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1. Copies of 'H and *C NMR spectra:
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CHEMISTRY DEPARTMENT
Banaras Hindu Universi
VARANASI-221005
Operator : Nagendra Kuw
Shishir Sin
DFILE C:\WINNMRIS\COM
COMNT SR-S5-825-C-10-N_
DATIM Wed Aug 19 12:0°
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 9505.7 Hz
SCANS 17
ACQTM 3.447 sec
PD 1.547 sec
PW1 5.2 us
IRNUC 1H
CTEMP 24:3 c
SLVNT CDCL3
EXREF 0.00 ppm
BF 1.20 Hz
RGAIN 18
PPM

Fig S1 : '"H NMR of compound iia in CDCl;.
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Fig S2: 3C NMR of compound iia in CDCl;.
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Operator : Nagendra Ku
Shishir Sins
DFILE C:\WINNMR98\Dat:
COMNT SR-C-1013C_Mr.
DATIM Tue Sep 01 01:4:
OBNUC 13C
EXMOD BCM
OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2000
ACOTM 1.606 sec
PD 1.394 sec
PW1 5.0 us
IRNUC 1H
CTEMP 25.4 ¢
SLVNT CDCL3
EXREF .00 ppm
BF 1.20 Hz
RGAIN 23
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\R k* +) Operator : Nagendra Kumar
Shishir Singh
DFILE C:\WINNMRS8\Data\808
COMNT 808_lH_Ms. Shaziya
DATIM Wed Mar 25 14:37:33
OBNUC - 1H
EXMOD NON
OBFRQ 300.40 MHz
QBSET 130.00 KHz
CBFIN 1150.0 Hz
POINT 32768
FREQU 9523.8 Hz
SCANS 16
o ACQTM 3.441 sec
] PD 1.547 sec
- PW1 5.2 us
IRNUC 1H
CTEMP 23.5 e
SLVNT CDCL3
EXREF 0.00 ppm
BF 1.20 Ez
RGAIN 20
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Fig S3: 'H NMR of compound iib in CDCl;.
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DFILE C:\WINNMR98\Data\808
COMNT 808_13C_Ms. Shaziya
DATIM Wed Mar 25 14:47:55
OBNUC 13C
EXMOD BCM
OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 200
ACQTM 1.606 sec
PD 1.394 sec
PW1 5.0 us
IRNUC 1H
CTEMP 25.4 ¢
SLVNT CDCL3
EXREF 77.00 ppm
BF 1.20 Hz
RGAIN 24
1
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Fig S4: 3C NMR of compound iib in CDCl;.
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W T ‘ T Operator : Nagendra Kumar
Shishir Singh
DFILE C:\WINNMR98\Data\SR-
COMNT SR-NH-AZD_1H Mr. Sun
DATIM Fri Apr 17 12:56:25
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
PD 1.547 sec
PWl 5.0 us
IRNUC 1H
CTEMP 24.1 ¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 1.20 Hz
RGAIN 20
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Fig S5: '"H NMR of compound iiia in CDCl;.
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= DFILE C:\WINNMR98\Data
COMNT S$2-C-NH13C Ms.S
DATIM Fri Jul 12 04:06
OBNUC 13C
EXMOD BCM
OBFRQ 75.45 MHZ
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2000
ACQTM 1.606 sec
PD 1.394 sec
FWl 5.9 us
IRNUC 1H
CTEMP 16.6 ¢
SLVNT CDCL3
EXREF 77.00 ppm
BF 1.20"Hz
RGAIN 22
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Fig S6: °C NMR of compound iiia in CDCl;.
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DFILE C:\WINNMR98\Data\809
COMNT 809-NH_1H_Ms.Saziya
DATIM Wed Mar 25 16:49:05
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
CBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT © 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5,446 sec
PD 1.547 sec
PW1 5.0 us
IRNUC 1H
CTEMP 28.7 &
SLVNT DMSO
. EXREF 2.49 ppm
g BE 1.20 Hz
. RGAIN 17
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Fig S7: 'TH NMR of compound iiib in DMSO .
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DFILE C:\WINNMR98\Data\809
COMNT 80%-NH_1H_Ms.Saziya
DATIM Wed Mar 25 16:59:24

OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS . 200
RACQTM 1.606 sec
PD ©1.394 sec
PW1 5.0 us
IRNUC 1H

CTEMP 25,5 ¢
SLVNT DMSO

EXREF 39.50 ppm
BF 1.20 Hz
RGRIN 22

Fig S8: 13C NMR of compound iiib in DMSO 4
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Fig S9: 'H NMR of compound 1a in CDCl;.
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CHEMISTRY DEPARTMENT
Banaras Hindu University
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Operator : Nagendra Kumar
Shishir singh

DFILE C:\WINNMR98\Data\sz-100A_1H1
COMNT S$2-100A_1H Ms. Shaziya khanz
DATIM Mon Sep 10 14:45:27 2012
OBNUC 1H

EXMOD NON

OBFRQ 300.40
OBSET 130.00
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 32
ACQTM 5.446 sec
PD 1.547 sec
PW1 5.2 us
IRNUC 1H

CTEMP 20.1 ¢
SLVNT CDCL3

EXREF 0.00 ppm
BF 1.20 Hz
RGAIN 25

CHEMISTRY DEPARTMENT
Banaras Hindu University,
VARANASI-221005

Operator : Nagendra Kumar
Shishir Singh

DFILE C:\WINNMR98\COMMON\_DE
COMNT 52-254_13C_Ms.Saziya
DATIM Mon Sep 23 16:33:27 20
OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz

OBSET 124,00 KHz

OBFIN 1840.0 Hz

POINT 32768

FREQU 20408.1 Hz

SCANS 220

ACQTM 1.606 sec

PD 1.394 sec

PWl 5.9 us

IRNUC 1H

CTEMP 24.9 ¢

SLVNT CDCL3

EXREF 77.00 ppm

BF 1.22 Hz

RGAIN 24 -

Fig S10: 3C NMR of compound 1a in CDCls.
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CHEMISTRY DEPARTMENT
a ndu Uni
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Shishir

g8\Data\

08_1H_Ms.sazi
Dec 20 13:27:
300.40 MHz
130.00 KHz
1150.0 Hz

POINT 32768

FREQU 6016.8 Hz

! SCANS 16

ACQTM .

PD

PWl

IRNUC 1H

CTEMP 20.5 c

SLVNT CDCL3

EXREF 0.00 ppm

BF 1.20 Hz

RGAIN 25

Fig S11: "H NMR of compound 2a in CDCls.
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CHEMISTRY DEPARTMENT
Banaras Hindu University,
VARANASI-221005

Operator : Nagendra Kumar
Shishir Singh

DFILE C:\WINNMRO8\COMMON\_
COMNT Sz-50 _13C_Ms.Saziy
DATIM Wed Apr 08 14:23:23
OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS T 225
ACQTM 1.606 sec
PD 1.394 sec
PW1 5.0 us
IRNUC 1H

CTEMP b ARG -
SLVNT CDCL3

EXREF 77.00 ppm
BF 1.20 Hz
RGAIN 24

Figl2: 3C NMR (75 MHz, CDCI3) of compound 2a in CDCl;.
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Shishir Singt
DFILE C:\WINNMR98\COMMC
COMNT SZ"‘SOOB_lHAMS .Saz
DATIM Wed Apr 08 14:26:
o OBNUC 1H
® EXMOD NON
o OBFRQ 300.40 MHZz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 9505.7 Hz
SCANS 7
ACQTM 3.447 sec
PD 1.547 sec
PW1 5.2 us
- IRNUC 1H
: CTEMP 26.0 ¢
SLVNT DMSO
EXREF 2.4% ppm
BF 1.20 Hz
o RGAIN 15
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Fig S13: 'TH NMR of compound 3a in DMSOyg
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DFILE C:\WINNMR98\COMMON\ _
COMNT SZ-500B_13C_Ms.Saziy
DATIM Wed Apr 08 14:23:23

OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS T 225
ACQTM 1,606 sec
PD 1.394 sec
PW1 5.0 us
IRNUC 1H

