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1. 'H and 3C NMR spectra of novel compounds

1.1. *H and 3C NMR spectra of quinoline (7a—e, 8a—f) and coumarin (9a—e) isoxazole
derivatives

Figure S1: a) 'H NMR and b) 3C NMR of compd. 7a.
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a) 'H NMR and b) 3C NMR c) COSY of compd. 7b in DMSO-dg.

Figure S2:
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a) 'H NMR and b) 33C NMR of compd. 7¢c in DMSO-d.

Figure S3:
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a) 'H NMR and b) 33C NMR of compd. 7d in DMSO-dj.

Figure S4:
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DMSO-ds.

n

a) 'H NMR and b) 3C NMR of compd. 7e i

Figure S5

‘n
ro
T Lo
] =
© o
2
n
=l
o
e
<
M-
o
rm
n
M-
o
Fe
<
ey
FR
n
- re
+3
° 6619 —
[T
o
n
[T
F8
<
I
o
n 0£'86 Fo
St €86
o <+
S8'S 7 T 967207 / £
€5 s 66201 oa
L9t C] 167211 re e
. ol SRS
9ULL o 0b'8TT 4 psl
oL z o =z
MMM 95°0¢T >
26°021 L2
we b et i
. w I
8sL 06'121
8LL ] 6721 B °
6L 207 | o YT A ¢ LR
6L Fo szt = -
€6, ]
: 85721\« =
€6°L £1°871
gL 10 ob'8eT — = [
ve'L Fo 81'621 \ — -
S6'L TTBCT £
: y
MN.MA 89°'T€T
1 o LbTET o
208 e 8T°eeT e
208 N SbLbT A
€08 ™ 15 26T
€08 n vl op — o
| ¥ | o fr 2 B
2.% L 60 81'8vT
era () E——
€180 ~ z — m’Hmm.m 55 0191 -2
PTE I S =
$1°8 — st 68191
by S
s1'8 n
518 b £r89T — = o
2.& -
s1'8
ze8 o
2€'8 | Fon o
€8 L2
Nm.wu
€8
mm.l L2 i
€8 =
o
= 3
[N

S6



a) 'H NMR and b) 3C NMR of compd. 8a.

Figure S6
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a) 'H NMR and b) 3C NMR of compd. 8b.

Figure S7
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a) 'H NMR and b) 3C NMR of compd. 8c.

Figure S8
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a) 'H NMR and b) 3C NMR of compd. 8d.

Figure S9
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a) 'H NMR and b) 3C NMR of compd. 8e.

Figure S10
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a) 'H NMR and b) 3C NMR of compd. 8f.

Figure S11
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a) 'H NMR and b) 3C NMR of compd. 9a.

Figure S12
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a) 'H NMR and b) 3C NMR of compd. 9b.

Figure S13
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a) 'H NMR and b) 3C NMR of compd. 9c.

Figure S14
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a) 'H NMR and b) 3C NMR of compd. 9d.

Figure S15
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a) 'H NMR and b) 3C NMR of compd. 9e.

Figure S16
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1.2.'H and 3C NMR spectra of Re(l) (7bge, 9bge) and Ru(ll) (7bg,, 9bg.) complexes

a) 'H NMR and b) 3C NMR of compd 7bge.

Figure S17:
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Figure S18: a) IH NMR and b) 13C NMR of compd 9bge.
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a) 'H NMR and b) 3C NMR of compd. 7bg,.

Figure S19:
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a) 'H NMR and b) 3C NMR of compd. 9bg,.

Figure S20:
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2. FTIR spectra of ligands (7b, 9b) and complexes (7bge, 7bgy, 9bge, 9bru)
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Figure S21. FTIR spectrum of 7b.
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Figure S22. FTIR spectrum of 7bge.
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523



Transmittance (%)

Transmittance (%)

100

90

80

70+

60 -

50

100

95 4

90

85—

80

754

70+

T
3000

T T T T T T T T 1
2500 2000 1500 1000 500

Wavenumber (cm’™)

Figure S25. FTIR spectrum of 9bge.

T
3000

T T T T T r T
2500 2000 1500 1000
Wavenumber (cm”")

Figure S26. FTIR spectrum of 9bg,,
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3. UV-Vis spectra of ligands (7b, 9b) and complexes (7bge, 7bgy, 9bge, 9bry)
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Figure S27. Absorption spectrum of derivative 7b (c (ACN) = 10%).
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Figure S28. Absorption spectrum of derivative 7bge (c (ACN) = 10* mol/dm3).
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Figure S29. Absorption spectrum of derivative 7bg, (c (ACN) = 10* mol/dm3)..
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Figure S30. Absorption spectrum of derivative 9 (c (ACN) = 10 mol/dm3)..
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Figure S31. Absorption spectrum of derivative 9ge (c (ACN) = 10 mol/dm?3)..
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Figure S32. Absorption spectrum of derivative 9g, (c (ACN) = 10* mol/dm3)..
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4. Molecular Docking Studies with Bcl-2

Figure $S33. Comparison between the docked pose of the Bcl-2 inhibitor J1Q produced by the
docking study (yellow) and the original crystallographic structure of the same inhibitor within
the Bcl-2 binding pocket (Purple, PDB: 6QGK).
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Figure 34. The RMSD of the backbone of Bcl-2 and complexes during the simulation period.
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Figure 35. (A) The RMSF of Ca atoms of Bcl-2 in the absence and presence of ligands.
(B) The average RMSF value of each atom of the ligands during MD simulation.

S29



Rg (A)

3.5 1 1 1 1
0 200 400Tim e (nsfﬂﬂ 800 1000

Figure $36. Radius gyration of the backbone of Bcl-2 and complexes during simulation.
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Figure S37. Solvent accessible surface area (SASA) of Bcl-2 and complexes during simulation.
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Figure S38. Number of hydrogen bonds between ligands and Bcl-2 during the simulation.

S31



