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Table S1. Details from Rietveld refinements of the crystal structure of LASSBio-1834 (3)

and LASSBio-1835 (4).

Chemical formula
Formula weight (g mol?)
Crystal system
Space group

a, b, c(A)

6(°)
Volume (A3)
Z,7

pcalc (g Cm_3)
T (K)

Data collection

Diffractometer

Monochromator

Wavelength (A)
20 range (°)
Step size (°)

Time per step (s)
Refinement
Number of data points
Number of contributing
reflections
Number of restraints
Number of refined
parameters
Ry (%)

Rexp (%)

Rup (%)

Rbragg (%)

XZ

C14H14N,05S

290.34

Monoclinic

P2/c (Nr. 14)

10.18727(19);
16.2201(3);8.34362(14)

Ci1sH16N203S

304.36

Monoclinic

P2./c (Nr. 14)

11.27114(17);
9.73916(13); 13.6237(2)

90.3514(9) 90.4227(8)
1378.66(4) 1495.45(4)
4,1 4,1
1.399 1.352
298(2) 298(2)
STADI P STADI P
Ge(111) Ge(111)
1.54056 1.54056
4-82.735 8-86.735
1.05 1.05
200 200
3360 5250
922 1117
a7 47
9% 9%
2.256 2.615
2.116 2.243
3.155 3.433
1.022 1.181
1.491 1.530




[
Figure S1. The formation of the crystalline aggregate of LASSBio-1834 (3) molecules (a)
and LASSBio-1835 (4) (b) the inter- and intramolecular H-bonds (cyan dashed lines).
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Figure S2. DSC curves of LASSBio-1834 (3) and LASSBio-1835 (4).
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Figure S3. LASSBio-1834 (3) (*H NMR, 200 MHz, CDCls).
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Figure S4. LASSBio-1834 (3) (*H NMR, 300 MHz, DMSO-ds).



g.wm
90795 v

gLl

IL60
S6°0FE

PEETI -
09°9Z1

80°LZ1 hS
LUZEL A
PEFEL
1954 <"

00°s¥E —
GFEFE -
TS —

ZCE9l —

60 50 40

70

90

f1 (ppm}

Figure S5. LASSBio-1834 (3) (3C NMR, 50 MHz, CDCls).
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Figure S6. LASSBio-1835 (4) (*H NMR, 200 MHz, CDCls).
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Figure S7. LASSBio-1835 (4) (*H NMR, 300 MHz, DMSO-dj).
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Figure S8. LASSBio-1835 (4) (3C NMR, 50 MHz, CDCls).
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min
1 PDA Multi 1/328nm 4nm
PeakTable
PDA Chl 328nm 4nm
Peak# Ret. Time Area Heioht Area % Heisht %
1 2:235 2674 392 0.018 0.037
2 2.703 15659 558 0.108 0.053
3 4.131 14185285 1040120 97.660 99.057
4 4.996 2740 247 0.019 0.024
S 6.829 294821 7366 2.030 0.702
6 7.641 3663 248 0.025 0.024
7 9.182 20299 1093 0.140 0.104
Total 14525142 1050024 100.000 100.000
Figure S9. LASSBio-1834 (3) chromatogram.
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PeakTable
PDA Chl 330nm 4nm
Peak# Ret. Time Area Height Area % Height %
| 2:222 2829 420 0.022 0.054
2 4.131 22991 1656 0.175 0.214
3 5.025 6525 506 0.050 0.065
4 7.333 13068742 769535 99.532 99.493
5 19.732 29152 1339 0.222 0.173
Total 13130239 773456 100.000 100.000

Figure S10. LASSBio-1835 (4) chromatogram.




