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Figure S1. Secondary non-covalent interactions in A8 leading to supramolecular structure.



Figure S2. (a) Representative graphical demonstration of HOMO of AS. (b) Representative
graphical demonstration of LUMO orbitals of AS.



Figure S3. (a) Representative graphical demonstration of HOMO of A8. (b) Representative
graphical demonstration of LUMO orbitals of A8.
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Figure S4. Graphical representation of charge distribution on the molecular structures (a) A3, (b)

AS, and (c) AS.
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Figure S5. Cell viability (%) of cancerous and non-cancerous cells at various concentrations of

(a) A3, (b) AS, and (c) A8, after 72 h of incubation.
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Figure S6. (a) Representative plots of Current vs. Potential/V (SCE) at different scan rates for
A8. (b) Cyclic voltammogram of 1 mM A8 with 1 mL of 0.5 M TBAP as supporting electrolyte
in the absence and presence of 3-12 uM DNA showing a decrease in I from I, and a
concentration dependent -ve shift in potential showing electrostatic interactions. (c)
Representative plot of current vs. (V/s)"2, for the determination of diffusion coefficient of free
A8 and A8-3 uM DNA. (d) Representative plot of log (I/I,-I) vs. log (1/[DNA] for determination
of binding constant of A8. (e) Plot of C,/Cs vs. [DNA]/uM for determination of binding site size
of 3-12 uM DNA concentrations AS.
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Figure S7. (a) Representative plots of absorbance vs. wavelength of 25 pM A8 in ethanol with
increasing concentration of DNA (2-12 uM). (b) Plot of Aj/A-A, vs. 1/[DNA] for determination

of DNA binding constant of AS8.



Table S1. Selected bond lengths [A] and angles [°] for AS.

Bond Lengths (A)

C(1)-C(2) 1.408(3)
C(6)-C(7) 1.415(3)
Fe(1)-C(5) 2.042(2)
Fe(1)-C(10) 2.056(17)
C(10)-C(11) 1.479(2)
C(11)-C(12) 1.392(2)
C(11)-C(16) 1.399(2)
N(1)-C(14) 1.423(2)
N(1)-C(18) 1.324(2)
S(1)-C(18) 1.659(18)
N(2)-C(18) 1.392(2)
N(2)-C(19) 1.377(2)
0(1)-C(19) 1.217(2)
C(19)-C(20) 1.486(2)
C(22)-C(26) 1.502(3)
Bond Angles (°)
C(1)-C(2)-Fe(1) 40.47(9)
C(6)-C(7)-Fe(1) 40.82(8)
C(9)-C(10)-C(11) 127.6(17)
C(10)-C(11)-C(12) 119.8(15)
C(11)-C(16)-C(17) 123.2(15)
C(15)-C(16)-C(17) 118.2(15)
N(1)-C(14)-C(15) 116.6(15)
C(14)-N(1)-C(18) 127.9(15)
N(1)-C(18)-S(1) 126.4(13)
N(2)-C(18)-S(1) 118.2(12)
N(1)-C(18)-N(2) 115.4(15)
C(18)-N(2)-C(19) 128.2(14)
N(2)-C(19)-O(1) 122.7(16)
N(2)-C(19)-C(20) 115.9(15)
C(19)-C(20)-C(25) 117.1((16)

C(21)-C(22)-C(26)

120.9(19)




Table S2. The intramolecular and intermolecular hydrogen bond interactions in AS8.

H-Bonding D H A d(D-HYA  dH-AYA  d(D-A)/A D-H-A/°
Intramolecular N1 H1A Ol 0.86 1.98 2.646(2) 133.6
Intermolecular NI HIA Ol 0.86 2.54 3.254(2) 141.4

Intermolecular N2 H2A S1 0.86 2.90 3.759(15) 175.5




TH-NMR Spectrum of Al

(o)
BRUKER
%)

g2 SEUBNSR 2R RSN RichreR 388

P ~25YYRHNN888s RERANE= ob§

- Lol <R o o o o e e = ] A - oo~ Current Data Parameters

| =l Ve N, A1
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 17120
Time .0
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT DMSO
NS az
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
R 106.56
bw 50.000 usec
DE 13.50 usec
TE z
D1 1.00000000 sec
TDO 1
SFO1 500.3030896 MHz
NUC1 1
P1 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters

