Electronic Supplementary Material (ESI) for RSC Medicinal Chemistry.
This journal is © The Royal Society of Chemistry 2024

Design and Synthesis of Meldrum’s acid Based 7-Azaindole Anchored 1,2,3-Triazole
Hybrids as Anticancer Agents

Murali Krishna Vanga, Rambabu Bhukya,? Vishnu Thumma,®S.S.S.S Sudha Ambadipudi,® V.
Lakshma Nayak,® Andugulapati Sai Balaji,* Vijjulatha Manga®d*

2Department of Chemistry, Osmania University, Hyderabad-500007, Telangana, India
bDepartment of Sciences and Humanities, Matrusri Engineering College, Hyderabad-500059,
Telangana, India

‘Department of Applied Biology, CSIR-Indian Institute of Chemical Technology, Hyderabad-
500 007, India.

dTelangana Mahila Viswavidyalayam, Hyderabad — 500095, Telangana Hyderabad, India

Supplementary Information

1. '"HNMR & 3C NMR SPECTRA COPIES
2. HRMS/ESI-MS COPIES



5-((1H-pyrrolo[2,3-b]pyridin-3-yl)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (3)
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2,2-dimethyl-5-((1-(prop-2-yn-1-yl)-1H-pyrrolo[2,3-b]|pyridin-3-yl)methylene)-1,3-
dioxane-4,6-dione (4):
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2,2-dimethyl-5-((1-((1-phenyl-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

yDmethylene)-1,3-dioxane-4,6-dione (62)
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2,2-dimethyl-5-((1-((1-(p-tolyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-

3-yDmethylene)-1,3-dioxane-4,6-dione (6b)
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5-((1-((1-(4-bromophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

yD)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6¢)
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5-((1-((1-(2-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b|pyridin-3-

y)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6d)
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5-((1-((1-(3-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b|pyridin-3-

yDmethylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6e)
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5-((1-((1-(4-chlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b|pyridin-3-

yD)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6f)
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5-((1-((1-(3,4-dichlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]|pyridin-3-

yDmethylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6g)
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5-((1-((1-(3,5-dichlorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

yl)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6h)
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5-((1-((1-(4-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

y)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6
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5-((1-((1-(4-bromo-2-fluorophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-

b]pyridin-3-yl)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6j)
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5-((1-((1-(4-iodophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

y)methylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6Kk)
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5-((1-((1-(4-methoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b]pyridin-3-

yDmethylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (61)
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5-((1-((1-(3,5-dimethoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-b|pyridin-

3-yDmethylene)-2,2-dimethyl-1,3-dioxane-4,6-dione (6m)
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2,2-dimethyl-5-((1-((1-(3,4,5-trimethoxyphenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-

pyrrolo[2,3-b]|pyridin-3-yl)methylene)-1,3-dioxane-4,6-dione (6n):
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2,2-dimethyl-5-((1-((1-(4-nitrophenyl)-1H-1,2,3-triazol-4-yl)methyl)-1H-pyrrolo[2,3-

b]pyridin-3-yl)methylene)-1,3-dioxane-4,6-dione (60)
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+ Scan (rt: 0.116-0.221 min, 20 scans) VM-A-INT-01.d

*79.0233
*157.0354 *273.0869

C14 H13 N2 O4

\_ 240.9869 351.0999
Loy

hu i l Lbo 386.9877 494.5640 567'11470

100 150 200 250 300 350 400 450 500 550
Counts vs. Mass-to-Charge (m/z)

+ Scan (rt: 0.093-0.120 min, 6 scans) VM-A-IMT-02.d Subtract (2)

*101.0033

C17H15 N2 04

79.0257 | 437 0008

‘ 256.9586 411.0962
L il L -

L Lol L | " L X
75 100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475
Counts vs. Mass-to-Charge (m/z)
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HRMS of compound 4



SIMPLE #3-10 RT: 0.06-0.15 AV: 4 SB: 18 0.32-1.07 NL: 4.73E5
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

344.11414

E 430.15148
e Ca23 Hao O4 Ns = 430.15098
404 1.15631 ppm

Relative Abundance
15
T

271.07078

3 217.04930 318.09838

HRMS of compound 6a

P-ME #1-5 RT: 0.04-0.07 AV: 2 SB: 16 0.33-1.07 NL: 2.01E5
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]
444 16765
Co4 Hoz 04 N5 = 444 16663
2.30547 ppm

469.16279

358.13006

Relative Abundance

402.12005
C23 H1g O5 N2 =402.12102
-2.41807 ppm

20
15
10

478.12860
499.13736

342.13487

560.06727

HRMS of compound 6b



302000
510.2500

2500

282000

£
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2582500
3383500

296 2500
452.1500

360.3500

321.2000

ESI Mass of 6¢

2-CL #2-9 RT: 0.04-0.13 AV: 4 SB: 19 0.32-1.06 NL: 1.67E5
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]
464.11322

