Three Supporting Figures.
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Figure S1. Simulated ESP map using neutral atomic models with B=32 A” (A) or B=16
A? contoured at +8.00 (green) as well as three contour levels used in Figure 2, namely.

+70 (cyan), +5.00 (blue), and +3.00 (salmon).



Figure S2. Srereodiagram continued from Figure 2 in three contour levels (+70, cyan;
+50, blue, and +30, salmon)



3 s =
‘\\" J \\ : \( <
~N

N485 K521

R \,\glﬂ ;
2 \§° \
> //\/ ) \‘,
N @’ R N
P AN

CWs23

i 3

L Ee ’
//q\/ A " Ty
LT /d / ” S
b \’4\
V4 = X

Figlire S3. Continued from Figure 2.
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