SUPPLEMENTARY MATERIALS:

14

p—
o
T

Residue Frequency in Loops (%)
N

[\

0

f—
o

oo
T

N

EHydro

phobic *

Polar

X

- KK
[ HIS ASP

GLN

X
ARG SER

X
LYS¥

N
THR

ASN

GLU>|<>|< % GLY

X
PRO

X CYS
% TYR

| TRPRK MET

PHE

ALA

LEU

ILE 4

X

X
VAL ]

0

2

Residue Frequency in TMs (%)

4

6

8

10

12

14

Supplementary Figure S1. Residue frequency (%) of each residue type in loop and

transmembrane (TM) regions.
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Supplementary Figure S2. (a),(b) Average net transfer entropy based on Ca fluctuations for

residue pairs classified as either hydrophobic (blue) or polar (pink) for two MD runs
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Supplementary Figure S3. (a),(b) Average net transfer entropy for residue pairs classified as
either hydrophobic (blue) or polar (pink) for two MD runs based on rotameric states of (a)
backbone torsion angles, (¢, ), (b) backbone torsion angles, (¢, 1) and the first side-chain

torsion angle (y,) and (c) all possible side-chain torsion angles y;, k = 1,2,3,4.



