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Table I. HRMS for inhibitors 30a-m

Inhibitor HRMS

30a HRMS (ESI), calcd for C30H42N2O9S: m/z 629.2509 (M+Na), found m/z 629.2505 (M+Na). 

30b HRMS (ESI), calcd for C30H42N2O9S: m/z 629.2509 (M+Na), found m/z 629.2505 (M+Na)

30c HRMS (ESI), calcd for C29H41N3O8S: m/z 614.2513 (M+Na), found m/z 614.2502 (M+Na).

30d HRMS (ESI), calcd for C31H44N2O9S: m/z 643.2665 (M+Na), found m/z 643.2660 (M+Na)

30e HRMS (ESI), calcd for C36H46N2O9S: m/z 705.2822 (M+Na), found m/z 705.2816 (M+Na).

30f HRMS (ESI), calcd for C29H40N2O8S: m/z 593.2532 (M+H) and 615.2352 (M+Na), found m/z 
593.2520 (M+H) and 615.2330 (M+Na)

30g HRMS (ESI), calcd for (C29H39N5O8S):  m/z  618.2598  (M+H),  found m/z 618.2597 (M+H).

30h HRMS (ESI), calcd for C29H41N3O8S: m/z 592.2693 (M+H), found m/z 592.2686 (M+H).

30i HRMS (ESI), calcd for C30H43N3O8S: m/z 606.2849 (M+H), found m/z 606.2840 (M+Na)

30j HRMS (ESI), calcd for C31H45N3O8S: m/z 620.3005 (M+Na), found m/z 620.3000 (M+Na)

30k HRMS (ESI), calcd for C30H44N4O7S: m/z 605.3009 (M+H), found m/z 605.3005 (M+H).

30l HRMS (ESI), calcd for C32H47N3O8S: m/z 634.3163 (M+H), found m/z 634.3156 (M+H).

30m HRMS (ESI), calcd for C31H45N3O8S: m/z 620.3006 (M+H), found m/z 620.2998 (M+H).
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Table 2. Crystallographic Data Collection and Refinement Statistics

Complex Name PR/30b PR/30j
Space group P21212 P21212
Unit cell dimensions: (Å)
  a 58.64 58.68
  b 86.33 86.06
  c 45.98 46.00
Resolution range (final shell) (Å) 50-1.22 (1.26-1.22) 50-1.62 (1.68-1.62)
Unique reflections 65,344 29,447 
Wilson B-factor 15.5 17.1
Rmerge (%) overall (final shell) 6.8 (35.7) 5.7 (48.3)
I/σ(I) overall (final shell) 22.9 (2.7) 30.9 (3.9)
Completeness (%) overall (final 
shell) 93.1 (54.9) 96.8 (90.0)

Redundancy (final shell) 7.2 (3.2) 7.0 (6.1)
  R (%) 16.1 20.3
  Rfree (%) 20.1 24.5
No. of solvent atoms 
(total occupancies) 195 (159) 142 (124.25)

RMS deviation from ideality
  Bonds (Å) 0.013 0.007
  Angle distance (Å) 0.032 0.024
Average B-factors (Å2)
  Main-chain atoms 15.5 16.7
  Side-chain atoms 21.7 23.0
  Whole chain atoms 18.5 19.8
  Inhibitor 12.6 14.3
  Solvent 26.5 25.7
RMS deviation to 2IEN 0.13 0.14
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