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1. X-ray crystallography of compound 6i

J/ ~
HN l\f/@
X S
b
Cl N
6i
Fig. S1. Crystal structure diagram of compound 6i.
Table S1
Some crystallographical data for compound 6i
Empirical formula CooH19CIN4S
Formula weight 382.91
Temperature/K 296.15
Crystal system monoclinic
Space group P21/n
a/A, b/A, c/A 13.793 (5), 8.597 (3), 16.140 (5)
o/°, B/°, y/° 90.00, 104.275 (5), 90.00
Volume/A® 1854.7 (11)
Z 4
Pealc/ M mm” 1.375
w/mm’' 0.33
F (000) 804
Crystal size/mm’ 0.44 x 0.20 x 0.15
20 range for data collection 3.48 to 52.74°
Index ranges -17<h<17,-10<k <10,-20<1<20
Reflections collected 20774
Independent reflections 3791[R(int) = 0.0570]
Data/restraints/parameters ~ 3791/0/237
Goodness-of-fit on F? 1.026

Final R indexes [[>2c (1)] R1=0.0592, wR2 =0.1569
Final R indexes [all data] R1=10.0900, wR2 =0.1793
Largest diff. peak/hole/e-A™  0.923/-0.470




2. Spectrum of UV-vis absorption and fluorescent emission profile for 5a
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Fig. S2. UV-vis absorption spectrum of 5a
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Fig. S3. Fluorescent emission spectrum of 5a
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3. NMR and HRMS spectrum for compounds 5a—6n
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4. The HPLC spectrum of the target compounds.
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VWD1 A, Wavelongth=254 rm (YJMLHR-9D 1000087 D)
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VWD1 A, Wavelength=254 nm (YJMLHR-9G 1000033 D)
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VIWDT A, Wanvslength=254 nm (¥JMLHR-8.1000030.0)
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VWO A, Wavelengih=254 nm (YJMLHR-9C2000026.0)
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