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Plot statistics
Fesidues in most favoured regions [ABL] 298 91.4%
Fesidues in additional allowed regions [a.b,Lp] 2 8.0%
Besidues m penerously allowed regions [~a~b.~L~p] 2 0.6%
Fesidues in disallowed regions 0 0.0%
Nimnber of non-glycine and non-proline residnes D4 100.0%
Number of end-residues (excl Gly and Pra) 1

MNimnber of glycine residues (shown as trianglas) 25
Number of proline residues 17

Total number of residues 367

Bazed on an analysis of 118 stroctures of resohution of at least 2.0 Ansstroms
and F-factor no grezter than 20%, 2 good quality madsl would be expectad
to have over 30% in the most favoured regions.

Figure S1. Ramachandran plot of nSMase2 model after loop modeling and structure refinement.
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Figure S2. P1 (alpha spheres from Fpocket shown in blue and residues in blue Ii‘nes) and P2 (alpha spheres
shown in red spheres and residues in red lines) Active site residues are shown in grey lines and labeled

S3



md9650 —

I

OS5

{

Figure S3. (A) and (B) Superimposition of selected MD simulation points showing the DPTIP phenolic OH
— N& His463 interaction.(A) Md 001 (0 ns, green), md688 (13.76 ns, yellow) and md993 (19.86 ns, purple);
(B) Md7000 (140 ns, cyan) and Md9650 (193 ns, sand). (C) Superimposition of selected MD simulation
points showing the DPTIP phenolic OH — Nz Lys465 interaction. Md1038 (20,76 ns, lightblue), md4034
(80,68 ns, green) and md7004 (140,08 ns, magneta). Hydrogen bonds are shown as dashed lines and
distances are indicated in A. Water molecules are shown in lines.
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Figure S4. 'H-RMN, 3C-RMN spectra and HPLC chromatogram of DPTIP

(A) *H-RMN spectrum of DPTIP
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(B) 3C-RMN spectrum of DPTIP
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(C) HPLC Chromatogram of DPTIP (Rt = 6.7 min) at A 254 nm.
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