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Std Proton parameters

expl s2pul

SAMPLE DEC. & VT
date Nov 8 2011 dfrg
solvent CDC13 dn

file /export/home/~ dpwr
cmc/vnmrsys/data/2~ dof
0111109_04.fid dm

100.528

ACQUISITION dmm
sfrg 399.758 dmf 185
tn H1 PROCESSING
at 2.558 0.10
np 22480 wtfile
sw 4395.6 proc ft
b not used fTn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
d1 1.000 wbs
tof -60.6 wnt
nt 32
ct 24
alock
gain not used

FLA
11 n
in n
dp y
DISPLAY

sp -206.8
wp 4395.5
Vs 295
sC 8
we 240
hzmm 18.31
is 920.15
rfl 3101.1
rfp 2894.2
th 2
ins 100.000
ai cdc ph

7.240

3.640
3.622

/F: ;

3.604
3.586

\_3.57¢

PN
)

Iz

~—3.360

2.002

1.588
1.571
1.554
1.536
1.518
1.487
1.469
1.327
1.306
1.290
1.278
/v1.272
17/ —1 . 263
\tx,zaa
\\~1.216
\\Qkijl.zuu
1.182

\ 1.164
1.132
1.114
0.861
0.845
0.844
0.828
0.796
-0.045

\
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Std Carbon experiment o2 il L) HoeonNNN~ DN
o NN @ wn = - e O WO W N m N
expl Carbon = 'I'f'f T‘T "T“T‘T“‘“f““‘“ ""’“
| Col ; | o
SAMPLE SPECIAL : 5 k
date Nov 16 2011 temp not used
solvent CDC13 gain 20
file /export/home/~ spin 20
cme/vnmrsys/data/2~ hst 8.008
0111116_02.fid pwIo 15.3¢00
ACQUISITION atfa 10.000
sw 24096.4 FLAGS S
at 1.300 11 n //H\\
np 62674 in n
fb 13200 dp y PN
bs 16 hs nn N N
d1 1.080 PROCESSING H
nt soec  1b .00
‘ct 2192 fn 65536
TRANSMITTER DISPLAY
tn Cl13 sp -1547.¢
sfrq 100.529 wp 24085.7
tof 1027.4 rfd 9287.6
tpwr 56 rfp 7739.8
7.850 rp 83.3
DECOUPLER 1p -235.5
dn H1 PLOT
dof 0 wc 250
dm yyy sc 0
dmm w Vs 2490
dpwr 33 th 7
dmf 8500 ai cdc ph
| JL U
T LA B B B H B S T It At e T T LN A S B T T ||-‘"‘.’i1—‘r—r—*r—‘rfr‘r"r\wvxv‘r,v[uyrr;vw.w‘vr.v§;vv;|yx,( T
220 200 180 160 140 120 100 | 80 60 40 20 ppm



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013
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LT o I B B - BT - N i M~ W0 [ 2 o o By ) [~ B os B U ]
std Proton parameters vEEhs b kL = = = e by U Bo
Pe e P P P B e Dy o Mmoo mMmm --iv-—;-;--;
expl s2pul bl : J ] - | ‘ o
[ _L o ds o al i ] ke A ‘ L I )
SAMPLE DEC. & VT 5 & ) b
date Nov 8 2011 dfrg 180.528
solvent CDEN3 dn ci3
file /export/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof B
0111108_05.fid dm nnn
ACQUISITION dmm c
stro 3959.756 dmf 185080
tn H1 PROCESSING S
at 2.558 1b D.19
np 22490 wtfile //H\\
sw 4395.6 roc ft
fb not used gn 65536 ///A\\N N
bs a H
tpwr 56 werr
pw 7.5 wexp wTt
dl 1.000 wbs
tof -60.6 wnt
nt 32
ct 20
alock Y
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp -194.9
wp 4385.5
Vs 170
sC 0
we 240
hzmm 18.31
is 559.76
rfi 195.0
rfp 0
th 3
ins 100.000
ai cdc pbh
|
| [ |
JL IL k\
J b 5
et T T ""T"'fT' - LCAE TN R i"" T CEAAE ""'!'_‘_I_"_”‘""" A e [ gl S RE e A e B e S T T I T T T I R A T T i T TOT7 R T T R T T W ¢ *I' L L
10 9 8 7 B 5 4 3 2 1 0 ppm
e e ! =
35.46 8.75 31.73



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

o el QN0 N oW ~ o~ ~
-4 w QW muw o, N © 0 Lo ~ o
Std Carbon experiment L S oo few LG <+
@ 0 0NN NN W o = &
expl Carbon " h NaNNN B R = = =
i ! H L | |
SAMPLE SPECIAL ! h‘;w ‘.‘ e
date Nov 10 20611 temp not used I
solvent CDC13 gain 20
file /export/home/~ spin 20
cmc/vnmrsys/data/2~ hst 06.008
6111111 _01.fid pwi0 15.300
ACQUISITION alfa 16.000
Sw 24086.4 FLAGS
at 1.300 it n
np 62674 in n
fb 13200 dp v
bs 16 hs nn S
d1 1.000 PROCESSING
nt 10008 1b 1.00 //LL\
ct 16660 fn 65536
TRANSMITTER DISPLAY /\N N
tn Ci3 sp -1541.9 H
sfrg 100.523% wp 24895.7
tof 1027.4 rf 9282.5
tpwr 56 rfp 7739.9
7.850 rp 78.7
DECOUPLER p -260.8
gn H1 PLOT
dof 9 wc 250
um yyy sc 0
dmm w VS 60
dpwr 33 th 3
dmf 9508 a&i «cdc ph

| ] i LL |

13k e St ae B St . B il i oo i i A kT e i i i et e " (e e e e o ot i wi R AR T SRR T o R R et o o o
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Std Proton parameters == D 0 8 0 i 0 N IS i i) o
o &« N S L U N VO W O N
expl  szpul L RS RNy
SAMPLE DEC. & VT il ; b
date Nov 10 2011 dfrg 100.528
solvent CDCI13 dn c13
file /export/home/~ dpwr 46
cmec/vnmrsys/data/2~ dof ]
0111110_907.fid dm nnn
ACQUISITION dmm cC
sfryg 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 6.10
np 22480 wtfite
Sw 4395.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
dl 1.000 whs
tof -60.6 wnt
nt 16
ct 15
alock y
gain not used
FLAGS
il n
in n
dp Y
DISPLAY
sp -206.5
wp 4385.5
Vs 171
sC ]
wC 240
hzmm 18.31
is 981.65
rfl 3100.9
rfp 2894.2
th 7
ins 100.000
ai cdc ph
o
| I
"\
_._.-JL .M,J\l\-—)
; I T e e e ; s
10 9 8
i L b s o
3.64 4.98.48
4.14 5.49