I 65536
SF 500.3000000 MHz
WD EM
SS5B 0
LB 0.30 Hz
GB 0
PC 1.00
| | f
| |H(h [
T T T T T T T T T T T T T T T T T
15 14 13 12 11 10 9 8 7 6 4 3 1 0 -1 -2 ppm

T
B
I
p=1f=] o P~ =i
8|8 Sees|a N
szt B M A clled

4.90 -



TH-NMR Spectrum of Al

@ o ~ oM NOW Q- N

oo < WM oW~ @D W D~

=g @ =Y odNdN 9g oo

g B o il ok Current Data Parameters

Voo RVAR'AY e
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171209
Time 14.01
INSTRUM  AVIIIS00HD
PROI 5mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 32
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DW 50.000 usec
DE 13.50 usec
fE: 297.0 K
D1 1.00000000 sec
TDO 1
== == CHANNEL f1
SFO1 500.3030896 MHz
NUC1 1H
P1 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters
Sl 65336
SF 500.3000000 MHz
WDwW EM
SSB
LB 0.30 Hz
GB 0
PC 1.00

T
8.6 8.4 8.2 8.0 7.8 7.6 7.4 2 7.0 6.8 6.6 6.4 ppm

-



I3C-NMR Spectrum of Al

o)
BRUKER
(><)

o ©wme o

& gon ARREEIRBR § = oM ©onoa 5
o M~ U roOUTS © L] b B Rxrsrerin -
@ (ERER"Y DoooaadNaN = © @ o~ ccocaoo o
= == CEEEES S E = < t-R 7R SeSom &

Current Data Parameters
NAME Al
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
ate_ 20140712
e 439
INSTRUM _ AVIIISOOHD
PROBHD 5 mm PABBO BB/
PRO zgpgd0

sec
RG 19272
ow 16.667 usec
DE 7.48 usec
TE 301.0 K
D1 2.00000000 sec
D11 0.03000000 sec
DO 1
- == CHANNEL {1 ===eeee
SFO1 1258131140 MHz
NUC1 13C
10.00 usec

PLW1 78.00000000 W

CHANNEL {2 -

SFO2 500.3020012 MHz
NUC2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 21.00000000 W
PLW12 032813001 W
PLW13 0.20999999 W

F2 - Processing parameters
s1 32768

SF. 125.8005351 MHz
w! EM

GB 0
PC 140

SSB 0
LB 1.00 Hz
|

A L | |

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



TH-NMR Spectrum of A2

8 2 TORTONO LD Oh-RN O ©OQ
@ o NAUr-rrOr B Oro® ~oOORDOH OO
o - GrereQR YN aan0o o wn
- = DBBBONNNNMNN Tt o an
‘ l/ ﬁu"eé“ Data Parameters
| sl NV Mo %
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171209
Time 18.0°
INSTRUM  AVIlIS00HD
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 64
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
bW 50.000 usec
DE 13.50 usec
TE 2969 K
D 1.00000000 sec
TDO 1
= == CHANNEL f1 ========
SFO1 500.3030896 MHz
NUC1 1H
P1 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters
SF 500.3000000 MHz
WDW EM
8SB 0
LB 0.30Hz
GB 0
I[ PC 1.00
Jk i o .‘L,k (O 1 J

T T T T T T T
15 14 13 12 11 10 9 8 7 6 5

)

0.90\
1.93C
1.03

1.16

1.94

2.02 -

2.03

oo
4.52, &



&
§
<

TH-NMR Spectrum of A2

@~ o oo o or-o
- -o =
S-e2 &R 5 oEEs
© 0 W o e Current Data Parameters
NV \/ | \1/
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171209

