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Instrumentation and Materials

The melting points of the products were determined in open-end capillary tubes, by
using Gallenkamp apparatus. Infrared spectra were recorded on Bruker Tensor II
spectrophotometer (Germany) for functional group analysis. '"H and '*C NMR spectra
were recorded on Bruker Avance 300 MHz NMR spectrophotometer (Switzerland)
using deuterated solvents and the chemical shifts were calibrated relative to the
residual solvent signal. /n vacuo removal of solvents was performed using the Buchi

rotary evaporator.

All the chemicals were obtained from Sigma Aldrich (Germany) and used as
received. The solvents were distilled as per requirement using standard protocols. To
monitor the progress of the reaction, Thin Layer Chromatography (TLC) was
performed by using pre-coated silica plates (Kieselgel-60 F;s4, Merck, Germany). For

product purification, flash chromatography was performed on silica gel (70-230 mesh).
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RMSD =1.4292 A

Figure S1: (A) Overlay of docked compounds 7a (yellow), 7b (orange), 7¢ (green), 7d
(pink), 7e (cyan) and 7f (purple). (B) DNA (3EYO0) validation with the docked structure
(magenta) superimposed on the cocrystallized ligand (blue).



Copies of NMR Spectras
TH NMR spectrum of compound 7a

= DR. MOAZZAM NASEER/AALIA/PA-1_1HKMEE_DNSO

S E ==

r2 - acquisition Parameters
202411

12.655
10.516
7.588
7.563
7.540
7.531
7.519
7.488
T7.474
T.449
7.423
1.357
7.310
7.280
7.265
7.233
7.218
7.195
7.1689
4.663
4.628
3.391
2.505

Date_

Tine 9,43

EHSTRUM spect

FRABND S mm BSO BB-INM

FULPROG 2g30

- 1™ 65536

>/N ggw:n' m&.)

N/ Qr—O oe 0

=N awe 6172.839 Ha

7, FIURES 0.094190 He
AQ 3.3084660 sec

N-NH nc 362

/i oW 81.000 useo
- %] 6.00 uses
0 ™= 191.8 K
H ol 1.00000000 sec
N N ! ™0 1
\\\( Br memmnsse CHANNEL f] =eewssss
ROC1 1

0 »1 92.00 usec
rLl 2.00 dn
srol 300, 1318534 MHz

(] F2 - Procesaing paraseters
81 32743
A 13 300, 1300000 MMz
wew EM
838 ]
LE 0.30 Hz
GB Q
‘ BC 1.00
-

v T T U 1 T T T T T T T T T

 JRiAas i GREaMMG: TMcon Moscoos Al |
16 15 14 13 12 11 10 7 6 5 4 3 2 1 0 -1 -2 ppm

9 @
e~ v
r~ (=] —
u krj() .

ad o~
r- —
~ ™
13C NMR spectrum of compound 7a
DR. MOAZZAM NASEERIML]AIPA~1“13CHHR_I)ISO
SN o
Qfﬁr—3i§5§¢1g:23:312323:332;:; O NTO©O l!"‘l" ER
Chdudnsqatssnatane HEINRC R
WO DD T MM MO OO e - MO
el e e e e R e e R TeoTIsrmmmm

F2 - Acquisition Parametecs
Date_ 2024110
Tine 19.11
IRSTERUN spect
PRORED S mm 350 55-18
FULFROG 299910
™ 33948
0 SOLVENT oMso
N N3 1024
}—’ o5 0
i \7/0 SuH 1TOBS. 611 M
N FIDRES ©.500045 H2
=N 3 0.9579004 sec
2 i
o 2. usec
N’NH o= .00 usec
1 T® 293.4 K
ot 2.00000000 seo
dll 0,03000000 mec
(0] DELTA 1.E9999998 sec
N H T00 1
N [ 41
Br NUCL 13C
(3] €.00 usec
8] rL1 -$.00 a8
&pal 75.4752953 WHz
2
CFDERGE waltzls
woc? 1H
rcpa2 80.00 wsee
P ru2 2.00 as
FLIZ 20,98 B
PL13 20,00 &=
| spoz 300.1312005 Mz
, T ) F2 = Procesaing pacameters
n! ! ] Bl ' :; 5 4;3$:=: itz
TR BTSN T — . =
- 558 [}
LB .00 Mz
Gh
T ! v ¥ ' < l.ag

