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Modelling the influence of hydrogen bond network on chemical shielding tensors
description. GIAO - DFT study of WALP23 transmembrane a-helix as a test case.
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Fig.S1 Ala;; °C; (a) and Leuys °N (b) 00,4, (i=1-3) difference between theory and experiment as a function of electric field
applied to WALP23 (Aloj-0150] = (0i-0iso)theo = (Gi-0iso)exp) Circle i=1, square, i=2, star i=3. In solid line is represented the
total RMSD between theory and experience calculated using the 6 o;-0;,, values as a function of electric fied.
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Fig.S2 Variation of eigenvector orientation relative to molecular frame as a function of applied electric field. Reference as
been set to calculation performed without electric field. a) Ala;3 **C, alpha (square) and beta (circle) variations. b) Leuy4 *°N
alpha (square) and beta (circle) variations. c) Leu,, °N (square) and Ala;; *C; (circle) gamma variation. Plain line =
WALP_7, Dashed line = WALP23 and Dashed — Point line = polyGLY-AL.