Time 18.07
INSTRUM  AVIIISDOHD
PROBHD 5 mm PABBO BB/

PULPROG 2930
TD 85538
SOLVENT DMSC
NS 84

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

DW 50.000 usec
DE 13.50 usec
TE 296.9 K

D1 1.00000000 sec
TDO 1

G f1
SFO1 500.3030898 MHz
NUC1 1H

P1 10.00 usec

PLW1 21.89999962 W

F2 - Processing parameters

SF 500.3000000 MHz
EM

wWDow

SSB

LB 0.30 Hz
GB

PC 1.00

.03




I3C-NMR Spectrum of A2

o4 ooy NooNNLLoNY

8 fuy fuggngyRey - — mroms o

S rs3 PR R R v & a=g Bn-s®d L

@ 0 W W MOOMONNAN = = o o @~ oo o

ot - RIS I i @ LRk FTITETO® ~

ANV 4 W N\
Current Data Parameters
NAMI 2
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140712
Time 0.15
INSTRUM _ AVIIISO0HD
PROBHD S5mm B/

PABEO B
PULPROG  zgpg30
TD 65536
SOLVENT DMSO
NS 1700

SWH 30000.000 Hz
FIDRES 0.457764 Hz
AQ 1.0922667 sec
RG 19272

bw 16.667 usec
DE 7.48 usec
TE 297.6 K

D1 2.00000000 sec
D1 0.03000000 sec
TDH 1

= CHANNEL {1 =—=e=eee
125.8131140 MHz
13C
10.00 usec
78.00000000 W

HANNEL 12
505222“12 MHz

BCPD2 80.00 usec

PL 00000000 W

PLW12 032813001 W

PLW13 020999939 W

g‘z - Processing parameters
wow

SSB 0

LB 1.00 Hz

GB

PC 1.40

SF 1258005351 MHz
EM
|
|
|
|

|
i [ h | ‘ I f

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



—12.757

—11.375

'TH-NMR Spectrum of A3

8.048
8.032

é ;

7.671

7.656

7.580
7.575
7.082
7.078

\

—4812
——4.366

—4.043

—3.342

— 2507
—2275

T
1

oo |

F2 - Acquisition Parameters
Date_ 171208

Time 13.22
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/

PULPROG 2930
TD 85538
SOLVENT DMSO
NS 150

Ds 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

Dw 50.000 usec
DE 13.50 usec

TE 297.0 K
D1 1.00000000 sec
TDO 1

=: CHANNEL 1 ==:
SFO1 500.30(::)596 MHz

1 10.00 usec
PLW1 21.89999962 W

F2 - Processing parameters

|
SF 500.3000000 MHz
wDw EM

S5B

LB 0.30 Hz
GB

PC 1.00



'TH-NMR Spectrum of A3

<)
BRUKER
(><)

Current Data Parameters
NAME A3

0o
< o
P=%-1
0 @

—7.671
T—~7.656
—7.590
=785

o w0
D~
o9
M~

PROCNO 1

F2 - Acquisition Paramaters
Date_ 20171208

Time 13.22
INSTRUM _ AVIIIS00HD
PROBHD_ 5 mm PABBO BB/
PULPROG zg30
65536
SOLVENT DMSC
NS 150
Ds 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
Dw 50.000 usec
?E 13.50 usec

297.0K
D1 1.00000000 sec
TDO 1

=anszsas GHANNEL 11 a==
SFO1 500.3030896 MHz
NUC1 iH

P1 10.00 usec
PLW1 21.89999962 W

F2 - Processing parameters
S| 65536

SF 500.3000000 MHz
wDw EM

SSB
LB
GB
PC

0.30 Hz
1.00

T T T T T T T T T T T T T T T T T T T
86 85 84 83 82 81 80 79 78 7.7 76 75 74 73 72 71 7.0 69 ppm

il T W



13C-NMR Spectrum of A3

] I8y Su328 5E8RR o oa RO TE o

~oNm e rOoWKyr wWoornw @ =8y M S WP

~ ©8® TOO0n NAR-r- < oo cgoomaa

= 222 ERCRURCRCIIL L et & BB3 I¥IIABSQ
Current Data Parameters
NAME A3
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Dale_ 20140522