T T T T T
260 180 160 140 120 100 80 50 40 20 0 ppa



'TH NMR spectrum of compound 7b

DR. MOAZZAM NASEER/AALIA/AZ-6_1HNMR_DMS0

$5Rn

Curreat Duta Paramsteszs

KPAME AZ-6_LEBMR
EXFNO
FROCNO b |
¥2 = Requisition Paramsters
Date_ 202¢051%
Tine
IRSTOUM apect
PROBED 3 ma BEO BE-1H
PULPROG 2q30
10 65534
SOLVENT 50
K3 L
o] °
Sun 6172.839 =z
FLOGES 0.094190 W2
M 5,3004660 mec
”w 456.1
I 31.600 umec
oz 6.00 usec
TE 673.2 K
D1 1.00000000 aec
100 1
cl f1

mcL i
ri 9.00 usec
PLI .00 B
srol 300,1318534 Mz
F2 = Proceasing parareters
sl 32748
§F 3001300000 MHe
W 2]
L5 L]
pe:3 0.30 =2
cn o

L rc 1.00

T L Ll L] L L) L)
16 15 14 13 12 11 10 9% 8

{ N A

13C NMR spectrum of compound 7b

.14

17.16

/ DR. MOAZZAM NASEER/AALIA/AZ-6_13CNMR_DMSO

OOV WOITTORNOrN YN
MOONMONMNY-TATOENCNOEm
» 8 8 4 B 8 8 & 8B 8 & 8 ®W W e s LoV
NP e TE e O@NNNS A @@ 00
FOYNNEIILTITAOMMANNNA
L e e ]

AN

"é

/f%

kN

-

2 1 0 -1 -2 ppm

40.78
40,50
40.22
39.94
35.67
39.39
39.11

CLrrent Data Parsmatars

EAME AZ-6_LICHMR_LHED
LU0 1
PROCND 1
Fo = Acquisition Parameters
Date_ 20240317

g

o
1 1.4
IRSTHM spact
PRORED 5 ma B2O DBl
FELEROO 299930
0, 10 35968
Br N SOLVENT
1 -0, i 2044
N - 17985411
v 411 Mz
=N rimecs @.500045 Ha
P5) 0.%399004 sec
N-NH = 32764
=] 77,802 usec
U Br 3 §.00 usec
= 3.1 K
0 w 2.00000800 seo
al 0.03000000 sec
N H ELTA 1.850099% sec
N ™0 1
Br massees CEANNEL f] s=sssses
0 wcl 1)
[ 31 6.0 usec
EL] =5.00 dB
1ro1 75,4752953 Wit
12
crorc2 waltzid
BUC2 i
P02 40,08 veec
2 2.00 db
2L12 20.9¢ db
L PL13 20.00 ¢n
sro2 300.1312005 Wi
i I N F2 - Frocessing pau—tnl
[ '] ' NI
' ll 1 ‘i ll sr 5. um» Nrz
L L | PRT § " NOW =
e e W 558 o
Ls 1.00 Hx
GB o
T T T T T T T T T T 1 [ 1.40
200 180 160 140 120 100 a0

60 40 20 0 ppo



'H NMR spectrum of compound 7¢

DR. MOAZZAM NASEER/AALIA/PA-6_LHNMR_DNSO

~ ™
o - nmaa
= 7 223258828522 2 2 B R
- . VOO SmM™O®ete © ™M
o~ o L T . . M
- - e~ 9 m o~
l‘ Cuczent Data Parsastesa
WE Ph=6_LHNMR_DHIO
EXPNO 1
PROCHO 1
F2 - Acguisition Parameters
Date 20241124
Time 16.20
0O, IHSTRUM spect
N, PROBHD 5 mm BEO B-1
<l 7,’/ ™“—0 PULPROC 230
N, >/ ™ €343
SOLVENT M50
N = :
oS [
33 SwA 6172.839 Ha
Cl rioees 0.094190 2
/ 23 5. 3084660 sec
7S €56.1
0 o 91.000 usec
DE 6.00 usec
N H = 293,1 K
N bl 1.00000000 sec
100 1
Br
n
. ! NUC1 tn
1 $.00 usec
Ll 2.00 @
sFol 300121854 MRz
F2 = Proceasing paransters
' 81 32768
5F 300.1300000 MNz
oW =t
I - 533 ]
s 0.30 Hz
' . = 0
r r_ FC 1.00

