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Table S1 Structures in G1 with their virtual screening results and BPMD values.

MM/GBSA
No. Structures Smiles Docking score Glide gscore AGuind PersScore  PoseScore ~ CompScore
(kcal/mol)
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Table S2 Structures in G2 with their virtual screening results and BPMD values.
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(kcal/mol)
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Table S3 Structures in G3 with their virtual screening results and BPMD values.

MM/GBSA
No. Structures Smiles Docking score Glide gscore AGvind PersScore  PoseScore ~ CompScore
(kcal/mol)
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Table S4 Structures in G4 with their virtual screening results and BPMD values.

MM/GBSA
No. Structures Smiles Docking score  Glide gscore AGuind PersScore ~ PoseScore ~ CompScore
(kcal/mol)
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Fig. S1 Diagram of the interactions between SI-109 and the STAT3 protein (PDB: 6NJS). H-bonds

is represented by yellow dashed lines.
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Raw data of Western Blots Images

Fig. 8D Effect of d2 on the expression of STAT3 in TNBC cells
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Fig. 8F Effect of d10 on the expression of STAT3 in MDA-MB-468 cells
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Fig. 8G The selectivity of d2 and d10 against STAT isoforms.
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Characterization information of the 11 test compounds provided by the supplier
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File name: L865-0059 Operator: SPA SF: 400.4000 MHz NSC: 1 PW: 0.00 usec, RG: 322 Gr a
Date: 01-Dec-2007 Solvent: DMSO SW: 8013 Hz TE: 295K AQ: 2.04 sec, RD: 0.00 sec Parameter file, X\WIN-NMR == A14371_p9

"H NMR spectrum of compound a7
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File name: L865-0030 Operator: SPA SF: 400.4000 MHz NSC: 1 PW: 0.00 usec, RG: 322 Gr a
Date: 01-Dec-2007 Solvent: DMSO SW: 8013 Hz TE: 296 K AQ: 2.04 sec, RD: 0.00 sec Parameter file, XWIN-NMR == A14371_p9

"H NMR spectrum of compound a10
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File name: $396-0076 opr: , exp: Shumsky SF: 400.4000 MHz NSC: 1 PW: 3ms, RG: 362 Gr a
TE: 300 K AQ: 2.00 sec, RD: 10sec =4D25E-1217.078= XWIN-NMR == M_0953

Solvent: DMSO SW: 8803 Hz

DPX, Date: 05-Feb-2013

"H NMR spectrum of compound b4
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File name: $396-0068 Opr: ; Proc: DDE; SF: 400.4000 MHz NSC: 1 PW: 0.00 usec, RG: 287 Gr a
IIHR, 23-Jan-2013 Solvent: DMSO SW: 8803 Hz TE: 300 K AQ: 2.00 sec, RD: 0.00 sec =4D1PL-3359.312= XWIN-NMR == M_0927

"H NMR spectrum of compound b9
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File: S576-0094 Opr: DDE Proc: DDE SF:300.16 MHz G r a
IIHR, 22 Oct 2013 Solvent: DMSO SW:5995.2 Hz il
Hrx Temperature: 353.2 NS: 8 RG: 456 =3DANJ-1504.546= XWIN-NMR == M_1786
"H NMR spectrum of compound b11
Bruker AC-200, SF=200.13 MHz, 23-04-2024 Base: BBB9011-8
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"H NMR spectrum of compound d2
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File name: EXP02Gar020614 Owner: SF: 400.3965 MHz Ns: 0 Sl: 32768, TD: 65536
Date: 30-Dec-1899 Solvent: SW: 8000 TE: 293

"H NMR spectrum of compound d3
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"H NMR spectrum of compound d10

21



MS ES+ :642.18
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max. intensity: 2.8E6
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% . s 2
1 .
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Peak_ID Peak Area Area% Height Time Mass Found

5 0.52 0.71 1.E5 100 3.E6 0.61 641.18

MS: ES+
Combine (64:68-(57:59+73:75))
%
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miz
Peak_ID Compound Time Mass found
Found 0.61 641.1800

5

MS spectrum of compound d29
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