Time. A
INSTRUM  AVIIIS00HD
PROBHD_ § mm PABBO BB/

PULPROG
SOLVENT DMSO
NS 700
DS 4
SWH 00,

| FIDRES 0457764 Hz
A 922667 sec
R .72
ow 16.667 usec
DE 48
TE .|
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
mussssms CHANNEL 1 ==
SFO1 1258131140 MHz
NUC1 13C

P1 10.00 usec
PLW1 78.00000000 W

PLW13 020999999 W

F2 - Processiny rameters
Sl 32%‘51:

SF. 125.8005351 MHz
wow EM

8§sB

LB 1.00 Hz
GB

PC 1.40

i | | N

T T T T T

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



TH-NMR Spectrum of A4

~ o~
= P R R — ok 9 Vo
(=] WO~ WD T — [ © = (=M=}
& = SoR~® B @ I8 & ;|-
- - DN NN NN~ <+ < ©® ol
|
1] I Ao
SRR [ o R P B ST e T S R R D, A M T D R

(<)
BRUKER
(>

Current Data Parameters
NAME Ad

EXPNO 1

PROCNO 1

F2 - Acquisition Parameters

Date_ 20171209

Time 1.42

INSTRUM _ AVIIIS00HD
ROBHD 5 mm PABBO BB/

PULPROG 2930

TD 65536

SOLVENT DMSO

NS 16

DS 2
SWH 10000.000 Hz
FEJHES 0.152588 Hz

3.2767999 sec
106.56

DwW 50.000 usec
DE 13.50 usec
TE 297.0 K
D1 1.00000000 sec
TDO 1

CHANNEL 1
SFO1 500.3030896 MHz
NUC1 1H

P1 10.00 usec
PLW1 21.89999962 W

F2 - Processing parameters
SF 500.3000000 MHz
WDW EM

oo |
©w

2.16)- 9
2.27
5.25
328>~ o 4

SSB
LB 0.30 Hz
GB 0
—— PG 1.00
T
-1 ppm



TH-NMR Spectrum of A4

Gurrent Data Parameters
NAME A4

[
@ o
=X=1
< o3

—7.792
——T7.776
—7.640

T~7.624
—7.517

__~7.655

EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171209
Time 11.42
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO
NS 16

Ds 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

Dw 50.000 usec
DE 13.50 usec
TE 297.0 K

D1 1.00000000 sec
TDO 1

=== = CHANNEL 1 =

SFO1 500.3030896 MHz

NUC1 1H

(7] 10.00 usec

PLW1 21.89999962 W

F2 - Processing parameters

S| 65335

SF 500.3000000 MHz
EM

WDW

SSB 0

LB 0.30 Hz
GB 0

PC 1.00




13C-NMR Spectrum of A4

68.18
67.19
40.34
40.17
40.00

<)
BRUKER
(_><)

—180.70
w1 DB
—— 84.51
30.84
39.67
— 20.84

7000
=

Current Data Parameters.
NAME Ad
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 0140609
Time 2033
INSTRUM _ AVIIISCOHD
PROBHD 5 mm PABBO BB/
PULPROG 2gpg3d
) 65538

SOLVENT DMSO
NS 1700

Ds 4
SWH 30000.000 Hz
FIDRES 0457764 Hz
AQ 1.0922667 sec
RG 19272
bW 16.667 usec
D 48 usec
TE 2970 K
D1 2,00000000 sec
D11 0.03000000 sec
TDO 1
m===== CHANNEL f1 =
01 125.8131140 M|
NUC1 13
P1 10.00 usec

PLW1 78.00000000 W

m=mm==== CHANNEL 12 ===
SFO2 500.3020012 MHz

Ic2
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW13 020999999 W
F2 - Processing parameters
=l 32768
SF 125.8005351 MHz
WDW EM
558
LB 1.00Hz
G
PC 1.40