L} L} ) L) L L ) L) L} L} L) L) L] ) L} L) L) L L L T
16 15 14 13 12 11 10 9 & 7 & S5 4 3 2 1 0 -1 -2 PRm
= ©
=l (=}
. e : >
Lol
13C NMR spectrum of compound 7¢
/ DR. MOAZZAM NASEER/AALIA/PA-6_l1ICNMR_DMSO
B R
AN EMVNNNNO®
NNMrYooOoMaoaN~FOMe® DONTHS O -
--------- L FONDDO M~
CEERRAARAARIRAS Socacaa
el e N e R STITmamMeO CRERAE 3 _BIESSrS

PA=6_1 JCKMR_[#50

NN V7 S-S

Time 16.17
IRSTOON st
PCRsD 5 sm BEO BB-1H
FOLFROG lm

SALVENT (]
1024
°

0 ::H 17943.611 Nz
Cl 7’1/NQ7/0 Enm 0.400045 Hz

N wuc1 13X
123 ©.00 uxec
Br 7Ll -5.00 &
srol 75.4752953 MEz
0

123
CPOFRG2 waltzlé
sUc2 1H
PCPO2 #0.00 osac
PLZ 2.00 48
rL1d 0.5 db
1 FL13 0.60 dR
SFO2 380.1312008% MMz

I 2 - Processing parssetars
i ' gt v ET 32768

I TS. 4677450 Mz
R et -~ - S b "
P y y 338 o

1o 1.00 mz
3 0

T T T T T T T T T T T 3 1.40
200 180 160 140 120 100 B0 €0 40 20 0 ppm



'H NMR spectrum of compound 7d

DR. MORZZAM NASEER/AALIA/PA-S5_1HNMR_DMSO

o0
DARAHANNONONOFRXVONDTRON L AAMAADBO
FAYTNAOSANSOIFDMOANNSNCTAAROERENENODO
&c;mmmmwowmn-nmvnmvvvﬂw—n-u—m:om.n.n\n
RN . . R . -
oSN TMANNN

NS\

shGiRen

Current mu Param=tera
AN FA-5_1HRMR_| D‘=1°

EXPNOG

FROCNO 1

ne=- lu:qnnueo Paran-!on
Date_ lO

13-

INSTAUM F-el.
PROBHD & mm B8O BS-1H
PULER: 2930

© €5536
SOLVENT

XS ]

[+ o

SKH 6172839 Mz
FICRES 0.094190 Hz
RO 5.3084660 sec
G T24.1

o 81.000 wsec
e 6.00 asec

4
=

292.5
oL 1.00‘00000{; sec

2.00 a8
300.1318534 Mt

Ll
srol

F2 - Processing pacameters
5t 2768

57 300.1300000 MHz
| v ]
550 o
: T 6.30 Nz
ce o
j_ C 1.00
AL
T T T T 1 L) L) L) L) T U L 1 L) 1 L) T L) T L L)
16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 =2 pPpm
™ 'va\
(=] a0 gl =l
b " F‘;
|
13C NMR spectrum of compound 7d
DR. MOAZZAM NASEER/AALIA/PA-5 _13CNMR_CMSO
EEHED b3 egupoteir-14 raoamo®o B R
i e Sl S T N WD ™
Cd MO eNO™M-ne - . e s .
WY Mmoot coocoomon
lakal MMttt it et - T M0N0
Curcest Data Parameters
NAME PA-3_L3CHHR_CH50
D“‘ L:qnunlouo:l{:rusurs
Tirm
INSTRON spect
MOBSD 5 em BBO B8-1H
PULPFROG IQWJD
™ 33988
O, saivere M0
N, wS tezd
O;N I XN—0, Fre 17985. 611 Hx
N FLIRES 0.50004% Hz
=N a 0.9993608 nec
L 32788
o 27.800 uaec
N/NH e zgiog :uc
= :
i NO; o1 2.00000900 sec
411 $.03000000 asc
O DELTA 1.89999098 aec
700 )
N H
N— "\ r  eweseses CHAMMEL fl ssswsews
wucl 13¢
L‘( Oﬁr 31 6.00 wsec
L1 -5.00 an
0] sro1 15,4752953 WAz
ce CHANNEL 2 sssswacs
2 valczlé
18
80.00 usec
2.00 dB
20.98 db
26.00 da
300,1312005 MMz
LT P2 - Processing pacaseters
o I H 734677450 W4
" Pl | . < .
e s e s ittt e e e E
o 1.00 Mz
G0
T T L] 1 T T L] L T T oc 1.40
200 180 160 140 120 100 80 60 40 20 Q pPpm



'H NMR spectrum of compound 7e
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13C NMR spectrum of compound 7e
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'H NMR spectrum of compound 7f
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13C NMR spectrum of compound 7f
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