mm L - )
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Std Carbon experiment L =t o E 2o 9 = W w @ ™
) w ~ [7-3 oo [ 7Y o <r o™
expl Carbon > A b o il P Pt T ‘T —
SAMPLE SP%CIAL | lmJ
date Nov 15 2011 temp not used
solvent CDC13 gain 20
file /export/home/~ spin 20
cmc/vamrsys /data/2~ hst 0.008
0111115_07.fid pwao 15.800
ACQUISITION alfa 10.080
sw 24096.4 FLAGS S
at 1.300 i} n
np 62674 1in n ///A\\ /Jl\\
fb 13260 dp v
bs 50 hs nn N N N
d1 1.000 PROCESSING ) H \
nt 5600 b 1.080
ct 5000 fn 65536 N~
TRANSMITTER DISPLAY
tn €13 sp ~1546.3
sfrog 186.529 wp 24095.7
tof 1027.4 rfl 3286.9
tpwr 56 rfp 7739.9
pw 7.956 rp 85.0
DECOUPLER 1p -266.5
dn H1 PLOT
dof 0 wc 250
dm yyy s 0
dmm W VS 105
dpwr 39 th 2
dm¥ 9500 ai «cdc ph

|
|
I k -
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Nemoogd OO ON M [ LY ] D oet NN W@ =
W MN-DDOT <D™ Lo/ - I Y] DN M- o
Std Proton parameters b b bbb b hde b i b poh i S T
rath-th\‘r\l\l\hT!\h‘r\m mt\?m«‘) -—!—l'—l-—;-—:r-l c:.
expl s2pul 1i,1“i‘l 7} "1'}/LJ L ‘ | ii[ I !
SAMPLE DEC. & VT , P R Rl g
date Nov 12 2011 dfrg 100.528 - Tty A
solvent CDC13 dn Ci3
file /export/home/~ dpwr 46 |
cmc/vnmrsys/data/2~ dof ] !
0111112_05.fid dm nnn |
ACQUISITION dmm c S
sfrq 399.756 dmf 18500 )k :
tn H1 PROCESSING
at 2.557 b 0.10 /\N N |
np 224806 wtfile
Sw 4395.6 proc ft H
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
dl 1.000 whs
tof ~60.6 wnt
nt 16
ct 16
alock Y
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp -206.2
wp 4385.5
vs 150
sC 0
wC 240
hzmm 18.31
is 461.08
rfl 3100.6%
rfp 2884.2
th 8
ins 140.000
ai cdc ph
ILH
Ay
N )
il | K
J_/_J' Vl\JL ’JL _/»J') i
e e T T e s £ D R R i R L S i AT SR e R
10 9 8 7 b 5 4 3 2 1 0 ppm
.‘,_L._. ;_rJ _..T_ul Lot

6.25 24.71
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Std Carbon experiment + o o1 o D = =
o w ~N W o NN W < -
expl Carbon & 3 sl T ol < -
SAMPLE SPECIAL Lot .
date Nov 14 2011 temp not used
solvent €DC13 gain 20
file /export/home/~ spin 20
cmc/vamrsys/data/2~ hst 0.008
0111114_02.fid pwSO 15.900
ACQUISITION alfa 10.008 S
sw 240896 .4 FLAGS
at 1.300 il n J\
np 62674 in n
fb 132080 dp y /\N N
bs 8 hs nn H
dl 1.000 PROCESSING
nt 10000 1b 1.00 ///
ct 5296 fn 65536
TRANSMITTER DISPLAY
tn Cl3 sp -1584.5
sfrg 100.523 wp 24085.7
tof 1027.4 rf1 9325.1
tpwr 56 rfp 7739.8
7.950 rp 83.8
DECOUPLER 1p -246.6
dn H1 PLOT
dof 0 wc 0
dm yyy sc 0
dmm W VS 55
dpwr 33 th 1
dmt 85060 ai cdc ph
|
|
|
¥
|
|
|
\
L \\A L 'y L]
RIS SRR E ST o o T YT T T T T I S S i G R O e B 4 T T L e 3 T T T T U i - A il et B e Bl B
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~td Proton parameters

expl Proton

SAMPLE
date Mar 30 2012
solvent cpeis
file exp
ACQUISITION
sfrq 399.756
tn H1
at 2.5587
np 22480
sw 4385.6
fb not used
bs 4
tpwr 56
pw 7.5
dl 1.000
tof -60.6
nt 32
ct 16
alock 1Y
gain not used
il n
in n
dp
DISPLAY

sp -207.3
wp 4395.5
vs 28
scC ]
wC 249
hzmm 18.31
is 1277.34
rfl 3181.7
rfp 28%84.2
th 6
ins 100.000

nm cdc ph

DEC. & VT
dfrgq 100.528
dn C13
dpwr 48
dof 0
dm nnn
dmm [
dmf 18500
PROCESSING
0.10
witfile
proc ft
fn 65536
werr
wexp wft
wbs
wnt

