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1. BC NMR spectra of M1, M3 and M4
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Fig. S1 13C NMR spectrum of M1.
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Fig. S2 3C NMR spectrum of M3.



S
N/ \N

h d a\ //

f g
j X © \
I i e b

edfgih

a b ¢ jk 1

i 4

150 140 130 120 110 100 a0 30

CDCl,

Fig. S3 13C NMR spectrum of M4,

2. FABMS spectra of M1, M3 and M4

Sample: M1
Note : LRFAB-752.7
Inlet : Direct Ion Mode : FAB+
Ion Species : Normal Ion [(MF-Linear]
TIC Range : m-/z 5@ to 1048 Qutput RT Range : 8.0@ to 1.18 min
[ Mass Spectrum 1]
RT : B.58 min Scan# : (1,9)
Ion Mode : FAB+ Int. : 2.78
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[ Mass Spectrum ]
RT : 8.58 min Scant : (1,9)
Ion Mode : FAB+ Int. : 2.78
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Fig. S4 FABMS spectrum of M1.



Sample: M3

Note : LRFAB-293.8
Inlet : Direct Ion Mode : FAB+
Ion Species : Normal Ion [MF-Linear)
TIC Range : msz 58 to 608 Qutput RT Range : ©8.8@ to 1.@1 min
[ Mass Spectrum 1]
RT : B.91 min Scan# : (1,18)
Ion Mode : FAB+ Int. : 3.28
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[ Mass Spectrum ]
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Fig. SS FABMS spectrum of M3.
Sample: M4
Note : LRFAB-34@.1
Inlet : Direct Ion Mode : FAB+
Ion Species : Normal Ion [MF-Linear]
TIC Range : m/z 5@ to 600 Output RT Range : ©.6@ to 8.56 min
[ Mass Spectrum ]
RT : .28 min Scan# : (1,6)
Ion Mode : FAB+ Int. : 4.95
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[ Mass Spectrum 1]
RT : 8.28 min Scan# : (1,6)
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54343 2621 x2
IGEB.E
499.8
s 00 160.8
fd 414.9 454.9
m 'Ihlllﬂ ||m ailiat MTRTRIRAT e W
t t u T
208 228 248 268 280 3ea 3z2a 34@ 368 388 400 120 448 4608 480 S8@
m/z

Fig. S6 FABMS spectrum of M4.



3. Typical optimized structure, HOMO, and LUMO
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Fig. S7 The optimized structure of D-A dimer in P1; the number is the dihedral angle

in rectangular.
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Fig. S8 The optimized structure of D-A dimer in P2; the number is the dihedral angle

in rectangular.
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Fig. S9 HOMO and LUMO orbitals for P1 and P2.
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