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Synthetic procedures 

 

 
 

1 was synthesized according to a reported procedure.1 

 

Spectral data 

 

Figure S1. 1H NMR spectrum (CDCl3) of 2 
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Figure S2. 13C NMR spectrum (CDCl3) of 2 
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Figure S3. HRMS spectrum (MALDI-TOF) of 2 
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Figure S4. 1H NMR spectrum (CDCl3) of 3 

 

 

Figure S5. 13C NMR spectrum (CDCl3) of 3 
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Figure S6. HRMS spectrum (MALDI-TOF) of 3 
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Figure S7. 1H NMR spectrum (CDCl3) of DBXI 

 

 

Figure S8. 13C NMR spectrum (CDCl3) of DBXI 
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Figure S9. HRMS spectrum (MALDI-TOF) of DBXI 
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Figure S10. 1H NMR spectrum (CDCl3) of 5 
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Figure S11. 1H NMR spectrum (CDCl3) of 6 
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Figure S12. 13C NMR spectrum (CDCl3) of 6 
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Figure S13. HRMS spectrum (MALDI-TOF) of 6 
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Figure S14. 1H NMR spectrum (CDCl3) of DBAI 
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Figure S15. 13C NMR spectrum (CDCl3) of DBAI 
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Figure S16. HRMS spectrum (MALDI-TOF) of DBAI 
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Crystallographic data 

Table S1. X-Ray single crystal diffraction data for DBI, DBXI, DBAI. 

Crystal DBI  DBXI DBAI 

Formula C27H21NO2S C27H21NO3 C27H24N2O3 

Molecular Weight 423.51 407.45 424.48 

Temperature (K) 150 200 200 

Crystal system Orthorhombic Triclinic Triclinic 

Space group P212121 P-1 P-1 

a (Å) 7.4412(2) 7.394(1) 8.116(1) 

b (Å) 8.0589(3) 11.029(1) 11.003(1) 

c (Å) 33.526(1) 12.950(2) 11.670(1) 

 (°) 90 103.47(1) 87.387(9) 

 (°) 90 92.67(1) 84.33(1) 

 (°) 90 108.59(1) 87.188(9) 

V (Å3) 2010.5(1) 965.1(3) 1034.8(2) 

Z 4 2 2 

Crystal color Orange Yellow  Orange 

Crystal size (mm3) 0.161x0.135x0.032 0.294x0.129x0.019 0.123x0.066x0.033 

Dc (g cm-3) 1.399 1.402 1.362 

 (mm-1) 1.630 0.731 0.715 

F(000) 888 428 448 

Transmission 

(min/max) 

0.904/1.000 0.798/1.000 0.692/1.000 

 (min/max) (°) 2.636 / 72.412 3.54 / 74.589 3.81 / 72.338 

Data collected 7476 6318 7015 

Data unique 3803 3626 3889 

Data observed 3613 1848 2367 

R (int) 0.0276 0.0809 0.0639 

Nb of parameters 294 295 313 

R1 [I > 2(I)] 0.0546 0.0684 0.0921 

wR2 [I > 2(I)] 0.1353 0.1518 0.02343 

R1 [all data] 0.0574 0.1251 0.1251 

wR2 [all data] 0.1370 0.1964 0.2753 

GOF on F2 1.130 0.976 1.038 

Largest peak in final: 

difference (e A-3) 

0.486/-0.400 0.259/-0.233 0.388/-0.331 
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