Table 1. Correlation between functional sites from experiments and computations for Set 1. 

	PDB
	Protein
	Size(a)
	Ligand/

inhibitor
	Experimental (b)

Active residues       Ligand-binding 
	Theoretical (c), (d)
Global hinges   odds ratio

	10GS
	Human glutathione S-transferase P1-1
	2 x 209

dimer
	Ter117
	7, 8, 13, 38, 44, 51, 52, 64, 65, 98
	8, 10, 13, 38, 51, 52, 64, 65, 98, 108 in both subunits
	51, 64  
	6.4

	1A16
	Aminopeptidase P
	440
	Pro-Leu

Mg++?
	260, 271 ,354, 361, 383, 406
	350, 354, 361, 404
	361 
	4.2

	1A30
	HIV-1 protease
	2 x 99

dimer
	Tripeptide Glu-Asp-Leu
	A25, A30, B25
	A27, A29, A48-A50,B23,B81,B84
	A25, B25, A27, A48-A50 
	4.2

	1A3B
	Human (-thrombin heavy chain
	245 (+14)
	TRI166 (bifunct. boronate inhibitor)
	57, 195
	57, 60A, 60D, 189, 194,195, 215, 219
	57, 194,195 
	2.1

	1A42
	Human carbonic anhydrase II
	260
	Brinzolamide
	64,92, 94, 96, 119
	64, 92, 106, 131, 198, 199, 200, 202 
	92, 94, 106, 119 
	2.3

	1A47
	CGTase
	683
	Maltohexaose
	101, 141, 228, 230, 258, 328, 329
	197, 371
	101, 141, 228, 230, 258 
	3.1

	1A5I
	Plasminogen activator
	244
	Glu-Gly-Arg chlo-romethyl ketone
	57, 102, 156, 194,195
	57
	57, 102, 195 
	2.8

	1A5V
	Asv integrase
	54-199
	Y3
	64, 121, 157
	62, 119, 154, 155, 158
	64, 154, 155, 157, 158 
	5.4

	1AEC
	Actinidin
	218
	E-64
	25
	19 ,24, 26,66,68,69, 162
	19 ,24-26, 69, 162 
	5.6

	1AL8
	Glycolate oxidase
	359
	TKP
	24, 108, 129, 257
	24, 108, 129, 161, 254, 257
	24, 254, 257 
	2.4

	1ARZ
	E Coli. dihydrodi-picolinate reductase
	4 x 273

tetramer
	NADH & 2,6 pyridine dicarboxylate
	159, 160, 163 (B,C,D)
	12,13, 16, 17, 34, 39, 81 ,84 ,88, 102,104, 127, 129, 163, 169, 170 (B,C,D)
	 159, 160, 169, (B,C) 
	.61

	1B3N
	(-ketoacyl carrier protein synthase
	412
	Cerulenin
	163,398-401
	107, 108, 111, 163, 193, 198,202, 303, 340, 342, 398-401
	107, 108, 163, 193, 198, 202, 340, 342, 398-400 
	3.6

	1B6A
	Methionine aminopeptidase 2
	110-478
	Tnp-470
	231
	219, 328, 331, 339, 340, 376, 444, 447
	219, 231, 339, 376, 447 
	2.4

	1BGQ
	N-Terminal domain of yeast Hsp90
	214
	Radicicol
	40,44,79,80,84,92,93 98, 123, 124,171,173
	34, 44, 79, 83, 124, 171
	34, 84, 92, 93, 171 
	1.4

	1BH6
	Subtilisin DY
	275
	N- benzyloxy-carbonyl-APF-Cl-methyl ketone
	32, 64, 221
	64, 99-101 ,125- 127, 155, 221
	125-127, 221 
	2.15

	1BVV
	G/11 xylanase
	185
	Xylose
	69, 78, 172
	9, 80, 112, 116, 166
	69, 80, 166 
	2.2

	1BLC
	(-lactamase
	31-290
	Clavulanate
	70
	69, 70, 234
	69, 70, 234 
	6.2

	1BR6
	Ricin
	268
	Pteroic acid
	80, 81, 121,123, 177, 180
	78, 80, 81,121,180
	78, 80, 177, 180 
	3.3

	1BIO
	Human comple-ment factor D
	16-243
	Isatoic anhydride
	57, 102, 195
	195, 189,  214, 218
	57, 102, 189, 195, 214, 218 
	6.9

	1BK9
	phospholipase A2
	134
	p-bromo-phenacyl-bromide
	48, 52, 99
	5, 9, 30, 45, 48, 49
	5, 9, 45, 48, 49, 52, 99 
	5.0

	1BXO
	Penicillopepsin
	323
	PP7
	33, 213
	75, 216
	33, 213, 216 
	5.3

	1CP3
	Apopain
	35 +227

dimer 
	acetyl-DVAD flu-oromethyl ketone
	121, 122, 161-165
	64, 161, 163, 205, 207, 209, 214
	121, 122, 161 
	1.2

	1CQQ
	Human rhinovirus 3C Protease
	180
	Ag7088
	40, 71, 145, 147
	142, 143, 144, 145, 147, 161, 165, 170
	71, 144, 145, 147 
	2.9

	1CR6
	Murine soluble epoxide hydrolase
	2 x 544

dimer
	Cpu
	333, 334, 465, 495, 523
	333, 334, 465, 523
	- 
	0


 (a)   1A3B has two subunits of N = 14 and 245 residues, respectively. 1A5V, 1B6A and 1BLC coordinate data refer to the (indicated) residue ranges reported in the PDB. 
(b)The underlined residues are those (experimentally identified) that are also calculated here to reside in one 

of the three types I – III of hinge positions and have mobility scores < 0.10. 
 (c)The residues having mobility scores below 0.05 and located in hinge positions of type I and II. 

(d) Odds ratio is the ratio p/p0, i.e. the probability p of detecting these residues among the complete set of functional residues, relative to the random probability p0. p0 is the fraction of residues that fulfill the criteria Mi1-2 < 0.05 and hinge position of type I or II.  

