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Figure S1. The mass spectrum of compound 1
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Figure S2. The high resolution mass spectrum of compound 1
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Figure S4. The 'C NMR spectrum of compound 1 in DMSO-ds.

4000

3000

2000

F1000

500

S2



= O0ms delay
= 8ms delay

Intensity

= 16ms dealy
= 24 ms delay
== 32 ms delay

Wavelength (nm)

300 350 400 450 500 550 600 650 700 750

Figure S5. The TRES spectra of 1 powder.

Table S1. The lifetime of 1 powder

Temperature (K) Lifetime (s)
100 1.13
200 1.12
300 0.47

Table S2. The lifetime of 1 film

Temperature(K) T 1(us) B1(%) T o(us) B2(%) Lifetime(ps)
100 0.446 30.86 14.69 69.14 10.3
200 1.334 31.85 19.9 68.15 14
300 0.854 36.28 16.48 63.72 16.48
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Table S3. Crystal data and structure refinement for 1

Compound 1
Empirical formula Cs3H22N20;
Formula weight 478.52
Temperature/K 220.00(10)
Crystal system monoclinic
Space group P2i/c
alA 8.6894(2)
b/A 35.8672(5)
c/A 8.10020(10)
a/° 90
p/° 107.351(2)
v/° 90
Volume/A3 2409.67(8)
Z 4
Peaicg/cm?® 1.319
wmm? 0.653
F(000) 1000.0
Crystal size/mm?3 0.23 x0.15x 0.04
Radiation

20 range for data collection/°
Index ranges
Reflections collected
Independent reflections
Data/restraints/parameters
Goodness-of-fit on F?
Final R indexes [[>=2c ()]
Final R indexes [all data]

CuKo (A=1.54184)

9.864 to 146.646
-10<h<9,-43<k<40,-9<1<6
7798
4617 [Rint = 0.0301, Rsigma = 0.0400]
4617/0/335
0.997
R1=0.0489, wR, =0.1351
R: =0.0544, wR, =0.1427
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