNQ
	DB09330
	non-small cell lung cancer             
	-10.711
	-9.9
	Pass

	1WWC
	DB11986
	non-small cell lung cancer             
	-10.214
	-9.93
	Pass

	1DNQ
	DB16390
	non-small cell lung cancer             
	-11.083
	-12.47
	Pass

	2IQP
	DB11700
	obesity due to the genetic conditions          
	-10.073
	-2.64
	Fail

	2ENQ
	DB12483
	other                
	-10.465
	-7.58
	Pass

	3KCZ
	DB11793
	Ovarian cancer               
	-9.204
	-4.86
	Fail

	1UK0
	DB12332
	Ovarian cancer               
	-10.019
	-5.99
	Pass

	1UK0
	DB11793
	Ovarian cancer               
	-9.825
	-6.53
	Pass

	2EOC
	DB12332
	Ovarian cancer               
	-9.895
	-6.62
	Pass

	3KCZ
	DB12332
	Ovarian cancer               
	-9.425
	-7.04
	Pass

	1GOS
	DB06654
	Parkinson's disease               
	-9.32
	-5.3
	Pass

	1MMH
	DB11757
	Parkinson's Disease               
	-10.214
	-5.86
	Pass

	3A7E
	DB11632
	Parkinson's Disease               
	-10.229
	-8.09
	Pass

	1Z8L
	DB14805
	prostate cancer               
	-8.508
	-6
	Pass

	1E3G
	DB12941
	prostate cancer               
	-10.262
	-6.32
	Pass

	1E3G
	DB11901
	prostate cancer               
	-10.601
	-11.23
	Pass

	1A00
	DB14975
	sickle cell disease              
	-8.876
	-13
	Pass

	1S9J
	DB05239
	skin cancer               
	-9.539
	-4.89
	Fail

	1S9I
	DB11967
	skin cancer               
	-10.561
	-6.98
	Pass

	1UWH
	DB11718
	skin cancer               
	-10.665
	-9.89
	Pass

	1A07
	DB06137
	skin disease               
	-10.414
	-6.31
	Pass

	3QNZ
	DB06137
	skin disease               
	-10.385
	-6.31
	Pass

	2C6V
	DB12887
	soft tissue cancer              
	-10.632
	-9.71
	Pass

	1HCF
	DB14723
	solid tumors               
	-9.813
	-5.79
	Pass

	1HE7
	DB14723
	solid tumors               
	-9.828
	-6.55
	Pass

	1WWC
	DB14723
	solid tumors               
	-9.528
	-7.85
	Pass

	2I0V
	DB12978
	tenosynovial giant cell tumour             
	-10.904
	-9.01
	Pass

	1RY7
	DB09078
	thyroid cancer               
	-10.462
	-5.88
	Pass

	1GQ5
	DB09078
	thyroid cancer               
	-11.07
	-7.42
	Pass

	4BSJ
	DB09078
	thyroid cancer               
	-10.643
	-7.59
	Pass

	1PKG
	DB09078
	thyroid cancer               
	-11.018
	-8.9
	Pass

	1DJS
	DB09078
	thyroid cancer               
	-10.873
	-9.33
	Pass

	1XPD
	DB09078
	thyroid cancer               
	-10.752
	-9.8
	Pass

	1VR2
	DB09078
	thyroid cancer               
	-10.967
	-10.2
	Pass

	1QCT
	DB09078
	thyroid cancer               
	-10.038
	-10.53
	Pass

	2CDW
	DB14895
	to treat overactive bladder (OAB)            
	-10.757
	-8.71
	Pass

	1HLL
	DB04948
	treat symptoms of Opioid Withdrawal 
	-7.432
	-6.61
	Pass

	1BM7
	DB11644
	transthyretin-mediated amyloidosis               
	-9.28
	-5.77
	Pass

	1IN9
	DB12095
	Tumor                
	-10.584
	-7.7
	Pass

	4V06
	DB12095
	Tumor                
	-10.369
	-7.8
	Pass






