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Figure S1. Antiretroviral activity and cellular toxicity of benfluron in PBMC. In this cell type
this agent had an antiretroviral ECso of 5.50 uM (95% confidence interval 4.65-6.54 uM,
R?=0.9781) and a toxic concentration CCso of 7.09 uM (4.81-10.3 uM, R*=0.9147), making for

a selectivity index of 1.3.



'H and *C NMR spectra and HR ESI-MS of benfluron analogs 2-6
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Figure S2. 'H (400 MHz) and *C NMR (101 MHz) spectra of compound 2 in CDCls.
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Figure S3. HR ESI-MS spectrum of compound 2 in MeOH.
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Figure S4. 'H (400 MHz) and *C NMR (101 MHz) spectra of compound 3 in DMSO-d.

190



x10*

2.8

2.6~

0.6

+ES] Scan (0204055 min, 23 scang) Frag=175.00 MSDE748.4 Sublrect

254,1538
CITHZON O

T T T T T T T f T T T T T T T T T 7 T T T T
80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520
Counts ve. Mass-to-Charge (méz)

Figure S5. HR ESI-MS spectrum of compound 3 in MeOH.
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Figure S6. 'H (DMSO-ds, 400 MHz) and *C NMR (CDCl3, 101 MHz) spectra of 4.
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Figure S7. HR ESI-MS spectrum of compound 4 in MeOH.
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Figure S8. 'H (400 MHz) and *C NMR (101 MHz) spectra of compound 5 in CDCls.
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Figure S9. HR ESI-MS spectrum of compound 5 in MeOH.
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Figure S10. 'H (400 MHz) and '3C NMR (101 MHz) spectra of compound 6 in CDCl3.
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Figure S11. HR ESI-MS spectrum of compound 6 in MeOH.
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Reversed-phase HPLC analysis of benfluron analogs (2-6):
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Figure S12. Reversed-phase HPLC chromatograms of benfluron analogs 2-6.
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'H and *C NMR spectra and HR ESI-MS of compounds 2b-5b
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Figure S13. 'H (400 MHz) and '*C NMR (101 MHz) spectra of compound 2b in CDCls.
* DCM residue signal.
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Figure S14. HR ESI-MS spectrum of compound 2b in MeOH.
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Figure S15. 'H (400 MHz) and '*C NMR (101 MHz) spectra of compound 3b in CDCls.

15



®10% | +ES| Scan [0.30-0.32 min, 2 scans) Frag=175.0v MSDETAT ¢ Sublract (2)
1.2+
1.154
1.1
1.054 2450722
1 CISHI4CID
0554

0,854
0.8
0.75+
0.7
065

0.6+ #17.0163 2822796
055 ‘

0.5
454 PEE.0034
0.4
0.35-
0.3
0.25-] Z2ZH0520
0.2
0,15

0.1+
D.D::I J lll |1 || | 1 I|.I i I.l I“l L I||| J;I m IA | I Jdlhlll

2690317

il
Fr

Jl
210 218 220 225 230 0 235 240 245 250 255 260 265 S BE. 260 285 290
Counte ve, Mass-to-Charge (miz)

Figure S16. HR ESI-MS spectrum of compound 3b in MeOH.

16



Compound 4b
== =ne zo=
22 ize g3
v PN
1
Il
J[J,_Jh _ ,.Q“L,MJ a e JA.'L_,\, s
) | O
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
: g 2 =
i E 3 ¢
|
] 1
1 | I
\ { “L ) L 1
200 190 180 170 160 150 140 130 120 110 fll[DD ) a0 a0 70 60 50 40 30 20 10 0
ppm

Figure S17. 'H (400 MHz) and '*C NMR (101 MHz) spectra of compound 4b in CDCls.
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Figure S18. HR ESI-MS spectrum of compound 4b in MeOH.
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Figure S19. 'H (400 MHz) and *C NMR (101 MHz) spectra of compound 5b in CDCls.
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Figure S20. HR ESI-MS spectrum of compound Sb in MeOH.
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Reversed-phase HPLC analysis of compounds 2b-5b
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Figure S21. Reversed-phase HPLC chromatograms of compounds 2b-5b.
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'H and '3C NMR spectra, HR ESI-MS and HPLC analysis of compounds 4a-5a

Compound 4a

OH ARV

4a

4G

=724
_fE B?
B85

| P A m“ |1 ,-l,_ N '
A N A
10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 3.0 4.5 3.5 1.0 0.5 0.0
f1 (ppm)
< -
.
|
1 I

‘ } LML 1 1 L
200 190 180 170 160 150 140 130 120 110 fl%ﬂ[l ) 90 80 70 60 50 40 30 20 10 i}

ppm

Figure S22. 'H (400 MHz) and '3C NMR (101 MHz) spectra of compound 4a in CDCls.
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Figure S23. HR ESI-MS spectrum of compound 4a in MeOH.
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Figure S24. Reversed-phase HPLC chromatogram of compound 4a.
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Figure S25. 'H (400 MHz) and '3C NMR (101 MHz) spectra of compound 5a in CDCls.
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Figure S26. HR ESI-MS spectrum of compound Sa in MeOH.
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Figure S27. Reversed-phase HPLC chromatogram of compound 5a.
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'H and 3C NMR spectra, HR ESI-MS and HPLC analysis of compound 7.
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Figure S28. 'H (400 MHz) and '3C NMR (101 MHz) spectra of compound 7 in CDCl3.
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Figure S29. HR ESI-MS spectrum of compound 7 in MeOH.
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Figure S30. Reversed-phase HPLC chromatogram of compound 7.
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