Table S1. Temper atur e coefficients (A8/AT) of H" involved in Hydrogen Bond restraints.
Here are only reported the temperature coefficients of HY involved in a hydrogen bond
(Backbone amide H" as well as side chain H"). It is usualy considered that amide H"'s

exhibiting a temperature coefficient lower than 5.10° ppb/K (in absolute value) are engaged

in a hydrogen bond.

HN group Temp. coeff. (10°ppm/K) HN group  Temp. coeff. (10°ppm/K)
H" (Ogo) -4.85 H: (O7) -0.41
H"g (Os2) 0.07 H"s (Oz) -2.69
H":6 (O12) -3.93 HNe4 (Oo) -3.86
HN17 (O1) -3.15 HVs (Os4) -2.68
HM1g (O1s) -2.57 H"6s (Oes) -0.26
HY (Or) 5.06 H", (Oes) -2.27
H",, (O1g) 2.09 H73 (Ogo) -2.69
H23 (O10) 1.82 H24 (Oro) -3.62
H".5 (O21) -0.67 HY5 (Or) -1.66
H (Os7) -4.00 HN% (Or2) -3.42
H"29 (Ogs) -3.13 HY7 (Or) -3.28
H30 (Oso) -2.81 H"g (Ox) -4.16
HN31 (Ogs) -2.88 HNgs (Ogs) -3.39
HN,, (Oer) -2.14 HNg, (Os1) -2.19
H" 5 (Og) -3.88 Hgs (Oo3) -3.42
H"34 (Oss) -2.38 HVgs (Oxz) -3.73
H"2 (Oss) -1.48 H"s (O2) 3.55
H43 (Os0) -3.04 HNo3 (Ogs) -1.99
H" 44 (Ou0) -3.69 H"gs (Ogo) -2.13
H"5 (O41) -1.92 Hg7 (Ogy) -4.41
H,7 (Os) -1.59 H 105 (O101) -1.18
H" 45 (Oaa) -2.35 H106 (O102) -4.01
H" s (Ous) -3.60 H" 107 (O103) -2.66
H 50 (Ous) -3.72 H" 108 (O104) -1.51
H"s; (Ox) -2.37 H" 109 (O105) -1.50
HNs, (Ous) -2.57 H110 (O106) -1.26
H"s5 (Oug) -0.72 H" 111 (O107) -1.07
HVs, (Oso) -3.93 H115 (O108) -3.66
H"s5 (Os1) -3.14

HVso (O2s) -1.69 HY"5; (O8gg) 0.01
H"eo (Os) -2.51 H1 (Syz) -1.79

H"61 (Ox0) -3.27




Table S2. Statistical data about the active site Alags-L ySg».

Residue Backbonermsd (A) Heavy rmsd (A) ¢ (degrees) w (degrees) x*(degrees.)

Alags 0.33 0.37 -82+75 144 + 10

Serss 051 0.65 -52+6 -43+5 -168 + 12
Trpsz 0.54 0.70 -67+6 78+ 10 56 + 6
Cysss 0.39 0.39 -165.5+5.5 89.5+7 -179+7
Prosg 0.39 0.46 -52.8+5 89.5+7

Prosg 0.39 0.45 -47.7+5 43+ 4

Cyssy 0.28 0.37 -66 + 6 -25+6 -51+10
Lyss 0.34 0.74 -55+6 -48+ 8 -156 + 22

SY38 S, distance: 3.6 + 0.4 A




