Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2015

MWUCLEUS H

¥HG [zh 39963

AT lmuch 2.97

s [ppab 18,08

R [wach 1,00

W fumoch 6,65

soans 2z

Solvent edold

Dats Podnts : e

L fiizh 1,00

o E 383,18

Exp : adpul

DAtE : el 14 2014

Syatem T VRS 40

CORFIDERTIAL. . .
HUCLEUS e13
FRQ {MHz) 100.50
T {zec) 1.28
S0 {ppm) 253.84
RO {sec) 1.00
P (usec) 5.20
Scans 5000
Selvent cde13
Data Points 68536
LB {Hz) 2.00
TEMP (K] 303.15
e : s2pul
DATE 1 May 22 2015
System VNMRS_400

10

9,828

220

1H and 13C NMR spectra

200

&
™

a.88

180

7.328
7.1
7.281
7082

165.374

165.827

160

123.582
132,312

140

131.258
130,980

130583
—126.484

120

4,338
4308
4.252

100

77.322
77.004
76.688
67,149

80

60

]
o

40

3.10
2.1

28,660

21.990

20

Ppm
O O
i cl



Br

O~

B1
399,63
18.08
.65

Br
0 ppm

o
o]
LG0T

200°0
(14 8]
PIE°0
£88°0 o PLE"TZ
vao't estozz
tro't 09962 :
290 T E
TR A di oE0
521 =g F
8 T— g 3
4951 : =

(TR = — s0°z

-0 ppm

40

60

- o~
L vez L9

ZALT9L
6T0% L
LEE"LL- -

B6L T—
LT8 T —

Pe8 T —

80

758 T —
T L

100

T —
LERTTIZT— it

£30°LTT—
99T TET—
2z£ 2L
E9BTEET
S207EET— 1t
292'L 2 S¥ZTFET =
ELLAN BEC PET- |
008°L o

PlEL— I

BOE T —

TzE -

1z0

140

sTE L—

160

EEETL—
BEEL—
THEL—

BEET9IT— —— —

EPE L e ==
29E°L
¥oE'L
6LETL— — @
9997 F
as9°L

6994 .
s5LL

180

200

220

8L L
z6L7e

10

c13

65536

' a2pul
: May 22 2015
: VNMRS 400

303.15

cac13
32768
1
303.15
8 2014

)
: aul
VHMRS_400

{sec}

{ppm)

(sec)
Bz}

®)

iz}
System

Solvent
Data Boints
syatem
i
TEME
DATE

18
TEME
xR

TATE



0, .0

1
1

e

E —— - r————
4T - ki
T

T

1

-

i

T

b—

e —— ———
F

g

R

]

s e ——
e e
3

L —
L - —
S

ik

e

10

N

< esto

0s'a
S e
N

L

[a]
aEart

PLE'TH
FRE T
LEE &~
LR

mmmm:m

Exnzefifabal

i

1zn o0 ED

i4n

-3
-

bd o]

220



ROCLELS H "l
FRQ (Mee) ! 399,63
AT {ses) % 2.27
M lppa) : EUN-
no  (asc) ¥ 1.00 s
PM (umes)  : 6,85
Jouis [ 2 HOEm N OHH R R oo anow W ame e o ow e oa
rawy e moRrrvsEind 8% ggapAagRaag B
Bata Foints : 32768 = ety S i r d >
e Betnhi gee FEERERERe B o e PEEIRLRRE o
e (K) : 303,15
= : mitpual
DATE : Aug 2T 2004
Systom ¢ VEMRE 400
[
Iy |||
0k h
il i *
10 El 8 T [ 5 4 3 2 1 -0 ppm
ag 2ho o S
s mm = 8 #83
aa - - % @ ma
00
\\/\
NUCLEUS
FRQ (MHz) 100.50
AT (sec) 1.28
W (ppm) 25384
RD  (sec) 1.00 F
PW (usec) 5.20
gcan 5000, [0 - 3§ L I - T T I - N oTw o n oW A & N~
T s ot ER R FESSAREE S 582 & 3 28 23
e 3100 b EEEENNAEAY KRR = @88 =2
=M (X) 303.15 i T | sty | 1
Bxe : gt L. | (] ‘
DATE : May 25 2015
Systom : VNMRS_400

