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Fig.S1 Molecule chemical structure of TPA-BPI, Py-BPI, TPA-TPI, Py-TPI and the PLmax
wavelength in thin solid film



Table S1 Dihedral angle of the single crystal structures.

Crystal Name A-B A-C B-D C-D
IN-BPI 36.04° 64.15° 53.71° -
2N-PI 1.86° 86.33° - -
2N-API 33.27° 83.64° - 36.23°

Fig.S2 Intermolecular interaction analysis for the single crystal of 2N-PI.



Fig.S3 Intermolecular interaction analysis for the single crystal of 1N-BPI.
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Fig.S4 Intermolecular interaction analysis for the single crystal of 2N-API.
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'H NMR spectrum for synthesized compounds

zhang EEEE ] 2 2
e i
ST
[ [
/ [ B Y
/ I A T Q M Q
l N
! CH,
) H:C  CH,
. I I
[T Anthracene-Pl L
T T R A e
@ @ o OwwOr@ o
2 8 3 23IF&8ES 3
o o = ) 0~ =53
T T T T T T T T T T T T T T T T T T T
0.5 10.0 9.5 9.0 8.5 8.0 .5 7.0 6.5 6.0 55 50 4.5 4.0 Ei] 30 2.5 20 15 1.0
f1 (ppm
s e N
S |
450
7 Fa00
/ L350
300
250
200
150
I
100
o
—— o
o
=1
P
T T T T T T T T T T T 1
9.8 9.6 9.4 9.2 90 &8 86 &4 56 &4 52 5.0

IN



2
hid

_J

.

CHa
CHy
2N-PI

HaC

1 (ppm

g
w
o

ST L
LT L
0€" 244
[4%
vE LT
LE' L
8E'L1
0t L
St L
¥ L
6% L7
LS L9
€647
S5 L
16'14
094+
€947
§9'L
89 LA
0L'L-

T
oq
=
o

zr L
orL
grd
PN}
0881
2981
28
£

e

o1 (ppm)




1N-BPI

~CH,

HC o,

2010

p—— N
[60°8
e T

R e—

00—

VR
Iﬂ
L

=006
J

CH;
CHg
2N-BPI

x4
FA

0.0

0.5

2.0

4.0 38 3.0 2.8

£1 (ppm)

4.8

unnou n
S R 8 2 82388288838 8 8 =]
B I T B B S - - R - N S 7= SR T= R T B -
AR L LR - - B I
AN LIN;
o
£5
=] =]
o
<
z
™~
N\N
Qe G |L
9" L
BTk
GE" L
Tk
Er' A
S
i
S
x
&L
I
&
S
A
AL
x

zhang

L0

T
6.0 5.5 5.0
f1 (ppm)

6.5

9.5

10.0




UPS spectrum for synthesized compounds
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Anthracene-PI
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IN-BPI
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2N-API

2.0x10’

-

)

-
o
>
-
o

1.0x10’

Intensity (a.u.

5.0x10°

0.0

15 10 5
Binding Energy (eV)

10



