Supplementary Materials

Synthesis and preliminary screening of the biological
activity of Sulindac sulfoximines derivatives.

Cosimo Cardellicchio?, Valentino Laquintana?, Rosa Maria Iacobazzi?, Nunzio Denora?, Antonio
Scilimati2, Maria Grazia Perrone?, and Maria Annunziata M. Capozzi 3*



Table of Contents.

-H- NMR Spectrum of compound 1B ........cceeceieeeeriirseneeercssneeeesssneesesssssesssssnsnes 2
-C13-NMR Spectrum of compound 1h........ccceeeeeereerrisineeenissneeeesssneesessssssesssssnsnes 3
-HRMS (ESI-TOF) spectrum i 1+ TN 4
-H'- NMR Spectrum of compound 2D ......cccccevvvummreeeiiiiiiciiisssnneeeeeesessssssssssseeeesens 5
-C13-NMR Spectrum of compound 2b........ccceieeeiiiiieeniiiercceeeecreeeecseesesseeeessnenas 6

-HRMS (ESI-TOF) spectrum 7 T 7

~eL IET
O=S=NH i3

767
65

o

0

a

0

8

5

5
—5.67
358
3,53
—3.24
2.16

he

r
-

-
E_
:=__

=
—

2300

2200

2100

-2000

1900

1800

1700

1600

1500

1400

1300

1200

1100

rLlooo

900

800

700

600

300

400

300

200

331~

1 r 7 0 T % T & [
A4 1o 1140 10 10D 5.0 9.0 8o

T TR = 6! = & [ N
b.u 2.0 2.u 4.0 4.U 3.0 J.u 2.0 2. 1.5 1u u.o
f1 (nnm)

Figure S1. 'H-NMR (500 MHz, CDCl3) spectrum of Methyl-(Z)-2-(5-fluoro-2-methyl-1-(4-
(Smethylsulfonimidoyl)benzylidene)-1H-inden-3-yl)acetate (1b).
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Figure S2. 3C-NMR (125 MHz, CDCls) spectrum of Methyl-(Z)-2-(5-fluoro-2-methyl-1-(4-
(Smethylsulfonimidoyl)benzylidene)-1H-inden-3-yl)acetate (1b).
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Sample Name See data file Position Instrument Name Instrument 1 User Name QTOF-HP\admin
Inj Vol =1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MFB-2.d ACQ Method infusione-10uL-min.m  Comment Acquired Time 10/8/2019 1:09:59 PM
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Figure S3. HRMS (ESI-TOF) spectrum of Methyl-(Z)-2-(5-fluoro-2-methyl-1-(4-(S-methylsulfonimidoyl)benzylidene)-
1Hinden-3-yl)acetate(1b).
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Figure S4. 'H-NMR (500 MHz, Acetone-d®) spectrum of (Z)-2-(5-fluoro-2-methyl-1-(4-(S-

methylsulfonimidoyl)benzylidene)1H-inden-3-yl)acetic acid (2b).
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Figure S5. 1*C-NMR (125 MHz, DMSO-d®) spectrum of (Z)-2-(5-fluoro-2-methyl-1-(4-(S-
methylsulfonimidoyl)benzylidene)1H-inden-3-yl)acetic acid (2b).
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Sample Name See data file Position Instrument Name Instrument 1 User Name QTOF-HP\admin
Inj Vol -1 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  MFB-5.d ACQ Method infusione-10uL-min.m  Comment Acquired Time 10/8/2019 1:38:05 PM

x10 4 | *ESI Scan (0.073-0.252 min, 12 Scans) Frag=170.0vV MFB-5.d
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Figure $6. HRMS (ESI-TOF) spectrum of (Z)-2-(5-fluoro-2-methyl-1-(4-(S-methylsulfonimidoyl)benzylidene)-1H-inden-
3yl)acetic acid (2b).



