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1. X-ray crystallographic data of stapled peptide 10
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Figure S1. ORTEP drawing of stapled peptide 10 (ellipsoids at 50% probability).
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Table S1. Selected torsion angles o, ¢, v, and y [°] for stapled peptide 10, as determined
by an X-ray crystallographic analysis.

®0 -170.4
o1 —67.9
vl —45.6
ol -177.3
$2 —66.4
y2 —44.4
®2 179.8
$3 —61.2
v3 —43.0
®3 177.3
o4 -59.5
v4 -53.3
w4 —-176.1
d5 -57.1
\UR) —46.2
5 -169.4
6 —75.3
yo6 -21.7
®6 -179.5
$7 -102.3
y7 7.9
o7 —174.4
$8 —60.6
w8 —41.6
®8 -170.4
11 19.1
x2 —70.4
13 -172.8
4 172.3
xS -81.9
xS’ 75.0
x6 —65.9
x7 —58.2
18 —-143.3
18’ 115.6
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Figure S2. Packing structure of stapled peptide 10 in the crystal state.

S4



1. NMR spectra.

'"H NMR of 2 (500 MHz, CDCl3)
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'"H NMR of 3 (500 MHz, CDCl3)
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13C NMR of 3 (125 MHz, CDCls)
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'"H NMR of 4 (500 MHz, CDCl3)
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'"H NMR of 5 (500 MHz, CDCl3)
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'H NMR of 6 (400 MHz, CDCL)
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13C NMR of 6 (100 MHz, CDCls)
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'"H NMR of 7 (500 MHz, CDCl3)
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'H NMR of 1’ (500 MHz, CDCL)
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'H NMR of 2’ (500 MHz, CDCL)
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BC NMR of 2’ (125 MHz, CDCI3)
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'H NMR of 3’ (500 MHz, CDCl5)
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'H NMR of 4’ (500 MHz, CDCL)
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'H NMR of 5° (500 MHz, CDCl5)
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'H NMR of 6’ (500 MHz, CDCl5)
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'H NMR of 7’ (500 MHz, CDCl5)
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'"H NMR of 9 (500 MHz, CDCl3)
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'"H NMR of 10 (500 MHz, CDCl3)
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