C23H1g O4 N5 Cl = 464.11201

2.60828 ppm
E 478.09265
955 Co3H17 05 N5 Cl=478.09127
90 2.88408 ppm

E 496.10316
754 C23H19 05 N5 Cl =496.10184
704 2.65812 ppm

454 422.06597
3 C23 H1g Os5 Ng = 422.06457
3.30629 ppm

Relative Abundance
(93]

444.13142
E C23 H1g O5 N5 =444.13025
= 2.64093 ppm

503.12443

et ol

561.5000

588 5500

6016000
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HRMS of compound 6d
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3-CL #1-9 RT: 0.03-0.11 AV:4 SB: 19 0.32-1.08 NL: 1.61E6
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]
464.11274
C23H1g 04 N5 Cl=464.11201

1005 1.58706 ppm

955

903
E 378.07539
857

80 498.07404

753

70

65
3 414.05235
60 C23Hg O3 Ng = 414.04959

557 6.66946 ppm

Relative Abundance
en
o
1|

362.08054

394.07023

340 360 380 400 420 440 460 480 500 520 540 560 580 600
m/z

HRMS of compound 6e

P-CL #1-6 RT: 0.03-0.08 AV:3 SB: 21 0.32-1.04 NL: 3.79E6
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

378.07549
C24 H1p_ 04 N = 378.07608
1005 -1.56406 ppm
955
905

464.11273
C23 H1p O4 N5 Cl =464.11201
1.55803 ppm

855 414.05244

807 C24 H13 O4 N Cl = 414.05276

753 -0.76792 ppm

703
657

607
557

50

455

403

Relative Abundance

3 352.05962
205 C23 He N5 = 352.06177
159 -6.11235 ppm

109 334.07418

1l i |

I | DL L L N I e R e s
320 340 360 380 400 420 440 460 480 500 520 540 560 580
m/z

HRMS of compound 6f




3-4-DICL #3-11 RT: 0.06-0.13 AV: 4 SB: 20 0.32-1.06 NL: 1.07E6
IT: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]
498.07445
C23 H1g 04 N5 Clz = 498.07304
2.83503 ppm

753 501.07486
704 Gz3 H1s O N Clp = 501.07270
654 4.30473 ppm

E 500.07141

55
50

Relative Abundance

W oW oA A
o o O
I T T AT

M
(4]
i

203

153 512.05356

103 C23 H1s 05 N5 Clo = 512.05230
3 2.45784 ppm
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486 488 490 492 494 496 498 500 502 504 506 508 510 512 514

m/z

HRMS of compound 6g

3-5-DICL #2-9 RT: 0.03-0.11 AV: 4 SB: 20 0.32-1.07 NL: 5.19E6
[T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

532.03552

%
0o O o
o O o

~ oo
o o

oo
o
Lol Tt B bl

805 498.07417
= Co23 H1g O4 N5 Cl2 = 498.07304
E 2.27989 ppm

405

Relative Abundance
W
hf
|

448.01390
396.04139 C23Hs 03 Ng Cl =448.01062
C23Hs Oz Ng = 396.03902 7.32574 ppm
5.97261 ppm
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HRMS of compound 6h



—————
4-F #1-8 RT: 0.04-0.12 AV: 4 SB: 20 0.32-1.08 NL: 1.38E6
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

362.10478 44814194
CzaH19 04 NsF =448.14156
0.84769 ppm

1005

[{=]
(5]

m{?m?ﬁlucﬁmlm

co

754

-~

II%II%IIﬁ;III

554
504
454

398.08150 482.10309

Relative Abundance
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254
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P-1#2-8 RT: 0.03-0.11 AV: 4 SB: 18 0.33-1.04 NL: 2.51E6
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

590.01034

55
50

Relative Abundance
N oW oW BB
S O o
Pl bl B b Teae i

(2]
o

155

o o
1l

o

556.04822
C23H1g O4 N5 | =556.04762
1.07357 ppm

505.98881

581.04411

|
480

! | Lok | |
500 520 540

HRMS of compound 6k

P-OME #2-6 RT: 0.03-0.09 AV:3 SB: 17 0.33-1.07 NL: 3.48E5
T: FTMS {1,2} - p APCI corona Full ms [100.00-2000.00]

1007

955

Relative Abundance
(4]
e
Il

3 222.88258

250

271.07079

460.16283
C24 H22 O5 N5 =460.16155
2.79541 ppm

374.12502
474.14187

485.15789

418.11531

368.13025

344.10302

.J.I.Llul. J‘
2 g

499.17376

AN ||Ln LI by
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576.06215

Ly L

630.21186

T
300 350 400 450 500
m/z

550
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HRMS of compound 6l
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