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RMSD = | Z [ - x)* + - v + (2,- 2)°] .
i Equation 1

where the *i, Vi, and %i, denote the coordinates of the first molecule, and X Vi and %i represent the
coordinates of the second molecule.
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Figure S1. The distributions of electron and hole of BZMAM in VES and AES, VES and
AES denoted vertically excited state and adiabatic excited state, respectively.
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Figure S2. The distributions of electron and hole of BzZ;MAM in VES and AES, VES and
AES denoted vertically excited state and adiabatic excited state, respectively.

VES(LE) VES(CT) AES(LE) AES(ET)

" s EN X L S
woleoular ¥ oo Y LopB Teowtel ool
Geometry - I SAAR IR . TR ¢ v ¥
3 i % ¢

82 &2
&t

L b e o B
Electron M % w «M
’ B ’ 12

€

. h'b*' o o "',*m
Hole ,ﬁ%‘%{ M W ;w;@-
' . 4 .;' 2O i : 4 ; (e

Figure S3. The distributions of electron and hole of BZsMAM in VES and AES, VES and
AES denoted vertically excited state and adiabatic excited state, respectively.
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Figure S4 Calculated relative electronic energies in the ground and excited states of BZZMAM
in water at M062X/TZVP level.
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Figure S5. The difference in energies of low-lying excited state and ground state.
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Figure S7. (a) the ONION model of dimeric BZsMAM in aggregate
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Figure S8. (a) optimized dimeric configuration of BzsMAM, (b) isosurface maps of interaction
region indicator (IRI) for BzzMAM-Dimer at M062X/TZVP level, which was calculated using
Multiwtn 3.7 code. The blue, green, and red denote the notable attraction, vdW interaction, and
steric effect, respectively.

SOOI XS
IR AW agW ot =
© C/O\H H3C'0‘H

HsC™H Ha

BzMAM-MeOH Bz,MAM-MeOH Bz, MAM-MeOH

Figure S9.The diagram of complex structures BzZMAM-MeOH, Bz;MAM-MeOH, and
Bz:MAM-MeOH.
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Figure S10. Two possible structures and relative energies of complexes in BZzMAM-MeOH.



