1. Tunnel conformation

A. D29 like orientation

1- Candida rugosa lipase: Orientation pose 17, p-NPP, S=-8.5




3-LysB-Chy5: Pose 139, p-NPP, S =-5.9

B. Inverted D29 orientation

I- LysB-SWU-1: Pose 183, p-NPS, S =-6.9




2- LysB-Babyray: NDP, p-NPP




4- LysB-Ms6: Orientation pose 125, p-NPP, S=-5.5

5- LysB-Palestino: Orientation pose 173, p-NPS, S=-6.7



7- LysB-Enkosi: Pose 147, p-NPP, S=-6.6






I1. Deep funnel conformation

A. Very deep funnel

1- Candida antartica lipase B: Orientation pose 1, p-NPM, S =-7.5




3- LysB-DS6A: Orientation pose 160, p-NPS, S =-6.1




1- Pseudomonas cepacia lipase: Pose 118, p-NPM, S =-7.4

B. Less deep funnel

.....




I11. Superficial funnel conformation

1- Fusarium solani cutinase: Pose 16, p-NPL, S=-5.9




3- LysB-Bxz2: Orientation pose 62, p-NPL, S=-6.5

4-



IV. Long shallow bowl conformation

1- Rhizomucor miehei lipase: Orientation pose 8, p-NPS, S=-4.4




V. Narrow buried cave conformation

1- Acetylcholine esterase: Orientation pose 36, p-NPL, S= - 10.06

<




Figure S8: 3D conformations of poses of p-NP ligands upon docking to LysB proteins and other lipases and cutinases. Each diagram
illustrates (in order) the overall surface of protein with its ligand, the shape of active site with the docked ligand, the interactions of ligand
atoms with different residues of its protein active site. Hydrophilic residues (pink color), hydrophobic residues (green color), p-NP ligands
(Black color). Orientation pose: ligand-protein conformation where the catalytic Ser faces ligand’s ester bond (C=0) with no H-bond
formation. NDP: (No Detected Pose) neither binding nor orientation pose were detected. Stars indicate catalytic triad residues of LysB-
D29.