7.2480

Iz

_1.820
F..1.608
/..-1.584
1.586
‘_.1.564
—~1.318
1.290
.-0.874
/..0.860

%
A
\

0,857
0,842

|
i}

ppm.
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25.007
23.815

22.081
13.528

&_

> SaR > @ n N
Std Carbon experiment e mie, ® Lol D e B vt it
oo ~N N
expl Carbon e '\[",'? :}:‘; :ngo[‘:;;}zg
/|
SAMPLE skec1aL e \L A /’I -
date Oct 20 2011 temp not used [
solvent €DC13 gain 18
file fexport/home/~ Spin 20
cmc/vamrsys/data/2~ hst 6.008
01110231_01.fid pwos 15.9400
ACQUISITION alfa 16.000
sSw 24096.4 FLAGS
at 1.300 i1 n
np 62674 in n
fb 13200 dp v
bs 5000 hs nn N N
di 1.800 PROCESSING H
nt g 100060 1b 1.00
ct 10000 fn 65536
TRANSMITTER DISPLAY
tn €13 sp -1563.6
sfrg 100.529 wp 24085.7
tof 1827.4 rf) 9294.3
tpwr 56 rfp 7739.9
W 7.950 rp 77.0
DECOUPLER 1p -254.5%
n
dof 8 we 250
dm yyy sc 0
dmm w Vs 169
dpwr 33 th 4
dmf 9500 ai cdc ph
i
1
f
L - uuu‘JJ
i e s Fts b i [ g ey ey e - e e -
220 200 180 160 140 120 100 80 60 40 20
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Std Proton parameters e @ % o wn o
L4 Ol M m M, -Ig -i —[‘
expl s2pul L) L\LJ : KJ,'
SAMPLE DEC. & VT
date Oct 21 2011 dfrg 100.528
solvent coci3 dn c13
file fexport/home/~ dpwr 45
cec/vnmr sys/data/2~ dof 0
g111621_03.7id dm ann s
ACQUISITION dmin c
sfrq 3398.756 .dmf 18500
tn H1 PROCESSING
at 2.557 18 0.10 N
np 22480 wtfile H
sw 4395.6 proc ft
b not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
d1 1.000 wbs
tof ~60.6 wnt
nt 18
ct 16
alock y
gain not used
FLAGS
i1 n
in n
dp
DISPLAY
sp -177.7
wp 4395.5
vs 208
SC 1]
we 240
hzmm 18.31
is 164.27
rfl 177.9
rfp 0
th 10
ins 108.080
at cdc ph
I
|
r o
/ ! |
: ; ;
]
k : I
. i Iy 1y 1
. i I
A : h
I i
J f il [
)\ | / \ ‘ AN
i e N Sttt _,,J Y . S
LI TR R TS A Caas S e T T T T T T T T T " i s I T T T T T —_— [ T t I T =
Fe—— i e =l B e T
31.78 10.57 31.26
5.42 20.87
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(73 w ™~ o o N e id < 0
LY i i PP e w o
Std Carbon experiment e o O eQwm o< @ »
o ~ N ©W© e 0 @ < m
expl Carbon 3. 2 SuNay ?j o o
X ! nEar
SAMPLE SPECTAL oL L
date Oct 21 2011 temp not used s
solvent €CDCI3 gain 20
file /export/home/~ spin 20
cmc/vnmrsys/data/2~ hst 0.008
0111021 _06.fid pwso 15.908 S
ACQUISITION alfa 19.90060
sw | 24096.4 FLAGS
at 1.300 {1 n
np 62674 in n N
fb 13200 dp Y% H
bs 10 hs nn
di 1.8600 PROCESSING
nt 5000 1b 1.00
ct §000 fn 65536
TRANSMITTER DISPLAY
tn Ci3 sp ~1579.4
sfrg 100.529 wp 24095.7
tof 1027.4 rf1} 9320.0
tpwr §6 rfp 7739.9
7.850 rp 83.0
DECOUPLER ip ~269.2
n PLOT
dof 0 wc 250
dm yyy Sc 0
dmm w VS 166
dpwr 39 th 14
dmf 9500 afi cdc ph
|
' |
|
|
!
|
L e M ﬁt, i M
T T [ T e | E e i T T3 i - i T S w S B Tl e ¢ FALIB A S A  at A A A In  Ait t e k = T T T T T g
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@ o ~ o D oo ~
& w < gum ~
Std Proton paramet#f¥ oo 20 8 w
< <« o Mo m -
expt s2pul & [J L‘g: J [
SAMPLE JQES.‘ ~
date Oct 18 2011 dfr
solvent cBC13 dn
1i1e Jexport/home/~ dpwr
cmc/vnarsys/data/2~ dof
0111018_69.F1d dm S
ACQUISITION dnm [
sfrg 398.756 .dmf — tl;ssoa
tn H1 P N
at 2.557 1b .10 N N N
np 22480 wtfile H
sw 43%5.6 proc ft N. ~
b not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
d1 1.600 wbs
tof -68.6 wnt
nt 16
ct 16
alock y
ain ~ not used
FLAGS
il n
in n
dp
DISPLAY
sp -186.2
wp 4335.5
vs i 205
sc ]
wC 240
hzmm 18.31
is 238.42
rfl 186.3
rfp 1]
th 10
ins 100.0800
ai cdc ph
|
{71! » /\
‘ ’ i
1
f : 1
! i J
ij\ \,}K} k&-»f ,/knnh; MVJ k“- A_/~\_~__h/ \_~ . l
T S S e R E— L It T e
10 38 8 7 6 5 a4 3 2 1 ppm
- by L - bt
5.80 6.386.45 22.8

6.41 6.48 11.83 34.85
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~N w -t ©w D - w o w W g
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Std Carbon experiment - T 9 @ el nee b a
4 w « ©w o o NN W B w
expl Carbon pe w = i o8 iod ’\[ '*[ s UI‘T °~[' T
| ! |
SAMPLE SPECIAL : ‘ ) e
date Oct 18 2011 temp not used
solvent €DC13 gain 18
file /export/home/~ spin 20
cmc/vnmrsys/data/2~ hst ¢.008
0111019_p1.fid pwIo 15.960
ACQUISITION alfa i8.000 S
sw 24096.4 FLAGS
at 1.308 ;1 n //LL\
np 62674 in n
tb 13280 dp vy N N O
bs §4 hs nn H ‘
di 1.006 PROCESSING N
nt 20000 1b 1.00 =
ct 20060 fn 65536
TRANSMITTER DISPLAY
tn €13 sp -1524.9
sfrq 100.529 wp 240985.7
tof 1027.4 rf) 9265.6
tpwr 56 rfp 7739.9
7.850 rp 58.4
DECOUPLER ip -263.2
n H1 PLOT
dof 0 wc 250
dm yyy sc 0
dmm w vs 1006
dpwr 39 th
dmf 9500 ai cdc ph
1 4
|
I v
I i
I !
4 |
| w
N * ,
I i
A A i J SN M\ M_
e o e S S e b G SR - B R T B e e e TE TIPS

220 200 180 160 140 120 100 80 60 40 20 ] ppm



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

i -3
: < <
Std Proton parameters = L
” -t
expl s2pul
SAMPLE DEC. & VT
date Mar 23 2012 dfrg 100.528
solvent CDBC13 dn €13
file /export/home/~ dpwr 48
cmc/vamrsys/data/2~ dof 1]
0120323 _02.f1d dm nnn
ACQUISITION dom c S
sfrg 393.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 0.10 N
np 22480 wtfile N
sw 4385.6 proc Tt H
fb not used fn 65536
bs 3
tpwr 56 werr
pw 7.5 wexp wft
di 1.000 wbs
tof ~60.6 wnt
nt 32
ct 20
alock
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp ~207.6
wp 4395.5
vs 191
sc 8
we 240
hzmm 18.31
is 1336.96
rfl 3161.9
rfp 2894.2
th 11
ins 100.600 )
ali cdc ph i
|
I
|
( &
r |
|
|
|
!
[
I
R :
IR i
i
‘ |
| i
1 y
‘ % l i
L L
LIS - s
L e R s S T T pe 1 T T — : ; T e o o S R 9
10 9 S 4 3 2 1 0 ppm
bl B L Lo
12.71 25.96
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< ~ €0 N W o s o ™
~ - M - oo wy w &
Std Carbon experiment o - %« mNo o » = o
o @ 9N NN o o W ¢
expl Carbon = @ Na TNTT w il
1 |
SAMPLE SPECIAL ol :
date Apr 8 2012 temp not used
solvent CDC13 gain 20
file exp spin 20
ACQUISITION hst 0.808
Sw 24096.4 pwso 15.800
at 1.300 alfa 10.808
np 62674 FLAGS S
fb 13280 i1 n
gs 500 ;n n /Jl\\
1 1.000 dp y
nt 200008 hs nn N N
ct 18500 PROCESSING H
TRANSHMITTER 1b 1.00
tn Ci3 ¥fn 65536
sfrq 100.529 BISPLAY
tof 1027.4 sp -1519.1
tpwr 56 wp 24095.7
7.950 rf1 9259.7
DECOUPLER rfp 7739.9
dn HL rp 81.8
dof 0 p -259.8
dm yyy PLOT
dmm w wC 250
dpwr 39 sc 0
dmf 9500 wvs 887
th 2
at cdc ph

