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E1a  Pocket contact count — NEW · 0.5-18 ps (36 frames)
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E1b  Pocket contact count — UPSTREAM · 10-1000 ps (100 frames)
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occupancy (fraction of frames)

ALA743
ASP855
CYS775
GLN791
LEU777
LEU788
LEU844
LYS745

MET766
MET793
PHE856
THR790
THR854
VAL726
LEU718
ARG776

E2  Contact occupancy per residue (top 16 shown)

UPSTREAM (1 ns) NEW (18 ps)

0.0 0.2 0.4 0.6 0.8 1.0
hydrogen-bond occupancy

MET793:N → 03P:N4

03P:O3 → ASP855:OD2

03P:O3 → SER720:O

LYS745:NZ → 03P:O3

E3  Protein-ligand H-bonds (geometric criterion)

UPSTREAM (1 ns) NEW (18 ps)

E  Pocket contacts. Counts vs time use each trajectory's own X axis. H-bond candidates come from covalent connectivity (any N/O) — a GEOMETRIC
criterion, not chemical acceptor typing.


