[bookmark: _GoBack]ESI of TMPH-2019-0286.R1
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Figure S1. The RDG (Y-axis) versus sign(λ2)ρ (X-axis) for 6-CN-HPIP system in the ground state. Herein, the weak interactions could be revealed according to RDG principle (i.e., negative values of sign(λ2)ρ refer to hydrogen bonding interactions; positive values of sign(λ2)ρ stand for steric effects; values of sign(λ2)ρ near zero exhibit van der Waal (VDW) interactions).

Figure S2. The constructed potential energy curves along with the ESIPT path in CCl4 (a) and DMSO (b) solvents using the Cam-B3LYP functional for 6-CN-HPIP system in both S0 and S1 states.


Figure S3. The theoretical IR vibrational spectra at the spectral region of O-H stretching vibration mode for 6-CN-HPIP forms in DMSO solvent. 
image3.jpeg
IR Intensity

600 -

500 - ” #3556

004 3410~ *

300 - — S,
| ——S

200 - 1

H VAL

3200 3300 3400 3500 3600 3700 3800
-1
Wavelength (cm )





image1.jpeg
1

L

.

3

4
RS
A
L 4

X
<

» Vo "Ooo
- se N Q-.\OO lo.woolﬁoo ° =
JCN 13 I )
2 e . A
b sO. IO, o Pty
‘. ‘e oo : .
olﬁ. ° o-' o.ooo —
éo. 00' ° 0..0 LY
A ooooo o oo
LA Al
= L 1) “ ' o..

¢

» - ‘ . . - o.n. ..o.).- o&‘ oooJ o0
: » R e gdﬁ.&
O Y . y \.“ u. .-. ‘A WM e T

1

Lt——1

0.010 0.020 0.030 0.040 0.050

(a.u.)

.

¢
v & s

‘ ... [ .o\aofossgl

e

‘k )
<
-0

l

000

l

—0.010
STgnii,)p

—0.050 —0.040 —0.030§—0.020

1.800
1.600
1.400
1.200

000

0.800

100

0.200

0.00Q

2.000
0.600

JUaipelds A}ISULap paonpay]





image2.jpeg
(a)

Energy (kcal/mol)

87.85
75.30
62.75
12.55 o
So
9 Sl
0.00
0.8 1.0 1.2 14 1.6 1.8 2.0

Distance of O-H (A)

(b)

100.40

87.85

0.792 kcal/mol
75.30

Energy (kcal/mol)

0.00
0.8

1.0

1.2 1.4 1.6
Distance of O-H (A)

1.8 2.0