| A | | iJ

e B G T A B B e i e b i et o oF T T T T T T T T T LI R L L 200 e S e A S S O e 3

220 200 180 160 140 120 100 80 60 40 20 i] ppm
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o o
<t -]
Std Proton parameters B =
~ w
expl s2pul
SAMPLE DEC. & VT
date Oct S5 2011 dfrg 100.528
solvent CDC13 dn c13
file fexport/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof 0
0111005_09.7id dm nnn
ACQUISITION dmm c S
sfrog 399.758 dmf 185600
in H1 PROCESSING
at 2.557 1b 0.10 PN
np 22480 wtfile N N
sw 4395.6 proc ft H
fb not used fn 65536 O
bs a S
tpwr 56 werr
pw 7.5 wexp wft
dl 1.000 wbs
tof -60.6 wnt
nt 32
ct 20
alock
gain not used
FLAGS
il n
in n
dp vy
DISPLAY
sp ~207.3
wp 4395.5
vs 132
sC 1}
wC 240
hzmm 18.31
is 340.68
rfl 3101.7
rfp 2894.2
th 4
ins 100.000
ai cdc ph
S ]/
I
N L 1
e I T e T R R e e e s re NP
10 9 7 6 5 4
oz i
4.17 9.67
35.05

3.517
©_.3.614
..3.600

NS OCONSTN A O
O WSTMNONLWILM
DWW MmN 0 0 0
i BN NN A O A
/ |
—
\ |
J» N
"oy
e k /k
St
T ""f'" T
2 1
26.87
12.01 12.22



Std Carbon experiment

expl - Carhon
. SAMPLE
date Oct 12 2011 temp
soclvent CDC13 gain
file /export/home/~ spin
cmc/vnmrsys/data/2~ hst
0111013_01.Ffid pw90
ACQUISITION alfa
Sw 24096.4
at 1.300 i1
np 62674 in
fb 13200 dp
bs 7500 hs
di i1.000
nt 150686 1b
ct 15e0¢ fn
TRANSMITTER
tn Ci3 sp
sfrg 100.52%8 wp
tof 1027.4 rf1
tpwr 56 rfp
7.950 rp
DECOUPLER p
dn H1
dof 8 wc
dm yyy Ssc
dmm W Vs
dpwr 39 th
dmf 9500 ai
TR T T L B ;e
200

—181.293
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O QWO 0D ~ o N NN OinWw
T M N - OO O -] < m N OoWwo o
Std Proton parameters 010 i) o0 S &) iy 1Sdeey < n 9 RN NYe
NN NN NSNS w < < mmmmmm
expl s2pul il i) | ! [ V)]
s i g ~ - )
SAMPLE DEC. & VT ; ’
date Oct 24 2811 dfrg 100.528
solvent CDC13 dn Ci3
file /export/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof 3
6111024_83.fid dm nnn
ACQUISITION dmm [+ S
sfrg 389.756 dmf 18508
tn Hi PROCESSING
at 2.557 1b 0.10
np 22480 wifile N N
sw 43385.6 proc ft H
fb not used fn 65536
bs 4 O\)
tpwr 56 werr
pw 7.5 wexp wft
dl 1.000 wbs
tof -60.6 wnt
nt 16
ct 16
alock
gain not used
FLAGS
il n
in n
dp v
DISPLAY
sp -2906.6
wp 4395.5
Vs 182
sc 0
weC 240
hzmm 18.31
is 445.13
rfl 3101.0
rfp 2894.2
th 4
ins 1006.000
ai cdc ph /
|
{ I
\ |
A [ AN L L
———— ey i 7 el e s e o e o pespukiann i 3 [ Rgpmtagen sl .W._,__.r__.,.__'.__‘rﬁ_._j, e B e e e T Y o e e B B e
10 9 8 7 6 5 4 3 2 1 0 ppm
() e [ R
26.56 11.70
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~ o~ -] N oo o m <
< w oD -~ Ld oW
Std Carbon experiment L w meos 0 o o ™ N
- ~ e B o ~N N [z o ™~
expl Carbon Lt m peaw "L'\"‘I T ‘T"T
SAMPLE éPECIAL ! L\LJ,J ~
date Nov 15 2011 temp not used o
solvent coCcl3 ain 28
file fexport/home/~ spin 28
cme/vamrsys/data/2~ hst 0.008
0111115_05.fid pw3a 15.800
ACQUISITION alfa 10.000
sSw - 24096.4 FLAGS
at 1.300 i1 n S
np 82674 in n
fb 13200 dp ¥
bs 18 hs nn
d1 1.000 PROCESSING N N
nt 10000 1b 1.00 H
ct 5968 fn 65536 o)
TRANSMITTER DISPLAY S
tn €13 sp ~-1562.4
sfrg 100.529 wp 24085.7
tof 1027.4 rT) 9303.1
tpwr 56 rfp 7739.9
7.850 rp 74.0
DECOUPLER ip -267.6
dn H1 PLOT
dof 0 we 250
dm yyy sc [}
dmm w VS 215
dpwr 33 th 3
dmf 8500 ai cdc ph
U ;
L M. T -
T T T L LI AL M B S S A IR AL AL TTTT 1N I U A N A - LA A M L LN T T T (MR T T LANLE B R B T
220 200 180 160 140 120 100 80 60 40 20 ppm
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Std Proton parameters e ake @ie iy
w0 0 L
expl s2pul I Pl
SAMPLE DEC. & VT
date Oct 24 201t dfrg 100.528
solvent CBCi3 dn c13
file /export/home/~ dpwr 46
cmec/vnmrsys/data/2~ dof b}
0111024_06.Tid dm nnn
ACQUISITION dmm c
sfrg 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 0.10
np 22488 wtfile
sw 433%5.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
dl 1.000 wbs
tof -60.6 wnt
nt 16
ct 16
alock
gain not vused
Gs
il n
in n
dp vy
DISPLAY
sp -207.3
wp 4395.5
Vs 434
sc 0
wC 240
hzmm 18.31
is 526.26
rfl 3101.7
rfp 2894.2
th 16
ins 100.000
ai cdc ph
I
|
== [ o T T T T T T S ] g
10 ]
&
5.13

o Rl I7- B B ]
o W WWWONNMN
<« wmmmmnnn
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o3 w ~ o N M 0 ™M - w0 wn < ©
<t [ o ~ o < < o N oW «© -
Std Carbon experiment < it n ot o S & = b
- w o ~ N NN [ I NN w [N
expl Carbon 2 i = pi] Neel o B B B © “T 7
; | | I
SAMPLE SLECIAL ' ‘ \\l/‘
date Nov 15 2011 temp not used
solvent €bC13 gain 20
file /export/home/~ spin 20
cmc/vnmrsys/data/2~ hst 0.008
0111115_02.fid pw3o 15.900
ACQUISITION aifa 10.008
sw 24096.4 FLAGS S
at 1.300 i1 n
np 62674 in n
fb 13200 dp y
bs 16 hs nn (//A\\N N ‘ N
d1 1.000 PROCESSING H
nt 5000 b 1.00 (e} N ~
ct 4768 fn 65536 e
TRANSMITTER DISPLAY
tn Cl13 sp -14383.1
sfrg 100.529 wp 24095.7
tof 1027.4 rfl 1493.8
tpwr 56 rfp 0
w 7.950 rp 61.8
DECOUPLER ip -258.4
dn H1 PLOT
dof 0 wc 250
dm yyy s¢ [}
dmm w VS 112
dpwr 39 th 3
dmf 9500 ai cdc ph