T T T T T

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



TH-NMR Spectrum of A5

n @ rROSTN-OOD®mD —oa S o
o = N 0 0.0 0 DIH GO ®Ne © 0o
- - LR N A A A A A N L T T o N Current Data Parameters
R T A
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
| Date_ 201712
Time .31
INSTRUM  AVIII500HD
PROBHD 5 mm PABBO BB/
PULPROG 2930
D 65536
SOLVENT DMSO
NS 48
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DwW 50.000 usec
DE 13.50 usec
TE 296.8
D1 1.00000000 sec
TDO 1
CHANNEL f1
SFO1 500.3030896 MHz
NUC1 1H
2] 10.00 usec
PLW1 21.89999962 W
| F2- Processinsg parameters.
‘ | 65536
i SF 500.3000000 MHz
| | WDW EM
| | | SSB 0
| | LB 0.30 Hz
| GB 0
| PC 1.00
| i B
(— LA | S 0% O W G|

{ ! it il T T
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm

1.00
0.99
1.03
2.14
1.87 =
1.40
1.25,
2.07
2.09
4.86
2.90~



TH-NMR Spectrum of A5

) o @ wErrooT O
& B B 3553583 ¥
©
o SR Er Current Data Parameters
Vo S/ e
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171210
Time 7.31
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/
PULPROG 2930
TD 65536
SOLVENT DMSO
NS 48
Ds 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DwW 50.000 usec
DE 13.50 usec
TE 296.8 K
D1 1.00000000 sec
TDO 1
CHANNEL f1
SFO1 500.3030896 MHz
NUC1 1H

P1 10.00 usec
PLW1 21.89999962 W

F2 - Processing parameters
sl 6!

SF 500.3000000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

T T T pateatian; T T T T T T T T T T T
87 86 85 84 83 82 81 80 79 78 7.7 76 75 74 73 72 ppm

g Wl

@
<
-




13C-NMR Spectrum of A5

o ©

HBGENEBRT Thgws
I T R e g =R
R R R R R IRy ccoao
222222 FER IITE o

<)
BRUKER
(<D

—178.31
—167.26
~—131.81

4
—_——
)
——84.56
= a5
T~ 66.80
——21.50

Current Data Parameters
NAME A5

EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20140723

Time 2258
INSTRUM  AVIII500HD
PROBHD 5 mm PABBO BB/
PULPRI

zgpgﬂﬂ
SOLVENT DM
DS 4
SWH 30000.000 Hz
FIDRES 0457764 Hz
AQ 1.0922667 sec
RG 192.72
bDw 16.667 usec
DE 7.48 usec
TE 298.0 K
D1 2,00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL 1 =
125.8131140 MHz
13C
10.00 usec
78.00000000 W
| CHANNEL f2 —

SFO2 500.3020012 MHz

Nucz 1H

CPDPRG[2 waltz16
PD2 80.00 usec

PLW2 21.00000000 W

PLW12 032813001 W

PLW13 0.20999999 W

F2- Prooess]n% arameters
sl 32,

SF 125.8005351 MHz
w EM

WD

SSB

LB 1.00 Hz
G

PC 140

|
| 1] l ‘ [

T T T T T T T T

T T T 1
200 180 160 140 120 100 80 60 40 20 0 ppm



TH-NMR Spectrum of A6

2 3 pakencass |as g 2§
& = Fo KL Nmoo® Baon o 6o
T i S e TRy Current Data Parameters
] N2
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171208
Time 20..
INSTRUM  AVIIISDOHD
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 65536
SOLVENT DMSO
NS 120
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
bw 50.000 usec
DE 13.50 usec
TE 297.0 K
D1 1.00000000 sec
TDi 1
CHANNEL 11 =:
500.30(}3105‘36 M
1
P1 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters
63
SF 500.3000000 MHz
wDwW EM
S8B 0
LB 0.30 Hz
GB
PC 1.00
- | | -
| 1 1
. 1.1 0 ] SO - O 1 =

T T T T T T I T T

T T T T T
i5 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm



TH-NMR Spectrum of A6

<)
BRUKER
(><)

[<2Ry] ~o o © @ ™ 0

2R N - @ N

O D R &= S @ D

~ N ~ Lo o T~ L Current Data Parameters

\ f \ / \ / [ \ l‘ NAME A6
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters.

