Table S1. Rate Constants and Amplitudes for H/D Exchange Kinetics.

Peptide® Ay A, k, (min™) ¢ A; ks (min™h)
(ks> 4 min™""
19-23 (4)
Apo? - 3.99 (£0.01) <t x 10" - -
GSH! - 1.08 (+0.04)  0.062 (+0.008) 2.92 (+0.02) <1 x 10™
GSOy - 1.06 (+ 0.03) 0.12 (£0.01)  2.92(+0.03) <1x10*
GSDNB - 4.00 (= 0.01) <1 x 10™ - -
- 4.01 (0.01) <1 x 10™ - -
104-106 (2)
Apo? - 2.01 (£0.01) <t x 10" - -
GSH! - 1.06 (+ 0.04) 0.09 (+0.01)  1.00 (x0.01) <1 x 10™
GSOy - 1.01 (+ 0.08) 0.08 (£0.01)  1.05 (+0.08) <1x10*
GSDNB - 1.99 (+0.01) <1 x 10™ - -
- 1.96 (= 0.01) <1 x 10™ - -
53-62 (9)
Apo* ~7 0.9 (x0.1) 0.8 (0.2) 1.15 (£ 0.05)  0.0022 (+ 0.0004)
GSH! ~7 1.5 (£0.1) 1.0 (20.2) 0.81 (£0.06)  0.005 (+0.001)
GSOy ~6 3.04 (+0.02) <1x10* - -
GSDNB ~7 0.9 (x0.1) 0.8 (0.2) 1.12 (£ 0.05)  0.0061 (+ 0.0008)
~7 1.2 (£0.2) 0.8 (0.2) 0.98 (+0.09)  0.0028 (+0.0009)
62-69 (7)
Apo* - 1.0 (£ 0.3) 2.1(x04) 6.3(x0.1)  0.0043 (+0.0003)
GSH! - 0.84 (+ 0.06) 0.22 (+0.05)  5.81 (x0.04) <1 x 10™
GSOy ~0.7 1.1 (£0.3) 1.7 (£ 0.8) 5.31 (+0.06) <1x10*
GSDNB - 0.72 (+ 0.07) 0.08 (+0.03)  5.95(x0.07) <1x10™
- 0.7 (0.09) 0.4 (+0.1) 6.01 (+ 0.04) <1 x 10™
44-58 (13)
Apo* ~9 1.1 (£0.2) 1.2 (20.5) 2.2 (x0.1) 0.026 (+ 0.003)
GSH! ~2 7.0 (£0.5) 1.6 (0.2) 4.0 (x0.1) 0.021 (+ 0.002)
GSOy ~2 6.7 (£0.5) 1.1 (x0.1) 41.(£0.2) 0.012 (+ 0.002)
GSDNB ~5 7.65 (+0.03) <1 x 10™ - -
~9 1.4 (£0.8) 1.7 (£0.3) 2.0(x0.2) 0.025 ( 0.006)
113-121 (8)
Apo* ~2 4.0 (£0.3) 1.3 (20.2) 2.1(x0.1) 0.008 (+ 0.001)
GSH! ~3 1.8 (x0.1) 0.13(x0.02) 271 (x0.09) 0.0014 (= 0.0002)
GSOy ~4 2.0(x0.2) 0.10 (= 0.02) 2.4 (x0.1) <1x10*
GSDNB ~3 1.4 (£0.1) 0.17 (+0.04)  3.39(x0.08) 0.0011 (+0.0001)
~4 2.1(x0.2) 0.13 + (0.03) 2.0 (x0.1) <1x10*

“Kinetic traces are illustrated in Figure 3 A-F. The numbers in parentheses are the total number of
exchangeable amide hydrogens. “The hydrogen/deuterium exchange data were fit to equation 1
(Experimental Procedures) where A, is amplitude of the first phase (number of deuterium atoms
incorporated) with an estimated k; > 4 min™. A, and k, are that of the second phase and A3 and k;
are that of the third when appropriate. “Rates slower than 10 min™ can not be measured with
certainty and are given as upper limits. “Data from Busenlehner et al.( 13).