. __ )

LA A B e A N L L L B LI N L e v I e B e el e e e o b IR R R i e e e e el i R ol S B R I o o o e e . R o

220 200 180 160 140 129 io0 80 60 40 20 0 ppm
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Std Proton parameters

._3.815
.—3.803
©__3.7981
—-3.718
_3.705

expl s2pul
SAMPLE DEC. & VT g
date Oct 18 2011 dfrg 100.528
solvent CbC13 dn ci3
file /export/home/~ dpwr 48
cmc/vnmrsys/data/2~ dof 1}
0111018_06.Ffid dm nnn
ACQUISITION dmm c
sfrg 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 1ib 8.190
np 22480 wtfile
Sw 43385.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
gl 1.008 wbs
tof -60.6 wnt
nt 16
ct 16
alock
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp -205.7
wp 4395.5
Vs 127
scC ]
we 240
hzmm 18.31
is 400.26
rfil 3100.0
rfp 2894.2
th 13
ins 100.000
ai cdc ph
|
T i1 A T L et R T T T e i B e
10 9 7
Epedl jed
21.1
20.55

3.694

r/‘:,

~0.023
-0.026

byitd
28.33
29.93

0 ppn
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(i) -t - W m N @ v «Q o
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Std Carbon experiment < < ol A "o e »
o~ (23 o W m NN @ w o
expl Carbon b o oo ’\l ~ 'T ‘7 <
| i i !
SAMPLE [SPECIAL ! ! !
date Oct 21 2011 temp not used
solvent CDC13 gain 20
fite fexport/home/~ spin 20
cmc/vnmrsys/data/2~ hst g.008
0111022_61.fid pw30 15.908
ACQUISITION alfa 10.080 S
Sw 24086.4 FLAGS
at 1.300 i1 n //LL\
np 62674 in n
b 13200 dp v N N
bs : 16 hs nn H
dl i.000 PROCESSING O
nt 26000 1b 1.00 N
ct 20600 Tn 65536
TRANSMITTER DISPLAY
tn €13 sp -1523.5
sfrg 160.523 wp 2409S5.7
tof 1027.4 rfd 9264.1
tpwr 56 rfp 7739.9
7.958 rp 49.3
DECOUPLER p -267.7
dn H1 PLOT
dof 6 wc 250
dm yyy Ssc 0
dmm w VS 373
dpwr 39 th 4
dmf 9560 ai cdc ph
|
AAA e ) L‘
Lt e e S o SR A LA T T RS - B P T e i g LA S e e T e e e e A e s 2 e e et sy A A el el S T o e e e o e R

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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i

had oy
= w0
Std Proton parameters ™ e
~ )
expl s2pul
SAMPLE DEC. & VT
date Oct 14 2011 dfrg 100.528
solvent CDCi3 dn €13
file sexport/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof 0
0111014_03.fid dm nnn
ACQUISITION dmm [
sfrg 399.756 dmf 18500
tnh HL PROCESSING
at 2.557 1b 0.10
np 22480 wtfile
Sw 4395.6 proc ft
fb not used fn 65536 S
bs 4
tpwr 56 werr
pw 7.5 wexp wft N N
dl 1.0680 wbs
tof -60.6 wnt H H
nt 32
ct 32
alock
gain not used
S
i1 n
in n
dp y
DISPLAY
sp ~206.4
wp 4395.5
vs 266
sc 0
we 240
hzmm 18.31
is 198.58
rfl 3180.7
rfp 289%4.2
th 14
ins 100.000
ai cdc ph
f
I
e / ]
‘ ’ ‘/ A - ‘
| b
- f Moo
‘ i | ’ |
il r | ‘
I H \
/ - “ f )
\_ a |
AR TR W A
T T it -l ikt 4 i aiiiasii i il 7 T . B L A Ay St It A it T ey = .
10 9 7 6 5 a 3 2 1
L___'_‘ e B (S
7.17 14.77 20.80

14.13
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Std Carbon experiment - - S@
g <t - 00 K o
expl Carbon purt 7 "'1) ~ '-*Il bii
SAMPLE S&ECIAL 8
date Noy 7 2811 temp not used
solvent CDBC13 gain 20
file /export/home/~ spin 20
cmc/vnmrsys/data/2~ hst 0.008
6111108 _01.¥id pwI0 15.800
ACQUISITION alfa 10.600 S
W 24096.4 FLAGS
at 1.3060 it n
np 62674 in n
fb 13208 dp v N N
bs 5000 hs H H
d1 1.008 PROCESSING
nt 10000 1b [11]
ct 10008 fn 65536
TRANSMITTER DISPLAY
tn €13 sp -1550.7
sfrq 100.529 wp 24095.7
tof 1027.4 rf1 9291.3
tpwr 56 rfp 7739.9
7.850 rp 69.5
DECOUPLER p , ~236.1
dn H1 PLOT
dof ¢ wc 256
dm yyy sc 0
dmm w vs 228
dpwr 39 th 3
dmf 8500 ai cdc ph
1
|
I
l
!
]
b
J
i ; * h !
| 1
Jk i I ;\J\d\“}\
T T T T T ol S i R i i ra bR 0 S i i o o S (U R e L A IR B S [T T e e B ] B e o T
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[T- I - - B - ST - ¢ R 4]
NN AMODODMUN DO Y O w3
Std Proton parameters ) 00000 o ot o iohes o o e o <
expl s2Zpul AU AN PR RN |
R O \_7‘-_7\.&\,;/-' ,-':"r .
SAMPLE DEC. & VT SR %’
date MNov 24 2011 dfrq 100.528 e e O
solvent cocl13 dn Cc13 L R
file /export/home/~ dpwr 46
cmc/vpmrsys/data/2~ dof ]
6111124 _83.fid dm nnn
ACQUISITION dmm c
sfrq 399.756 dmf 18588
tn H1 PROCESSING
at 2.557 b 0.18
np 22480 wtfile
sw 4385.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
dl 1.0060 wbs N N
tof ~60.6 wnt H H
nt 32
ct 20
alock v
gain not used
FLAGS
il n
in n
dp Y
DISPLAY
5p -206.5
wp 43985.5
vs 104
sc 0
we 2490
hzmm 18.31
ts 188.69
rfl 3100.9
rfp 2894.2
th 3
ins 100.000
ai cdc ph
|
|
1 4
PRt \\‘h_______j\
g g g ey Cm et S
10 9 8 7 B
Ll R R
36.41 12.85
24.49

