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Table S1. Complete set of data interactions
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L ubsite S1 S1’ S2 S2’
Tel interactions
Tel GOLDScore: 44.97 kcal mol!
AGyinging : —7.10_keal mol”
Subsite Tc.eI"-cathe.psin distance (A) . Tel 1gmy
interaction ligand atom atom
12 - GLU122:0E2 3.32 12 OE2
CI3 - GLN23:HE21 2.86 CI3 HE21
Tel - GLY27:0 291 Tel o
Ci3 - GLY27:HA1 3.24 CI13 HAL
CI3 - GLY27:HA2 2.44 CI3 HA2
HS5 - MET196:0 3.10 HS5 o
H5 - GLY197:0 2.32 H5 (6]
12 - ASN72:0 3.18 12 (0}
12 - GLY73:HA1 3.13 12 HA1
12 - GLY73:HA2 3.43 12 HA2
Tel - CYS29:SG 2.971 Tel SG
Tel - GLY73:HA2 2.93 Tel HA2
H13 - GLY74:0 2.34 H13 o
H15B - GLY74:0 3.14 H15B (6]
H1 - GLY198:0 2.48 H1 (0}
H4 - GLY198:0 2.52 H4 (6]
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TeCl interactions

TeCl GOLDScore: 45.55 kcal mol!
AGyipging : —7-16 kcal mol!

Subsite Te.Cl---cath.epsin distance (A) . TeCl lgmy
interaction ligand atom atom
CI3 - GLN23:HE21 2.66 CI3 HE21
Tel - GLY27:0 3.43 Tel (0}
CI3 - GLY27:HA2 291 CI3 HA2
H7 - MET196:0 2.56 H7 O
H7 - GLY197:0 2.74 H7 O
H8 - MET196:0 3.37 HS8 O
H8 - GLY197:0 3.26 HS8 o
Tel - CYS29:SG 3.21 Tel SG
CI2 - ASN72:0 3.22 CI2 (0}
CI2 - GLY73:HAL1 2.40 CI2 HA1
CI2 - GLY73:HA2 3.03 CI2 HA2
H11 - GLY74:0 3.35 H11 O
CI3 - HIS199:HD1 2.87 C13 HDI1
H1 - GLY198:0 2.16 H1 (6}
H4 - HIS199:ND1 3.04 H4 ND1
H8 - GLY198:0 2.95 HS8 (o}
H13 - GLY198:0 3.20 H13 O
H14 - GLY198:0 2.44 H14 (6]
TeBr interactions
TeBr GOLDScore: 43.09 kcal mol”!
AGging : —6.90 keal mol™!

— s -
CI3 - GLN23:HE21 3.39 CI3 HE21
Ci3 - GLU122:0E2 3.45 CI3 OE2

Te - GLY27:0 3.21 Te O
CI3 - GLY27:HA1 2.86 CI3 HA1
CI3 - GLY27:HA2 2.48 CI3 HA2

H4 - GLY197:0 3.43 H4 (6}
HS5 - MET196:0 3.01 HS5 (0}
HS5 - GLY197:0 2.58 HS5 (0}
Te - CYS29:SG 2.90 Te SG
Br2 - ASN72:0 3.43 Br2 (6]
Br2 - GLY73:HAI 2.69 Br2 HA1
Br2 - GLY73:HA2 3.15 Br2 HA2
H13 - GLY74:0 3.32 H13 O
H1 - GLY198:0 222 H1 (0}
H4 - GLY198:0 2.66 H4 o}
H10 - GLY198:0 2.35 H10 O
HI11 - GLY198:0 3.19 H11 O
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YOWMEC interactions

YOWMEC GOLDScore: 42.79 kcal mol!
AGijnging © —0.87 keal mol”!

Subsite YOW.I\/IEC"-c.athepsin distance (A) ¥OWMEC 1gmy
interaction ligand atom Atom
S2’ CI3 - GLN23:HE21 2.93 CI3 HE21
Tel - GLY27:0 3.21 Tel (0}
CI3 - GLY27:HA1 3.33 CI3 HA1
Ci3 - GLY27:HA2 2.56 CI3 HA2
HS5 - MET196:0 2.98 H5 O
H5 - GLY197:N 2.79 H5 N
HS5 - GLY197:0 2.58 H5 O
H6 - GLY197:0 3.41 H6 0}
Tel - CYS29:SG 2.90 Tel SG
H1 - CYS29:SG 2.98 H1 SG
H9 - GLY74:0 2.79 H9 (6]
H10 - CYS29:SG 2.59 H10 SG
H12 - GLY74:0 2.90 HI12

(6]
H1 - GLY198:0 2.41 H1 (6]
H6 - GLY198:0 2.70 Ho6 (6]
H7 - GLY198:0 2.33 H7 (6]
H8 - GLY198:N 3.42 H8 N
H8 - GLY198:0 2.87 H8 (6]




