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Table S1 Select different radius values corresponding to the energy.

Radius (A) Energy (eV)
2.5 -6806.06873
3.0 -6808.0318
3.5 -6808.35663
4.0 -6808.41495

4.5 -6808.42451




Table S2 Select different spacing values corresponding to the energy.

Spacing (A) Energy (eV)
0.11 -6778.86763
0.12 -6779.09314
0.13 -6779.34191
0.14 -6779.23691
0.15 -6779.53078

0.16 -6779.63818




Table S3 The maximum absorption peak of TAT was calculated by

different functionals and basis sets (Exp=260 nm!!-?). Upper half: We

change the functional, keeping the basis set TZVP. Lower half: We

change the basis set keeping the functional B3LYP.

Functional Absorption peak (nm)
B3LYP 254
CAM-B3LYP 235
PBEPBE 381
mPWI1PW191 246
oB97XD 234

Basis set Absorption peak (nm)
TZVP 254
6-31G (d,p) 248
cc-pVTZ 253




Table S4 Specific proportion of charge transfer at different time.

Charge transfer

0 fs 14.994 %
3fs 3.169 %
9fs 25.102 %
22 fs 10.796 %
40 fs 4.168 %
50 fs 59.817 %
70 fs 3.513%
90 fs 27.363 %

100 fs 5315 %
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Figure S1. The relative molecular orbitals and energy under different

functionals.
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Figure S2. Evolution of infrared vibrational spectra of charge donor (A)

and acceptor (T and T2) over time.
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Figure S3. The time-dependent dynamics of N-H bonds near the
hydrogen bond grid is obtained with the Gaussian 09 package at the

B3LYP (TZVP) level.
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Figure S4. The calculation flow chart.



The optimized coordinates of TAT
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