4.602
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wn (=4 WO W m NN oW w
o w ] NOoOOoO® "
sStd Carbon experiment e o new 2 5 g "
o~ W W NN NINN @ (]
expl Carbon 2 b 5 ‘\ITTT <
SAMPLE QPEGIAL y! | Sedir
date Nov 3 2011 temp not used
solvent CDCI3 gain 20
file /export/home/~ spin’ 20
cmc/vnmrsys/data/2~ hst 0.608
8111104  01.Fid pw30 15.300 S
ACQUISITION alfa 10.000
sw 24086.4 FLAGS
at 1.388 i1 n N N
np 62674 in n
b 13209 dp y H H
bs 750080 hs nn
dl 1.009 PROCESSING
nt 15000 1b 1.00
ct 15000 fn 65536
TRANSMITTER DISPLAY
tn Ci3 sp -152
sfrq 100.529 wp 24095.7
tof 1027.4 rfd 9261.2
tpwr S6 rfp 7739.9
W 7.950 rp 69.3
DECOUPLER p -275.6
dn H1 PLOT
dof 0 wc 250
dm yyy sc 0
dmm w Vs 784
dpwr 33 th 3
dmf 9500 ai cdc ph
!
t
[
|
i 1
i
| |
b M i e
T T £ 1 S S T e ] S e o o T S P e e S g S e e g S N e o T o 4 g g e ey

220 200 180 160 40 120 100 80 60 40 20 0 ppm
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NNRNNANNNNNN N~

expl s2pul L\Ett\ L\EgsliijJ

SAMPLE DEC. & VT
date Sep 20 2012 dfrg 100.528
solvent CDC13 dn c13
file exp dpwr 46

ACQUISITION dof 1]

sfrq 383.756 dm nnn
tn H1 dmm
at 2.557 dmf 185
np 224898 PROCESSING
Sw 4395.6 0.1¢0
b not used wtfile S
bs 4 proc ft
tpwr 56 fn 65536
pw 7.5
d1 1.000 werr N N
tof -60.6 wexp wft H H
nt 32 -wbs .-
ct 32 wnt
alock
gain not used

FLAGS
i1 n
in n
dp y

DISPLAY
sp -206.9
wp 4395.5
Vs 3
scC 0
we 2490
hzmm 18.31
is 338.51
rfl 3101.3
rfp 2894.2
th 1
ins 100.080
nm cdc  ph

T T T T T T T T T T T T T T =)
10 g 8 7 5 0 ppm
IR byl iy
16.90 13.66
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~N ~ wn N N ow
o il 0o N © o0
Std Carbon experiment = < o e e
(-] ~ o N D NN @
expl Carbon o e N o "L"‘j
SAMPLE SPLCIAL 1 [ lJ N
date Sep 20 2012 temp not used
soivent CDC13 gain 20
ile exp spin 20
ACQUISITION hst 0.008
sw 24096.4 pws0 15.900
at 1.300 alfa 10.008
np 62674 FLAGS S
fb 13200 i1 n
bs 100 in n
d1 1.000 dp y
nt 2500 hs nn N N
ct ] PROCESSING H H
TRANSMITTER 1b 1.00
tn Ci3 fn 65536
sfrg 100.528 DISPLAY
tof 1027.4 sp -1519.1
tpwr 56 wp 24095.7
7.950 rft 9259.7
DECOUPLER rfp 7739.8
n Hl rp 80.6
dof 0 1p -278.9
dm yyy PLOT
dmm W WwC 250
dpwr 39 sc 0
dmf 9500 vs 1206
th 6
ai cdc ph

LA L L A L L L L O L L L L T S O L L O 2O B 1 (L

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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std Proton parameters

7.175
7.154
7.117
7.087

/=
b

I=

I=

2.263

expl s2pul
SAMPLE DEC. & VT
date Sep 18 2012 dfrg 100.528
solvent CDC13 dn C13
file /export/home/~ dpwr 46
cac/vnmrsys/data/2~ dof g
6120918_06.Fid dm nnn
ACQUISITION dmm c
sfrq 399.756 dmf 18500
tn H1 PROCESSING
at 2.556 1b 0.10
np 22466 wtfile
Sw 4395.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
d1 1.000 wbs B
tof ~60.6 wnt
nt 32
ct 32
alock y
ain not used
FLAGS
n
in n
dp y
DISPLAY
sp ~230.2
wp 4395.5
Vs 52
sC 0
we 240
hzmm 18.31
is 811.17
rtl 230.3
rfp ]
th 16
ins 100.000
ai cdc ph
T T I T T T i | I T T T I
10 9 8

[
10.06
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i - o W n o o <r
W - R¥ >} o o - o M~ wn
Std Carbon experiment G mY & 9 moa @
m o o, wWn Bl -] o
expl Carbon s e & o “Lj 7 ™
SAMPLE sPECIAL N &
date Sep 19 2012 temp not used
solvent CDC13 gain 20
filte exp spin 20
ACQUISITION hst 0.008
Sw 24096.4 pwill 15.90¢
at 1.300 alfa ip.000 S
np 62674 FLAGS
fb 13200 i1 n
bs 100 in n
dl 1.000 dp Y
nt 2500 hs nn H ﬁ
ct 2500 PROCESSING
TRANSMITTER 1b 1.00
tn C13 fn 65536
sfrqg 100.529 DISPLAY
tof 1027.4 sp -1528.6
tpwr 56 wp 24095.7
pw 7.95%0 rf1 9269.3
DECOUPLER rfp 7739.9
dn H1 rp 64.2
dof 6 1p -260.8
dm vyy PLOT
dmm W wWC 250
dpwr 39 sc 0
dmf 9500 wvs 244
th 3
ai «cdc ph
l LL L._J‘- o/ L s
- ;' FE r=r i T bl B S T* ik 7T7T’T"f R '!"_?'_T"",_T—T—j_i_']' L !‘ T UTTTTTTTY T LI S B B A ER S N (! T’T'T'*"(‘T"T_T_Y" f‘"'r"l 'T"T“"T*W el e T”'_I_"'ﬁ""Fi"'T R 'J‘*T"T'_["T"T‘ H T

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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Std Proton parameters

expl sZpul
SAMPLE DEC. & VT
date Sep 18 2012 dfrqg 100.528
solvent cbC13 dn Cc13
file /export/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof 0
0120918_098.Ffid dm nnn
ACQUISITION dmm c
sfrq 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 0.10
np 22480 wifile
SwW 4395.6 proc ft
fb not used fn 65536
bs 4
tpwr 56 werr
pw 7.5 wexp wft
dl 1.0060 wbs
tof -60.6 wnt
nt 32
ct 32
alock y
gain not used
FLAGS
it n
in n
dp
DISPLAY
sp -225.5
wp 43985.5
123 109
st 0
weC 240
hzmm 18.31
is 853.67
rfl 225.6
rfp 0
th 17
ins 100.000
ai cdc ph
T T ! T T l T = R 1”"‘[
10 9 8