Date_ 20171208

Time 20.35

INSTRUM  AVIIIS00HD

PROBHD 5mm PABBO BB/

PULPROG zg30
65536

SOLVENT DMSO

NS 120

DS

2
SWH 10000.000 Hz
FIDRES 0.152588 Hz

AQ 3.2767999 sec
RG 106.56

Dw 50.000 usec
DE 13.50 usec
TE 297.0K

D1 1.00000000 sec
TDO 1

= == CHANNEL 1 =:
SFO1 500.3030896 MHz
NUC1 1H

P1 10.00 usec
PLW1 21.89999962 W

Ef - Processing parameters
SF 500.3000000 MHz
wDw EM

SSB

LB 0.30 Hz
GB 0

PC 1.00

T T T T T T T T T T T T T T
80 79 78 77 76 75 74 73 72 71 70 69 68 67 6.6 6.5 ppm

W g E



I3C-NMR Spectrum of A6

=) - noEeeNNeTO
- < coqTanoahy - Qwo @rmooe ©
g 8 28nqNIYRET ¥ Sme Z5828 &
I WY VAR~
Current Data Parameters.
NAME AB
EXPNO 3
PROCNO 1
F2 - Acquisition Parameters
Date_ 20140609
Time 2033
INSTRUM  AVIIISOOHD
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
SOLVENT DMSO
=3 1700
4
WH 30000.000 Hz
FIDRES 0457764 Hz
AQ 1.0922667 sec
RG 182.72
bow 16.667 usec
DE 7.48 usec
TE 207.0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL {1 ==
125.8131140 MHz
13C
10.00 usec
78.00000000 W
== == CHANNEL {2 ==
SFQ2 500.3020012 MHz.
NUC2 H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 21.000! 0 W
PLW12 0.32813001 W
PLW13 020899898 W
F2- Pmcessin%gmmelels
sl 32768
| SF 1258005351 MHz
‘wow EM
SSB
LB 1.00 Hz
GB
PC 140
| | l ‘ | ‘
! I - ‘ A | ) . L, l
T T T T T T T T T
200 180 160 140 120 80 60 40 20 0 ppm
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TH-NMR Spectrum of A7

oom~ - D MW o @ Mg
S 5 oholey Current Data Parameters
NV | ‘ ‘ ‘ | V NAME A7
EXPNO 2
PROCNC 1
F2 - Acquisition Parameters
Date_ 20171211
Time 16.53
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/
PULPROG 2g30
T 65536
SOLVENT DMSO
NS 120
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DW 50.000 usec
DE 13.50 usec
TE 297.0K
D1 1.00000000 sec
TDO 1
GHANNEL f1
SFO1 500.3030896 MHz
NUC1 1H
P1 10.00 usec
PLWA 21.89999962 W
F2 - Processing parameters
Si 65531
SF 500.3000000 MHz
WDW EM
SSB
LB 0.30 Hz
GB
PC 1.00
{ ! i
i IO W W U -

T T T T T T | T

T
8 5 4 3 2 1  ppm
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TH-NMR Spectrum of A7
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~ [ NS N Current Data Parameters

| \\w / \ / NAME AT
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20171211

Time 16.53

INSTRUM  AVIII500HD
PROBHD 5mm PABBO BB/
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 120

DS 2
SWH 10000.000 Hz

FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

DW 50.000 usec
DE 13.50 usec

TE 297.0 K
D1 1.00000000 sec
TDO 1

CHANNEL f1

SFO1 500.3030896 MHz
NUC1 1H
10.00 usec

P1
PLW1 21.89999962 W

F2 - Processing parameters
65536

§:= 500.3000000 MHz
wbw EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

T T T T T T T T T T T T T T T T T T T T

86 85 84 83 82 81 80 79 78 7.7 76 75 74 73 72 71 7.0 6.9 ppm
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I3C-NMR Spectrum of A7
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Current Data Parameters
NAME 7
EXPNO 3
PROCNO 1
F2- uisition Parameters
Da!ef’oq 20140710

ime 3 &
INSTRUM _ AVIII500HD
PROBHD_ 5 mm PABBO BB/
PULPROG __ zgpg30

L 65536
SOLVENT DMSO
NS 1700

DS

4
SWH 30000.000 Hz
iIIJHES 0457764 Hz

\Q 1.0922667 sec
RG 192.72
bW 16.667 usec
DE 7.48 usec
TE 2978 K
D1 2,00000000 sec
D11 0.03000000 sec
TDO 1

