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PDB ID

Class Protein ligand-free complex (ligand)

I 3-Deoxy-D-arabino-heptulosonate ~ 10FB[19] 1HFB (phosphoenol

7-phosphate synthase from pyruvate)[19]
Saccharomyces cerevisiae
(DAHPS)
Aspartate aminotransferase from  1AAW[20] 1ASM (maleic
Escherichia coli (AST) acid)[20]

1I 6-phosphogluconolactonase from 2JOE [21] 3EB9 (citric acid)[22]
Trypanosoma brucei (6PGL)
Histidine acid phosphatase from 3IT2 [23]  3IT1 (tartaric acid)[23]
Francisella tularensis subsp.
holarctica LVS (HAP)

III Purine nucleoside phosphorylase 10DL[24] 10DIJ (guanosine)[24]
from Thermus thermophilus HBS

(PNP)
Nucleoside 1F8X [25] 1F8Y (5-methyl-2’-
2-deoxyribosyltransferase from deoxypseudouridine)[25]

Lactobacillus leichmannii (NdRT)

IV~ Levansucrase from Bacillus subtilis 10YG [26] 1PT?2 (sucrose)[26]
(Lev)

Pterocarpus angolensis Lectin from  1S1A [27] 2ARE (mannose)[28]
Pterocarpus angolensis (PAL)

\% Haloalkane dehalogenase LinB 1177 [29] 1G5F
from Sphingomonas paucimobilis (dichroloethane)[29]
(LinB)
Penicillin G acylase from 1PNK [30] 1AI7 (phenol)[31]
Escherichia coli (PGA)
VI Ketosteroid isomerase from 3VSY[32] 2PZV (phenol) [33]
Pseudomonas putida (KST)
Catalytic domain of human 3SL3 [34] 1Y2B (Ethyl 3,5-
phosphodiesterase 4D (PDE4D) dimethyl-1H-pyrazole-

4-carboxylate)[35]
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g33:000b000o0oon

oood oood 00 (aig)/mM 0000000000
DAHPS  Phosphoenolpyruvate x10 15 5 us x50
AST Maleic acid x50 45 2 us x50
6PGL Citric acid x10 17 5 us x50
HAP Tartaric acid x30 33 2 us x50
PNP Guanosine x10 9.4 5 us x50
NdRT 2’ -deoxycytidine  x15 23 5 us x50
Lev Sucrose x5 14 4 us x50
PAL Glucose x5 18 1 us x100
LinB Dichloroethane x10 41 1 us x100
PGA Phenol %30 39 5 us x50
KSI Phenol x10 10 2 us x50
PDE4D  Ethyl 3,5-dimethyl- x5 12 5 us x50

1H-pyrazole-4-
carboxylate
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Phosphoenolpyruvate Maleic acid Citric acid
ﬂl
Bl:Qa B2:Qa Bl:Qa B2:Qa
Tartalic acid Guanosine

Bl:Qa B2:Qa

B1:SP2  B2:SP4 B1:SP2 B2:SP2

Glucose Sucose 1,2-dichloroethane

B3: P4 @
[
B1l:C4
B1:P1 B2:P4
Phenol Ethyl 3,5-dimethyl-1H-pyrazole-4-carboxylate

B3: SP1

b
o

B1:SC5 B2:SC5

032200000 MARTINIDOOOOODOOODOODOOODOooDoOoDOoOooO3soog
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034:0000000000000Kyengad const. DO ODODO0OO0O0OO0OO0D0OOOOO0
gooobogbbobooboLNCeStOobooob qojobbobboboobg

Koond Kangle Kain
oooo bonds Ro/nm /kIJmol 'nm~2 angles 6y/deg /kImol~'  dihedrals @y /deg /kImol™!
Phosphoenol- B1-B2 0.290 const.
pyruvate
Maleic acid B1-B2 0.323 const.
Citric acid B1-B2 0.300 18000 B1-B2-B3 95 170
B2-B3 0.300 18000
Tartaric acid B1-B2 0.313 const.
Guanosine B1-B2 0.353 30000 B1-B3-B4 150 200 B1-B2-B3-B4 155 60
B1-B3 0.257 30000 B2-B3-B4 103 300 B2-B3-B4-B5 78 25
B2-B3 0.241 const. B3-B4-B5 128 300 B4-B5-B7-B6 180 200
B3-B4 0.244 const. B3-B4-B7 120 400
B4-B5 0.295 const. B4-B5-B6 69 200
B4-B7 0.161 const. B5-B4-B7 125 200
B5-B6 0.294 const. B5-B6-B7 84 200
B5-B7 0.390 const. B6-B7-B4 94 200
B6-B7 0.290 const.
2- B1-B2 0.317 const. B1-B3-B4 123 400 B1-B3-B4-B5  -145 30
deoxycytidine B1-B3 0.280 const. B2-B3-B4 150 400 B2-B1-B3-B4  -157 30
B2-B3 0.244 const. B3-B4-B5 104 500 B3-B4-B5-B6  -177 150
B3-B4 0.219 const.
B4-B5 0.220 const.
B4-B6 0.268 const.
B5-B6 0.285 const.
Glucose B1-B2 0.375 35000
B1-B3 0.331 35000
B2-B3 0.322 50000
Sucrose B1-B2 0.222 30000 B1-B2-B4 130 10 B1-B3-B4-B5 130 25
B2-B3 0.247 30000 B3-B2-B4 110 150 B2-B1-B3-B4 80 2
B2-B4 0.429 30000 B5-B4-B2 20 50 B3-B4-B5-B6 -70 20
B4-B5 0.293 30000 B6-B4-B2 85 150
B4-B6 0.372 30000
Phenol B1-B2 0.270 const.
B1-B3 0.270 const.
B2-B3 0.270 const.
Ethyl B1-B2 0.303 const. B1-B2-B4 136 500
3,5-dimethyl- B1-B3 0.355 const. B1-B3-B4 110 500
1H-pyrazole-4- B2-B3 0.244 const.
carboxylate B2-B4 0.206 const.
B3-B4 0.213 const.
U
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