SUPPORTING INFORMATION

Direct Evaluation of Protein-Lipid Contacts Reveals Protein

Membrane Immersion and Isotropic Bicelle Structure

Thomas Schmidt,™* Alan J. Situ,” and Tobias S. Ulmer™"

"Department of Biochemistry & Molecular Medicine and Zilkha Neurogenetic Institute, Keck School of
Medicine, University of Southern California, 1501 San Pablo Street, Los Angeles, CA 90033, USA
*Present address: Laboratory of Chemical Physics, National Institute of Diabetes and Digestive and

Kidney Diseases, National Institutes of Health, Bethesda, MD 20892, USA

Table of Contents
Supplementary Figure S1. Illustration of allb and B3(A711P) TM peptide spectral quality S2
Supplementary Table S1. Effect of presaturation on intensity of vicinal signals S3

S1



]
(@ ' o llb
G975 o
° N — g=0.5
108 Go72 G991 — =07
[ ]
110 G976 o,
112 V%0
'g F993 ) '
g 114 ° . .
.3_? 116 Mg ¢
1
118 - Vogs
.. 0" © w968
e
120 - &'ﬁ, o
wegs o ® o Koo4
(]
122 P
o o ,0
124
0;‘\958
91 87 83 79 75 71 67

3("HN) [ppm]

(b)

3(1°N) [ppm]

105 B3(A711P)
[

— g=0.5
107 G702 — 407
109

®
111
113
115 L712

@
°9f
117 L698 e Tzzo
) ° .o
@
°e © V695
119 é,s°
” ’ ® R724
121 L °
.;\n‘, ® o
123 ° Q.F727
A703
8.8 8.4 8.0 7.6 7.2 6.8

3("HN) [ppm]

Figure S1. Illustration of spectral quality of bicelle-immersed integrin ollb and B3(A711P) TM
peptides. TROSY-type H-N correlation spectra of 1 mM of the indicated integrin TM peptides in 350

mM DHPC/175 mM POPC (g=0.5 bicelles) and 400 mM DHPC/280 mM POPC (q=0.7 bicelles),

respectively. The solutions additionally contained 5 mM tris(2-carboxyethyl)phosphine, 0.02% NaNs, 6%

D20, and 25 mM NaH:PO4+/Na:HPOs, pH 7.4. Spectra were recorded at 700 MHz and 35 °C. Selected

backbone assignments are shown.

S2




Table S1. Effect of presaturation on intensity of vicinal signals.

Presaturation™” Attenuation [%] Attenuation [%] Attenuation [%] Attenuation [%]
DHPC(#4|CH>) POPC(#3|CH>) DHPC(#2|CH3) POPC(#1|CHs)
POPC(#1|CHa) 0 2 18 80
DHPC(#2|CH5) 3 2 85 19
POPC(#3|CH>) 18 87 1 4
DHPC(#4|CH>) 74 25 4 1

*Peak labels refer to the numbering of DHPC and POPC resonances depicted in Figure 1a.
*Presaturation of 500 ms, Bo= 700 MHz and Bi=11.2 Hz.
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