S1 Table. Distribution of cruzain residues within optimal community structures of
apo and holo forms.

Comm Cruzain Cruzain- Cruzain- Cruzain- Cruzain-
ID APO | “eptide | compound 1 | compound 2 | _ Peptide- peptide-
bep P P compound 1 | compound 2
1-15,
1511'_1135;2 151-154, | 1-13, 150- 11?};‘ ' ffg 1-12,151- | 1-7,151-154,
1 167176, | 167-179, | 153, 167-179, | 12> T 153, 167- 167-179,
| 181, 194-198 ' 179,195-198 |  194-198
195-198 | ;o100 182, 188-198
14-18, | 16-24,
2 | 146150, | o298, | LIRS | 1509 183 1317 8-17
180-194 | 182-183 '
3 19-22, | .., | 20-23,51-66, | 20-22, 4759, | 18-19,180- | 18-19, 141-
92-97 92-102 81-111 194 150, 181-193
47-56,
4 %%‘_é‘l’ 80-91, 24-45 23, 60-80 20672-26_723' 20-24, 60-66
99-112
46-50, 83-91, | 24-46, 112-
5 25-45 57-79 105111 | 115, 211015 | 219298 25-46
46-56, | 113119 1121(?%2 47-49, 81-91
° | ol w9215 | T2 145, 153- 24-46 103-112
164, 199-210
o |uzae, | Y0P 12016, | 0 o0 o0 | 4766,82.91, | 5059, 92-
210215 | jgo’one | 211-215 99-111 102
133-140,
8 117-132 | 156-166, | 2132 - 68-81, 112 67-80
199-200
180
133-144,
o iggigg 141-150, |  154-166, ] 113-119, 113-118,
199009 | 184-194 | 180-182, 209-215 208-215
201-210
119-132,
10 120-133,199 | oo o0
134-141, 133140,
1 154-166, | 155 166, 180
200-208 ’
12 142-150