200 180 160 140 1z0 100 80 60 40 20 PPM



H1

399.63

z.27

18.08

1.00

6.65

32

edeld

32768

LB (iz) 2.00

TEMP (K} 303.15

Exe : s2pul

bATE : Aug 22 2014

System H VNMRS 400

NUCLEUS c
FRQ (MHz) 100.50
AT (sec) 1.28
SH (ppe) 253.84
RO (sec) 1.00
PU (usec) 5.20
Scans 2000
Solvent : cdel3
Data Points : 65536
LB (Hz) 4.00
TEMP  (K) 303.15
EXP 3 s2pul
DATE : May 27 2015
System VIMRS_400

10

200

ensszsaecmss
EEEEEE R R
SEERSSdamand
£ E R R
| L |
| |
h 3
I AN
9 8 7
Y
28 25
86 Sd
4am s
] 35
qER 52
6o 6
389 aa
SE g0
|
|
|
|
|
I T
180 160 140

&

(]
- TR soncg o
a8 Saa8d aaad H
- W oo owowon A o
I
|
|
|
A e
6 5 3 2 1 PPmM
- ar
- o
4 wo
o i
F
$EmFERESER B0 m 3
sRLRE&SA a8 H
IR ] -
IEEEE R FRRG a8
AAdnaaAd )
| 1]
-
(000 S & ) BERRSIN
e i I I
120 100 80 60 40 20

Ppm



NUCLEUS

FRQ (Milz) 399.63

AT (sec) 2.27

sW  (ppm) 18.08

RD (sec) 1.00

P (usec) 6.65

Scana 32

Solvent cdeld

Data Points 32768

LB (Hz) 2.00

TEMP  (K) 303.15

EXP B a2pu

DATE @ Aug 28 2014

System H VNMRS 400
NUCLEUS c13
FRQ (MHz) 100.50
AT (sec) 1.28
SK  (ppm) 253.84
RO (sec) 1.00
PH {usac) 5.05
Scans 5000
Solvent edel3
Data Points : 65536
LB (Hz) 2.00
TEMP  (K) 303.15
EXP s2pul
DaTE May 27 2015
System © VNMRS_400

200

10

8.175
—7.985

—165.246

A ow e
R
28aa
e e
|
[
! |
‘] ‘i
;o
a = @
2 5 &
s o

7.297
7.261

135.650
—132,498

132.452

129,856
- 128.080

122.388

4.305
4.287
e

—77.345

-77.027
76.710

66.917

1.842
1.824

~1.788

1.970
1.753
1.591

40

Ox O~

Br
|a
=2
i
PPM
O
o a
b 3
b B
\
s i
20

O~

Br



RUCLEUS

FRQ (Miiz)

AT {sec)

sW  (ppm)

B> (sec)

PW (usec)

Scans

Solvent

Data Points :

18 (Hz)

=R (K)

Exp :

DATE oct

System :
HUCLEUS
FRO (MHz)
AT gsec)
SH  tppn)
RD  gaec)
PH (umec)
Scans
Solvent
bata Faints :
s ()
TEMP ()
EXE
bare
Systen

sipul

:may 27 2018

VHMRS_400

7.810
7.789
7.758
7.7137
7.262

10 9 8

ar

vt

166.081

—137.650

—130.572
—123.996

4.291
4.274
4.258

100494

~—77.345

77.027
76,720

66,746

1.832
1.813
1.796
1.778
1.760
1.743
1.580
1.25%
1.042
1.023
1.004

60

0.12
3.03
0.07

\

ppm

22,082
10.454

20 PPm