—7.195

/\t
(=

7.193
7.190

7.178
7.173
6.841
6.819

EtO

3.979
3.961
3.944
3.926

e
\C

OEt

Ir=z
Ir=
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wn w 2] w e wn ~ o
- -l ~ - o 0 o o~
Std Carbon experiment 2 s ke m e, & L) ~
- ~ w NN © o0 -
expl Carbon 2 o = “LT ] & -
SAMPLE S;ECIAL e
date Sep 19 2012 temp not used
solvent CDC13 gain 20
file exp spin 20
ACQUISITION hst 0.008
Sw 240696.4 pw30 15.8%00
at 1.300 alfa 10.000
np 62674 FLAGS EtO OEt
fb 13200 i1 n S
bs 100 in n
d1 1.000 dp y //LL\
nt 2508 hs nn
ct 1600 PROCESSING N N
TRANSMITTER 1b 1.00 H H
tn C13 fn 65536
sfrq 100.529 DISPLAY
tof 1027.4 sp -1520.5
tpwr 56 wp 24095.7
7.8958 rfl 9261.2
DECOUPLER rfp 7739.9
dn H1 rp 60.8
dof 0 1ip -219.1
dm yyy PLOT
dmm W wC 250
dpwr 38 sc 0
dmf 9500 vs 986
th 8
ai cdc ph

L (L B O O I B O N W N O O N L L L S i B O A S BT A O T (L A O B i e i i e

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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expl s2pul

SAMPLE
date Sep 25 2012
solvent CDC13
file exp

ACQUISITION

sfrg 399.756
tn H1
at 2.557
np 22480
Sw 4385.6
fb not used
bs 4
tpwr 56
pw 7.5
di 1.060
tof -60.6
nt - 32
ct 32
alock y
gain not used

FLAGS
il n
in n
dp Y

DISPLAY
sp -206.4
wp 4385.5
Vs 200
sC 0
wC 240
hzmm 18.31
is 3814.70
rfl 3100.7
rfp 2894.2
th 2
ins 100.000

nm cdc ph
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]
<
~N
I
DEC. & VT
dfrg 100.528
dn Cc13
dpwr 46
dof 0
dm nnn
dmm c
dmf 18500
PROCESSING
1]
wtfile
proc ft
fn 65536
werr
wexp wft
wbs
wnt

TN

7.695
7.688
7.671
7.666

-
A .

10

—7.240
7.217

M

I=
I=
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™ < < w w [ -]
o © ~ o - - QN
Std Carbon experiment < ¥ o o w Mo @
o o ~ w (<] ~N N
expl Carbon 9 o o © ~N~
SAMPLE SLECIAL L\ J
date Sep 25 2012 temp not used
solvent CDC13 gain 18
file exp spin 20
ACQUISITION hst 0.008
sw 24096.4 pwSo 15.9090
at 1.308 alfa 10.0090
np 62674 FLAGS
b 13200 i1 n
bs 100 in n
di 1.000 dp - y
nt 2500 hs nn [ |
ct 2500 PROCESSING
TRANSMITTER 1b 1.00 S
tn Ci3 fn 65536
sfrq 100.529 DISPLAY
tof 1027.4 sp -1524.9 N N
tpwr 56 wp 24095.7
7.950 rfl 9265.6 H H
DECOUPLER rfp 7739.9
dn H1 rp 90.6
dof 8 1p -310.0
dm yyy PLOT
dmm W  wC
dpwr 39 sc 0
dmf 8500 vs 3023
th 4
ai cdc ph
v i ATy : ““ gl 0 ‘ i : )
. " b il P il i A e o ) 1] i ";‘ i
WTTTT!TTTTY]|IITI[|-YIIIIVV|\\V‘\V\\[\!\IIIIIY[TTYVT‘F\\V\V!ll‘llrl’]l|rv|vv\WTTT\I!\\\\[IFV\[\\\![\I\K‘VI\\\\V\Illlll[ll

220 200 180 160 140 120 100 80 60 40 20 0 ppm
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gg MmN oo g—c Dol DTN BN G )W wm -
Std Proton parameters 4 o - R VULVLLMINNND D DD o
‘ oy [ :zr‘gggggg mmm,m 10 B ) L e B I A I I e I — I — ] ln
SHEL WEALL 223 U W4 G in i of e QPR l\KLI U))/))/ |
SAMPLE % BEG. & VT "J"""““"""*‘*""'
date Aug 17 2011 dfe L\ 100.528 <A/J - Jﬁiji’
solvent CDCI13 dn ci3
Tile exp dpwr 48
ACQUISITION dof 0
sfrg 399.756 dm nnn
tn Hl dmm c m
at 2.557 daf 18500 ®
np 22480 ROCESSING il
Sw 4395.6 1b .18 @
b not used wtfile & {
bs 4 proc ft
tpwr 56 fn 65536 k O N
pw 7.5
dl 1.000 werr —N
tof -60.6 wexp wft
nt 32 wbs o S
ct 28 wnt ™
alock i
gain not used © w
FLAGS o i | B %
i n 2 | S s |2
;i‘l n P e o «
P y ” o o
DISPLAY ,J J 2
$p —-206.6 -
wp 4395.5
vs 75
sC 0
weC 240
hzmm 18.31
is 1017.57
rfl 3101.0
rfp 2894.2
th S
ins 100.000 J
nm cdc ph |
3.8 3.6 3.4 ppm 1.7 1.5 1.3 1.1 ppm
i L T } ; B 1 J L
31.30 34.07 22.40 25.54
34.64 52.086
A /k
e A L ‘ N 1
)
T T | T T T T__r T T T ‘[ T T T T T T T [ Al T T T l T T T T ! T | s | T T T t T ! T T
10 9 8 6 5 3 2 1 0 ppm:
e - b b b :
5.94 A7 42.18
6.57 18.15 20.69
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; 2 o Qo «© =3 T MO DD DI ON
- N ~ v Nt M0 P PO -
Std Carbon exper iment =4 = mew L w R R NN
-4 (4 ~N S
expl Carbon e 0 '177 & ﬁ{ 33{?8%‘?2&‘32
1 ! i |
SAMPLE SPECIAL ' ~ - ‘ )J /LJ U
date Sep 1 2011 temp not used -~
solvent CDC13 gatn 18
file exp spin 20
ACQUISITION hst 6.0668
sw 24096.4 pwos 15.800
at 1.300 ailfa 10.000
np 62674 FLAGS
b 13200 41 n
bs 5866 in n
d1i 1.806 dp v
nt 10000 hs nn 'e)
ct 10000 PROCESSING N
TRANSMITTER b 1.00
tn Ci13 fa 65536 —N
sfrg 106.528 DISPLAY
tof 1027.4 sp -1534.5 S
tpwr S6 wp 24095.7
7.950 ¢t} 9275.1
DECOUPLER rfp 7738.9
n HL rp $3.§
dof 0 ip ~257.8
dm yyy pLOT
dmm W wC 250
dpwr 33 sc 0
dmf 9500 vs 36
g th 2
ai cdc ph
1 S 2 . (W | , e
i11r1\4T|xl||ll||{v|l|!!!!ly'I‘v[lrqv[v\li(l(l(;!rn\[ryv||lV|1]J1‘!l|ll‘[T‘["V!'l]rlvl"rIF\i{ll!vTTTl[1]1,{7!1![!!!1'/1IIT|SY