CTEMP 27.3 ¢
SLVNT DMSO

EXREF 39.50 ppm
BF 1.20 Hz
RGAIN 24

Fig S14: 3C NMR of compound 3a in DMSOyq
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DFILE C:\WINNMR98\Dat:
COMNT SR-500_1H Mr. S
DATIM Fri Aug 28 12:5i
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCARNS 16
ACQTM 5.446 sec
PD 1.547 sec
PW1 5.0 us
IRNUC 1H
CTEMP 24.9 ¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 1.22 Hz
RGAIN 16
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Fig S15: 'H NMR of compound 3b in CDCl;.
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Fig S16: 3C NMR of compound 3b in CDCl;.
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DFILE C:\WINNMR98\Dat:
COMNT SR-500_13C_Mr. !
DATIM Tue Sep 01 01:4°
OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2000
ACQTM 1.606 sec
ED 1.394 sec
EW1l 5.0 us
IRNUC 1H

CTEMP 25.4 c
SLVNT CDCL3

EXREF 77.00 ppm
BF 1.20 Hz
RGAIN 23
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DFILE C:\WINNMR98\Data\809
COMNT 809 1H Ms.Saziya
DATIM Wed Mar 25 16:49:05
OBNUC 1H
EXMOD NON
CBFROQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
PD 1.547 sec
PWl 5.0 us
IRNUC 1H
CTEMP 28.7 B
SLVNT DMSO
EXREF 2.49 ppm
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Fig S17: '"H NMR of compound 3¢ in DMSOygg,
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DFILE C:\WINNMR98\Data\SZ-
COMNT SZ-809_13C Ms.Saziya
DATIM Thu Bpr 16 07:27:04

OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 2000
ACOTM 1.606 sec
PD 1.394 sec
PWl 5.0 us
IRNUC 1H

CTEMP 23.4 ¢
SLVNT DMSO

EXREF 39.50 ppm
BF 1.20 Hz
RGAIN 22

Fig S18: *C NMR of compound 3¢ in DMSO .
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Fig S19: '"H NMR of compound 4¢ in CDCl;.
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Fig 20: 3C NMR of compound 4¢ in CDCl;.
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JEOL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu University,
VARANASI-221005

Operator : Nagendra Kumar
Shishir Singh

DFILE C:\WINNMR98\Data\Sz-
COMNT . S5Z-SR-217_1H Ms.Sazi
DATIM Mon Nov 10 12:36:53
OBNUC 1H

EXMOD NON

OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
FD 1.547 sec
PW1 5.0 us
IRNUC 1H

CTEMP 18.0 ¢
SLVNT CDCL3

EXREF 0.00 ppm
BF 1.20 Hz
RGAIN 20

CHEMISTRY DEPARTMENT
Banaras Hindu University,
VARANASI-221005

Operator : Nagendra Kumar
Shishir Singh

DFILE C:\WINNMR98\Data\SZ-
COMNT 82-SR-217 13C_Ms.Saz
DATIM Mon Nov 10 12:47:13
OBNUC 13C

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 200
ACQTM 1.606 sec
ED 1.394 sec
PW1 5.0 us
IRNUC 1H

CTEMP 20.0 ¢
SLVNT CDCL3

EXREF 77.00 ppm
BF 1.20 Hz
RGAIN 22
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Fig S21: '"H NMR of compound 4d in CDCls.
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Fig S22: 3C NMR of compound 4d in CDCl;.
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JEQL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu University,
VARANASI-221005

Operator : Nagendra Kumar

Shishir Singh

€: \WINNMRO8\Data\Sz-
SZ-Sr-217D_1H Ms. Sh
Mon Nov 03 12:43:32
1H
NON
300.40 MHz
130.00 KHz
1150.0 Hz
32768
6016.8 Hz
16
5.446 sec
1.547 sec
5.0 us
1H
20.3 ¢
CDCL3
0.00 ppm
1.20 Hz
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JEOL AL300 FTNMR
CHEMISTRY DEPARTMENT
Banaras Hindu University
VARANASI-221005

Operator : Nagendra Kuma

Shishir Singh

DFILE C:\WINNMRY8\COMMO!

