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Table S1. Selected bond lengths (A) and angles (°) for compounds 1 — 3.

1 1
P1—02 1.5834 (19) P1—N10 1.603 (2)
P1—06 1.5843 (19) P16—N25 1.602 (2)
P1—09 1.459 (2) P31—N40 1.603 (2)
P16—017 1.5811 (19) C3—02 1.452 (3)
P16—021 1.5828 (19) C18—017 1.451 (3)
P16—024 1.460 (2) C33—032 1.452 (3)
P31—032 1.5815 (19) C11—N10 1.480 (4)
P31—037 1.582 (2) C26—N25 1.476 (4)
P31—039 1.459 (2) C41—N40 1.469 (4)
02—P1—06 102.28 (10) 017—P16—N25 105.77 (13)
02—P1—09 115.00 (11) 021—P16—N25 105.18 (13)
06—P1—09 113.15 (12) 024—P16—N25 114.54 (12)
02—P1—N10 105.62 (12) 032—P31—037 102.32 (10)
06—P1—N10 104.80 (13) 032—P31—039 114.64 (12)
09—P1—N10 114.71 (12) 037—P31—039 113.13 (12)
017—P16—021 102.48 (10) 032—P31—N40 105.13 (13)
017—P16—024 114.70 (12) 037—P31—N40 105.49 (13)
021—P16—024 112.99 (12) 039—P31—N40 114.89 (12)
2 3

P1—02 1.4571 (14) P1—02 1.4584 (18)
P1—O03 1.5663 (12) P1—03 1.5752 (15)
P1—07 1.5700 (13) P1—08 1.5858 (17)
P1—N10 1.6395 (17) P1—N10 1.599 (2)
Cc4—03 1.452 (2) Cc7—08 1.458 (3)
Cc6—07 1.449 (2) Cc4—03 1.459 (2)
C11—N10 1.401 (2) C11—N10 1.474 (3)
C11—N12 1.320 (2) C14—N10 1.473 (3)
02—P1—03 112.01 (8) 02—P1—03 114.90 (10)
02—P1—07 110.87 (8) 02—P1—08 114.12 (10)
03—P1—07 105.38 (7) 03—P1—08 102.66 (8)
02—P1—N10 116.10 (9) 02—P1—N10 113.83 (10)
03—P1—N10 102.74 (8) 03—P1—N10 104.96 (10)
07—P1—N10 108.94 (8) 08—P1—N10 105.15 (11)
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Figure S1. Views of the dnom Hirshfeld surface maps (up) plotted on the molecule P16 of 1 in two orientations, introducing close contacts, along
with the H...H and H...O/O...H fingerprint plots (down).



N-H...0=P

C—H..0=P

de

H...H, 78.0% ol H...0/0..H, 21.4%

V6 U8 TU T2 T4 16 T8 20 22 2% 76 ¥ U6 US TU TZ T4 16 T8 20 27 28 76 7§

Figure S2. Views of the dnom Hirshfeld surface maps (up) plotted on the molecule P31 of 1 in two orientations, introducing close contacts, along
with the H...H and H...O/O...H fingerprint plots (down).
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Figure S3. The decomposed fingerprint plots for the compound 2 have been presented.
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Figure S4. The 2D ligand maps of the compounds 1 — 3 with amino acid sites inside of the active pocket of 6M03.

7
Figure S5. The best poses of the 3D compounds 4 — 8 in the binding pocket of 6M03.
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Figure S6. The 2D ligand maps of the compounds 4 — 8 with amino acid sites inside of the active pocket of 6M03.



