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Table S1 Docking results of dibenzazepine derivatives with PfA-M1

Compound Docking score (kcal/mol)

6a -5.37
6b -4.17
6¢ -5.93
6d -6.68
6e -5.48
of -5.72
6g -6.20
6h -3.75
6i -6.29
6j -8.06
6k -7.90
8a -6.16
8b -5.98
8c -7.40
8d -7.04
8e -6.16
8f -6.88
8g -6.09
8h -5.36
8i -3.61
8j -6.99

8k -7.80




Figure S1 ORTEP diagrammatic representation of the crystal structure of compound 6d

The compound 6d crystallizes in monoclinic space group P2;,. The lattice parameters are,
a=18.750(2) A, b=6.8019(9) A, c=15.436(2) A and B=94.233(7)°. The final residual value, R1 is
0.0845. The packing of the molecule is stabilized with the C-H...m and C-Br...t short contacts.
The short bond lengths N14—C13 = 1.438(9) A and N14—C15 = 1.422(9) A indicate m-electron
delocalization in the ring. As a result there is a difference in the bond length of C5—C6 = 1.459(9)
A and C7-C8 = 1.440(9) A.
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Figure S3  MASS, 'H and **C NMR spectra of compound 6a
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MASS, *H and 3C NMR spectra of compound 6d
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Figure S15 Mass, 'H and *C NMR spectra of compound 8b
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Figure S16 Mass, *H and >C NMR spectra of compound 8c
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DAD1 A, Sig=254,4 Ref=420,100 (JUL2014\22_07000007.D)
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DAD1 A, Sig=254,4 Ref=420,100 (JUL2014\24_07000018.D)
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Figure S23 Mass, 'H and *C NMR spectra of compound 8j
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Figure S24 Mass, *H and *C NMR spectra of compound 8k
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Figure S25 Mass, 'H and *C NMR spectra of compound 8l
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