COMNT $2-39_13C Ms.Sazi

DATIM Tue Apr 08 13:22:
13c

OBNUC

EXMOD BCM

OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 129
ACQTM 1.606 sec
PD 1.394 sec
FWl 6.0 us
IRNUC 1H

CTEMP 21.0 ¢
SLVNT CDCL3

EXREF 77.00 ppm
BF 1.20 Hz
RGATN 24
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DFILE C:\WINNMRS8\Data\SZz-
COMNT SZ-495_1H Ms.Saziya
DATIM Mon Nov 03 16:41:50
OBNUC 1H
o EXMOD NON
= OBFRQ 300.40 MHz
e OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 6016.8 Hz
SCANS 16
ACQTM 5.446 sec
= ED 1.547 sec
i ) PWl 5.0 us
L bl IRNUC 1H
- CTEMP 21.0 ¢
SLVNT CDCL3
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Fig S23: "H NMR of compound 5a in CDCl;.
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DFILE C:\WINNMR98\Data\S&-
COMNT SZ-495_1H Ms.Saziya
DATIM Mon Nov 03 16:52:12
OBNUC 13C
EXMOD BCM
OBFRQ 75.45 MHz
OBSET 124.00 Kz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 HZ
SCANS 200
ACQTM 1.606 sec
PD 1.394 sec
PW1 5.0 us
IRNUC 1H
CTEMP 1.6 ©
SLVNT CDCL3
| EXREF 77.00 ppm
I BF 1.22 Hz
RGAIN 24
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Fig S24: 3C NMR of compound 5a in CDCl;.
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DFILE C:\Saziya\SZ-495F 1H
COMNT SZz-495F _1H_Ms. Shazi
DATIM Mon Sep 22 14:52:49
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 9505.7.Hz
SCANS 16
ACQTM 3.447 sec
PD 1.547 sec
PWl 5.2 us
IRNUC 1H
CTEMP 19.5 ¢
SLVNT CDCL3
EXREF 0.00 ppm
g BF 1.20 Hz
o RGAIN 21
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Fig S25: '"H NMR of compound 5b in CDCl;.
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Operator : Nagendra Kumar
Shishir Singh
DFILE C:\Saziya\SZ-496_13C
COMNT S$%-496_13C_Ms. Shazi
DATIM Wed Oct 29 12:20:22
OBNUC 13C
EXMOD = BCM
OBFRQ 75.45 MHz
OBSET 124.00 KHz
OBFIN 1840.0 Hz
POINT 32768
FREQU 20408.1 Hz
SCANS 250
ACQTM 1.606 sec
PD 1.39%4 sec
PW1l 5.0.us
IRNUC 1H
CTEMP 251 o
SLVNT CDCL3
[ EXREF 77.00 ppm
BF 1.20 Hz
RGAIN 24
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Fig S26: 13C NMR of compound 5b in CDCls.
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DFILE C:\WINNMR98\Data\SzZ-
COMNT SZ-505_1H Ms. Shaziy
DATIM Tue Oct 07 13:59:10

OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
& FREQU 6016.8 Hz

as SCANS 16

q;“" ACQTM 5.446 sec
PD 1.547 sec
PW1 5.0 us
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Fig S27: '"H NMR of compound 5¢ in CDCl;.
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Fig S28: 3C NMR of compound 5¢ in CDCl;.
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Fig S29: '"H- NMR of compound D1 in CDCl;.
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Fig S30: '3C- NMR of compound D1 in CDCl;.
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Fig S32: 3C- NMR of compound D2 in CDCls.