INEL {1 m=m==za=

= CHANI
1258131140 MHz

13C
10.00 usec
PLW1 78.00000000 W

= GHANNEL {2 ==
500.3020012 MHz
Nucz 1H
CPDPRG[2 waltz18

PCPD2 80.00 usec

PLW2 21.00000000 W

PLW12 0.32813001 W

PLW13 0.20999999 W

F2 - Processi meters
£ i e

| SF 1258005351 MHz
| WDW EM

| SSB
| | LB 1.00 Hz
| GB
PC 1.40

T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm



TH-NMR Spectrum of A8

<
3 eHYc39559828 9288 3 288
o - b Bl i e i e e 0 RN
N Ll i e el = = M NN Current Data Parameters
\/ e\ A B N
EXPNO 1
PROGN 1
F2 - Acquisition Parameters
Date 20171209
Time 13.46
INSTRUM _ AVIIISOQHD
PROBHD 5 mm PABBC BB/
PULPROG zg30
T 65536
SOLVENT DMSC
NS 32
Ds 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DwW 50.000 usec
DE 13.50 usec
TE 299.0 K
D1 1.00000000 sec
TDO 1
= CHANNEL 1
SFO1 500.3030896 MHz
NUC1 1H
P1 10.00 usec
PLW1 21.89999962 W
F2- Processlnsg parameters
Sl 65536
SF 500.3000000 MHz
WD EM
SSB
LB 0.30 Hz
l l PG 100
o _____‘J_____ L.‘\ 5 T .

I T T T T T T T T ] T T T T T

T T T T
15 14 13 12 11 10 2 1 0o -1 -2 ppm

9 8 7 6 5 4 3
e sEdE ESR 6
il I=l—olmlo NN D) (-]
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TH-NMR Spectrum of A8
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o ol Current Data Parameters

‘ \ / AME
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20171209
Time 13.46
INSTRUM  AVIIIS00HD
PROBHD 5mm PABBO BB/
PULPROG 7930

TD 65536
SOLVENT DMSO
NS 32

DS 2
SWH 10000.000 Hz

FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

DW 50.000 usec
DE 13.50 usec

TE 299.0 K

D1 1.00000000 sec
TDO 1

== == CHANNEL f1 ==
SFO1 500.3030896 MHz
NUG1 1H

P1 10.00 usec
PLW1 21.89999962 W

F2 - Processing parameters
Sl 65536
SF 500.3000&00 MHz

wDw

SSB 0

LB 0.30 Hz
GB (0

PC 1.00

26 24 22 20 18 16 14 ppm



TH-NMR Spectrum of A8
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Current Data Parameters
NAME A8

EXPNO 1
PROCNO i)

—7.876
—7.837
7822
— 7671
——7.654

7.430

7.415
7329

/
i

F2 - Acquisition Parameters
Date_ 20171209

Time 13.46
INSTRUM _ AVIIIS00HD
PROBHD 5 mm PABBO BB/
PULPROG 2g30

T
SOLVENT DMSO
32

NS

DS 2

SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56

bw 50.000 usec
DE 13.50 usec
TE .

