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Materials and methods

All the reagents are commercially available were used as received without further
purification. Substituted acetophenones (Spectrochem), formic acid (Fisher scientific),
hydrazine hydrate (S.D. Fine Chemicals), and catalyst Pd(PPh;), Alfa Aesar. Melting points
have been determined using open capillary tube and are uncorrected. Reaction progress was

routinely monitored by TLC (thin layer chromatography) on silica gel (precoated 60 Fys4Al
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sheets, Merck). IR spectra of neat compounds were rerecorded on Agilent Technologies and
expressed in wavenumber (cm'). 'H and '*C-NMR spectra were recorded using CDCl; as
solvent on a Bruker 300 MHz spectrometer. Chemical shifts (6) are given in ppm and
tetramethylsilane (TMS) used as reference. To investigate the DNA-drug interaction, [IVIUM
potentiostat was used with a three-electrode system that was obtained from Metrohm,
Dropsens (DS 220BT). Circular dichroism experiments were carried out using the Jasco J-
815 spectrometer using a rectangular quartz cell of 1 cm path length. Fluorescence spectra
were recorded at room temperature using an Agilent spectrophotometer. Electronic spectra of
the compounds were obtained on a Labman UV-Visible spectrophotometer. The mass

spectral analysis of all the heterocyclic derivatives was done by LC MS/MS Waters.
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"H-NMR spectra at 400 MHz in CDCl; of compound 4
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H-NMR spectra at 400 MHz in CDCI3 of compound 6a
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H-NMR spectra at 400 MHz in CDCl3 of compound 7a



7a IBEIRNERERR3IIRRIRES

NS k= N I
Br
1'-(4-bromophenyl)-3'-(4-methoxyphenyl)-5-
phenyl-3,4-dihydro-1'H,2H-[3,4'-
bipyrazole]-2-carbaldehyde
AT At pitar .,lh haghrrn m,.J,, “, ST
220 2(;0 1é0 1&0 140 1 ‘20 1 ‘UU 8‘0 GIU 4I0 2IU 0 p[‘:m

IBC-NMR spectra at 100 MHz in CDCl; of compound 7a



7b

Br

1'-(4-bromophenyl)-3'-(4-methoxyphenyl)-5-(p-tolyl)-3,4-
dihydro-1'H,2H-[3,4'-bipyrazole]-2-carbaldehyde

iﬂmdm

—2.37

/ oo
3 T
LA Y L T T i 3 T
g 528 % & g 5§ ] g
3 e S 5 He S ;- : : :
4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5

. T . T T T T T
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 45
f1 (ppm)

"H-NMR spectra at 400 MHz in CDCI, of compound 7b



N N
1'-(4-bromophenyl)-3'-(4-methoxyphenyl)-5-(p-tolyl)-
3,4-dihydro-1'H,2H-[3,4'-bipyrazole]-2-carbaldehyde

e
22IO 2(I)0 1 éo 1 éD 1 4‘10 1 éﬂ 1 60 8I0 E:U 4I0 2‘0 6 p;‘)m

IBC-NMR spectra at 100 MHz in CDCI; of compound 7b

NAME  21041628.10
EXPNO 10

7c

INSTRUM spect
PROBHD_ 5 mm GNP 1H13
PULPROG 2930
™ 65536
SOLVENT ~_coen

NS

SWH 6188.119 Hz

FIDAES _ 0.094423 Hz
sec

RG 32

ow 80,800 usec

DE 650 usec.

IE 300.0 K

o1 1.00000000 sec

oo 1

—o—c—ooe CHANNEL f1 2z====c=

NUCT H

P1 1395 usec

PL1 1,00 dB
PLIW 1502081871 W
SFOT 9002508542 MHz
SF 3002580078 MHz
Wow EM

s58 0
LB 0.30 Hz
6B 0
PC 100

1'-(4-bromophenyl)-3'-(4-methoxyphenyl)-
5-(4-(methylthio)phenyl)-3,4-dihydro-
1'H,2H-[3,4"-bipyrazole]-2-carbaldehyde

L. N N Y

T T T T
9 8 7 6
[t W] B e e e B e e A <
ollclelalel~lnlalolal-l |




"H-NMR spectra at 300 MHz in CDCl; of compound 7¢
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Figure S3. The mass spectra of 4, 5a, Sb, 6a-6d, 7a-7d, 8a-8h and 9a-9d synthesised
compounds.