S16

nooo oo o 990 . & S o =] JEOL AL300 FTNMR
a88s 53 ‘T L g At $ g g @ : 2 eqo = CHEMISTRY DEPARTMENT
P N [T B} - o =3 Banaras Hindu University,
’// VARANASI-221005
%‘ Operator : Nagendra Kumar
Shishir Singh
DFILE C:\WINNMR$8\COMMON\_DE
COMNT SzZ-PHMN 1H_Ms.Saziya
DATIM Fri Jul 12 15:54:50 20
OBNUC 1H
EXMOD NON
OBFRQ 300.40 MHz
OBSET 130.00 KHz
OBFIN 1150.0 Hz
POINT 32768
FREQU 9505.7 Hz
SCANS 8
ACQTM 3.447 sec
FD 1.547 sec
4 PW1 5.2 us
@ IRNUC 1H
® CTEMP 24.5 ¢
SLVNT CDCL3
EXREF 0.00 ppm
BF 1.20 Hz
RGAIN 20
PPM|
T T T [ T T T T T T T T T T T T T T I
0 8 6 4 P 0
. 1 .
Fig S31: 'H- NMR of compound D2 in CDCls.
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Fig S33: 'H- NMR of compound D3 in CDCl;.
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Fig S34: 13C- NMR of compound D3 in CDCls.
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Fig S35: '"H- NMR of compound D4 in CDCl;.
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Fig S36: '3C- NMR of compound D4 in CDCl;.
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Fig S39: '"H- NMR of compound D6 in CDCl;.
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Fig S40: '3C- NMR of compound D6 in CDCl;.
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Fig S41: 'H- NMR of compound D7 in CDCl;.
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Fig S42: 3C- NMR of compound D7 in CDCl;.
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Fig S43: '"H- NMR of compound D8 in CDCl;.
SXMOD BCM
= DN MO TO MmO S88 . a0 OBNUC 13C
8 RSadniaer iEe Fe = 5 SRR 124.00 iz
= - O TOA®TO bl i o - .
8 RETazaAgSgy Tha w8 = cerIX 1840.0 He
\\ \w / Pl 5.0 us
PW2 10.0 us
POINT 32768
SRMPO 32768
SCANS 2000
FREQU 20408.1 Hz
PD 1.394 sec
RGAIN 23
BF 1.20 Hz
T1 0.00
T2 0.00
T3 90.00
T4 100.00
IRNUC 1H
IRSET 130.00 KHz
IRFIN 1150.0 Hz
IRATN 511
EXREF 77.00 ppm
TMSP 19239

Fig S44: '3C- NMR of compound D8 in CDCl;.
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Fig S46: 3C- NMR of compound D9 in CDCls.
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Fig S47: '"H- NMR of compound D10 in CDCl;.
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Fig S48: 13C- NMR of compound D10 in CDCl;.
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Fig S50: 3C- NMR of compound D11 in CDCl;.
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Fig S51: '"H- NMR of compound D12 in CDCl;.
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Fig S52: 3C- NMR of compound D12 in CDCI

S26




2. Copies of MALDI-TOF-MS Spectra

30000 + D1

[M+H]+
25000 1423.67

20000 4

Intens [au]

15000 -

10000

5000

1285.85

0 T T T T T T T T -Tl .illl T T T Ll 1 T 1 T 1

1000 1100 1200 1300 1400 1500 1600 1700 1800 1900 2000
m/z

Fig S53: MALDI-TOF-MS spectra of compound D1.
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Fig S54: MALDI-TOF-MS spectra of compound D2.
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Fig S55: MALDI-TOF-MS spectra of compound D3.
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Fig S56: MALDI-TOF-MS spectra of compound D4.
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Fig S57: MALDI-TOF-MS spectra of compound DS5.
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Fig S58: MALDI-TOF-MS spectra of compound Dé6.
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Fig S59: MALDI-TOF-MS spectra of compound D7.
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Fig S60: MALDI-TOF-MS spectra of compound D8.
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Fig S61: MALDI-TOF-MS spectra of compound D9.
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Fig S62: MALDI-TOF-MS spectra of compound D10.

S31



Intens [au]

Intens. [au]

10000 —
3045.58

9000 - [M+H]+
8000
7000 -

6000 -

2917.58

5000
4000

3000

2793.60

2000

2032.34

2200 2400 2600 2800 3000 3200 3400

m/z

Fig S63: MALDI-TOF-MS spectra of compound D11.
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Fig S64: MALDI-TOF-MS spectra of compound D12.

S32



3. Data of GPC analysis for dendrimers D1- D12.
Standard -Polystyrene

Temperature: 40 ° C

Solvent- THF

Flow rate- 1.0 mL/ min.

Table-S1. Representation of M;,, M, and PDI of Dendrimers D1-D12.

S.N. Sample name M, M,, PDI
1. D1 1194 1239 1.01
2. D2 1280 1293 1.01
3. D3 1360 1400 1.02
4. D4 1198 1248 1.03
5. D5 1280 1295 1.03
6. D6 1385 1434 1.03
7. D7 1189 1248 1.01
8. D8 1230 1268 1.03
9. D9 1528 1580 1.03
10. D10 1610 1664 1.03
11. D11 2545 2582 1.03
12. D12 2820 2880 1.02
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4. UV-absorption spectra of dendrons Sa-Sc:
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Fig S65: Uv-absorption spectra of dendrons 5a, 5b and 5c.
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