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26 Figure S1. Calibration curve of the free compound 1 at 272 nm.
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Sample Details
Sample Name: VP12-129 4/02/18 nd 1
SOP Name: Dr. Valeria Compounds.sop
General Notes:

File Mame: tests.dis Dispersant Name: Water
Record Number: 65 Dispersant RI:  1.330
Msterisl RE 1.58 Viscosity (cP): 0.8872
Material Absorbtion: 0.010 Measurement Date and Time: Sunday. Februsry 04, 2018 T:...
System
Temperaturs (*C): 25.0 Durstion Used (s): 80
Count Rate (kcps): 404.2 Measursment Position (mmj): 4.85
Cell Description: Disposable sizing cuvette Attenuator: 11
Results Aggregation Indes:
Size (d.nm): % Intensity: St Dev (dn..
Z-Average (d.nm): 180.6 Peak1: 2243 100.0 04 08
Pdl: 0.211 Peak2: 0000 0o 0.000
Intercept: 0.912 Peak 3:  0.000 oo 0.000
Result quality: Gooo Cancentration (3): 7.27=-8
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29 Figure S2. Size distribution of SMA-1 (the micelles are identified in the picture as VP12-129).
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31 Figure S3. 2D interaction and docked pose of compound 2.
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34 Figure S4. 2D interaction and docked pose of compound 3.
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37 Figure S5. 2D interaction and docked pose of compound 4.
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'H NMR of compound 2
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H NMR of compound 3

46

5000

4500

4000

3500

3000
2500
2000
1500
1000
500

oswp 6b°C
OSWp 64
oswp 0§°7
oswp 05T
oswp 15°C

Shnga

08y —

=76'T

F00'T

160
=880
T
'8
2260

4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 00 -0.5 -1.0

10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5
f1 (ppm)
13C NMR of compound 3

10.5

47

48

1700
1600

1500

1400

1300

1200

r 1100

1000

900
800
700
600
500
400
300
200
100

r-100

-200

F-300

I--400

r-500

OSWPp 66°8€
OSWp 9T°6€
OSWP pE6E
OSWp T5°6€
Ooswp 89°6€
Oswp S8'6E
oswp z0'0f

v1°9S —

$E0CT —
16'92T
zren
8zt -]
43:744 7

86'THT —

0991 —

-10

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

00

49

50



S7 of S8

Molecules 2018, 23, x FOR PEER REVIEW

'H NMR of compound 4
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