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Table S1: 53 CYP121A1 crystal structures active site cavity area, volume, and conformations.

PDB code Area (SA) A2 Volume (SA) A3 Conformation
1N4G 1228 838 Closed
21J7 1127 729 Closed
3G5H 1185 738 Closed
4G1X 1150 790 Closed
4G2G 1124 714 Closed
4G44 1136 769 Closed
4G45 1131 744 Closed
4G46 1142 732 Closed
4G47 1140 726 Closed
4G48 1199 761 Closed
41CT 1166 777 Closed
4IPS 1176 746 Closed
41PW 1198 758 Closed
41Q7 1172 744 Closed
41Q9 1187 771 Closed
5EDT 1146 726 Closed
5IBD 1141 767 Closed
5IBE 1139 738 Closed
5IBF 1005 730 Closed
5IBG 1168 782 Closed
5IBH 1155 728 Closed
5IBI 1226 794 Closed
51BJ 1186 781 Closed
509 994 703 Closed
50PA 1133 745 Closed
5WP2 1103 717 Closed
6GEO 1226 784 Closed
6GEQ 1159 751 Closed
6RQO 1209 778 Closed
6RQ1 1148 738 Closed
6RQ3 1199 766 Closed
6RQ5 1085 690 Closed
6RQ6 1165 751 Closed
6RQ8 1164 742 Closed
6RQ9 1127 739 Closed
6RQB 1150 728 Closed
6RQD 1159 731 Closed
6TE7 1011 698 Closed
6TET 1038 703 Closed
6TEV 1044 712 Closed
6UPG 1103 730 Closed
6UPI 993 699 Closed




7NQM 1093 697 Closed
7NOQN 1103 725 Closed
7NQO 1108 725 Closed
1N40 1170 738 Open
21J5 1169 777 Open
3CXV 1175 743 Open
3G5F 1158 770 Open
3CY0 1166 732 Open
3CY1 1171 727 Open
3CXX 1163 722 Open
3CXY 1183 782 Open
3CXZ 1215 769 Open

Table S2: CYP121A1 member structures were used in the study. The PDB codes and their references
are presented.

PDB code Reference
1N4G, 1N40 [1]
21]7, 215 [2]
3G5H, 3G5F [3]
4G1X, 4G2G, 4G44, 4G45, 4G46, 4G47, 4G48 [4]
41CT, 4IPS, 4IPW, 41Q7, 41Q9 [5]
5EDT, 5IBD, 5IBE, 5IBF, 5IBG, 5IBH, 5IBI, 5IBJ [6]
50P9, 50PA [7]
6GEO, 6GEQ [8]
6RQ0, 6RQ1, 6RQ3, 6RQ5, 6RQ6, 6RQS, 6RQY, [9]
6RQB, 6RQD
6TE7, 6TET, 6TEV [10]
6UPG, 6UPI [11]
7NQM, 7NQN, 7NQO [12]
3CXV [13]
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