D1 1.00000000 sec
TDO 1

= CHANNEL 1 ===
500.3(1)?10896 MHz

NUGC1
Pl 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters
Sl 6553

SF 500.3000000 MHz
EM

WD

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

7.9 7.8 7.7 76 7.5 7.4 7.3 7.2 7.1 ppm

g g




13C-NMR Spectrum of A8
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F2 - Acquisition Parameters
Date, 20140711

Time 19.33
INSTRUM _ AVIII500HD
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
0 65536
SOLVENT DMSO
NS 1700
4

SWH 30000.000 Hz
FIDRES 0.457764 Hz
AQ 1.0922667 sec
RG 192.72
DW 16.667 usec
DE 7.48 usec
TE 2975 K
D1 2,00000000 sec
b1 003000000 sec
D0 1
======== CHANNEL f{ =
SFO1 1258131140 MHz
NUC1 13C
P1 10.00 usec
PLW1 78.00000000 W

CHANNEL f2
SFO2 5003020012 MHz
Nuc2 1H
CPDPRG[2 waltz16
PCPD2 80.00 usec
PLW2 21.000 W
PLW1Z 032813001 W
PLW13
F2- Pruﬁessmg?palameters
sl 32768
SF 125.8005351 MHz
WDwW EM
55B
LB 1.00 Hz
GB
PC 140



TH-NMR Spectrum of A9
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ol - Oy Py Pt Lot £3.09 e 0 loN
= T P bschs DS P s b A s o Current Data Parameters
T N T I
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 0171211
Time 17.37
INSTRUM  AVIIIS00HD
PROBHD 5mm PABBO BB/
PULPROG zg30
T 65536
SOLVENT DMSO
NS 64
DS 2
SWH 10000.000 Hz
FIDRES 0.152588 Hz
AQ 3.2767999 sec
RG 106.56
DwW 50.000 usec
DE 13.50 usec
TE 3
D1 1.00000000 sec
TDO 1
CHANNEL f1
SFO1 500.3030896 MHz
NUG1 1H
P1 10.00 usec
PLW1 21.89999962 W
F2 - Processing parameters
sl 65536
SF 500.3000000 MHz
wDw EM
SSB
LB 0.30 Hz
GB
PC 1.00
i
A B i i
) | B 1.1 S L N

| i el ‘i | T | AR AR LA |
15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm
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TH-NMR Spectrum of A9
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~ o~ NN~ ~~ Current Data Parameters

\/ \/ \/‘ ’ \/ B =
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 0171211

Time .

INSTRUM _ AVIIIS00HD

PRCBHD 5 mm PABBO BB/
3

PULPROG 2930

D

SOLVENT DMSO

NS

DS 2

SWH 10000.000 Hz

FIDRES 0.152588 Hz
Q 3.2767999 sec

RG 106.56

DW 50.000 usec

DE 13.50 usec

TE

7K
D1 1.00000000 sec
TDO 1

CHANNEL f1
SFO1 500.3030896 MHz
NUC1 1H
10.00 usec

P1 .
PLW1 21.89999962 W

F2 - Processing parameters
sl 6553

SF $500.3000000 MHz
wWDwW EM

SSB

LB 0.30 Hz

GB

PC 1.00

T T T T T T T T e |

80 78 76 74 72 70 68 66 64 ppm
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I3C-NMR Spectrum of A9
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F2 - Acquisition Parameters
Dalefm 20140517

ime 1524

INSTRUM _ AVIIISOOHD

PROBHD 5 mm PABBO BB/
zgpg30

PULPROG

D 65536
SOLVENT DMSO
NS 1

Ds
WH 0.000 Hz
FIDRES 0.457764 Hz
AQ 1.0922667 sec
182.72

RG

DwW 16.667 usec
DE 7.48 usec
TE 299.0 K

D1 00000000 sec
D11 0.03000000 sec
TDO 1

m=m===== CHANNEL H{
SFO1 125.8131140 MHz
13C

P 10.00 usec
PLW1 78.00000000 W

= CHANNEL f2
SF%Q 500.3020012 MHz
CPDPRG|2 waltz16
PCPD2 80.00 usec
PLW2  21.00000000 W
PLW12 0.32813001 W
PLW13 0.20999999 W

F2 - Processing parameters
sl 760

SF 1258005351 MHz
Wow EM

8sB 0

LB 1.00 Hz
GB

PC 1.40

N 1] | 0

T I T T T T T T T

T T
200 180 160 140 120 100 80 60 40 20 0 ppm