220 200 180 160 140 120 100 g 80 60 40 20 i} ppm
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&

e

pd

4.880

4.442
3.775

WONNmMDOONLOTNRONDW®
DO WWWIMSTTMNONSA—DODIDNDON
Std Proton parameters 0, 82 10 1) o8, O 08 10 10 ¥, O, ey ool ot 73 =)
MANANNNNMNAMNNANMNNMAMNAMAMNMNMNN
expl s2pul L\LQ;A/J
SAMPLE =
date Feb 18 2012 ~
soivent cDC13 J
file /export/home/~ dpwr 48 S ~
cmc/vamrsys/data/2~ dof 0
0120218_02.fid dm nAn
ACQUISITION dmm [
sfrg 339.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 0.1
np 22480 wtfile o)
sw 4395.6 proc ft
fb not used fn 65536
bs 1
tpwr 56 werr
pw 7.5 wexp wit
d1 1.000 wbs
tof -60.6 wnt
nt 32
ct 32
alock
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp -230.3
wp 4395.5
Vs 160
s¢ 8
weC 240
hzmm 18.31
is 953.87
rfl 230.5
rfp 0
th 10
ins 100.000
ai cdc ph
|
L S
—— S S ) T - — I
10 9 8 7
o
12.09
49.76
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[id 3 WMWY NG W@ n oK hod o o
0 M DOEODWOw T BN - N w L3 r.s
Std Carbon exper iment i B b e e % e - .
- N DL ;o)) 0N WD N w w o~
expl Carbon = SR R i R 'Uj - b ”
SAMPLE SPECIAL ! | L\EJ;QﬁJ/J
date Feb 22 2012 temp not used
solvent €DCI3 gain 18
file /export/home/~ spin 20
cmc/vomrsys/data/2z~ hst 0.008
0120223 _81.7Tid pwso 15.900
ACQUISITION alfa 18.000
sw 24096.4 FLAGS
at 1.380 :] n
np 62674 n n
b 13200 dp v 0 N
bs 5000 h
di 1.000 PROCESSING —N
nt 106000 1 1.00
ct 16008 fn 65536 S
TRANSMITTER DISPLAY
th Ci3 sp -1526.4
sfrq 100.528 wg 24095.7
tof 1627.4 rf1 9267.0
tpwr 56 rfp 7739.9
7.950 rp 85.1
DECOUPLER ip ~-274.7
dn Hi PLOT
dof 0 wc 250
dm yyy sc 0
dam w vs 548
dpwr 33 th 4
dmf 9500 ai cdc ph

l P M ). L] e

LN JO L L N L L L N A L O L (L Y A I L I IO L (L O (L I IR I e e e

220 200 180 160 140 120 100 89 60 40 20 0 ppm
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NMNDWOWNHNOMOOWNMMANNDOANDOMHNDOON -t
NSEMODOVOMNMMNe A AWWS M NOWOSN DLW o~
Std Proton parameters b B R R R e bt o R Rl B B A B =«
~N N NANANNNNNANRN ~ ~ NN NN @ W;
exp5 s2pul |
SAMPLE &
date Sep 21 2012
solvent CcDC13
fite /export/home/~
cmc/vnmrsys/data/2~
8120921_04.fid
ACQUISITION dmm [+
sfrq 399.756 dmf 18560
tn H1 PROCESSING
at 2.557 1b 0.10
np 22480 wtfile
Sw 4395.6 proc ft
fb not used fn 65536 o)
bs 4 N
tpwr 56 werr
pw 7.5 wexp wft N
d1 1.000 wbs -
tof -60.6 wnt S
nt 32
ct 32
alock
gain not used
FLAGS
il n
in n |
dp y ‘
DISPLAY
sp -226.7 |
wp 4385.5
VS 70
sc 1]
wC 240
hzmm 18.31
is 1907.35
rfl 226.8
rfp [
th 7
ins 100.000
ai cdc ph
JJW huULJL " )
e T B e e T e e e e B e B e e e T L —
10 9 8 7 6 5 4 3 2 1 0 ppm
EPTEI TR e

16.83.38 15.97
23.918.43 17.68



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2013

~N (2] ~m T MWOMNBNO ) -
- «© <t NS ONTW - G O o
Std Carbon experiment b/ 9 = B0 e @i 0 mdq e L
- < © TOOON GO N M@ o~
expl Carbon 5 A isplagodologs i "
— L N 2
date Sep 21 2012 temp not used
solvent CDC13 gatn 18
ile exp spin 20
ACQUISITION hst 0.008
sSw 24096.4 pwlo 15.900
at 1.308 alfa 10.060
np 62674 FLAGS
fb 13200 {1 n
bs 100 in n
dl 1.008 dp y 'e)
nt 25080 hs nn N
ct 2500 PROCESSING
TRANSMITTER 16 1.00 N
tn Ci3 fn 65536 -
sfrg 100.529 DISPLAY S
tof 1027.4 sp -1517.6
tpwr 56 wp 24095.7
7.850 rf1 9258.2
DECOUPLER rfp 7739.9
n H1 rp 37.3
dof 0 1p ~173.5
dm yyy PLOT
dmm W  wC 250
dpwr 39 sc 0
dmf 9508 vs 3633
th 6
at cdc ph
| |
| o ]
il Ll i (e i o bbb R ' e by bl ik i g e, 4 I
yep b i i | ) didi b pid ke i el i gt ik bbb R e e
\r\lrr!|¥7ll]llll]l)v.[\T?[\vv!‘V\|l|1TIT|IlIl[fTKI|IIIl}vlll}!fll[llf[[\\!l\KV!!!lel[l|rl’!I!l]\III]IVII[IT\\]!II[TT7
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T

—N

3.888
3.886

-

—2.317
«2.243

WWKNWMWwod N <
WwoMo NS NN
Std Proton parameters wie s bl ha b wi ke
!\LTNNNNNN@@
expl s2pul //J
WUy
SAMPLE DEC. & VT ™
date Sep 20 2012 dfrg 100.528
solvent CDC13 dn €13
file /export/home/~ dpwr 46
cmc/vnmrsys/data/2~ dof 0
012069820_10.fTid dm nnn
ACQUISITION dmm c
sfrg 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 0.10
np 22480 wtfile
sW 4395.6 proc ft
fb not used fn 65536
bs 1
tpwr 56 werr
pw 7.5 wexp wft
dl - 1.000 wbs
tof ~60.6 wnt
nt 32
ct 32
alock
gain not used
FLAGS
il n
in n
dp y
DISPLAY
sp -229.0
wp 4395.5
vs 64
sc 0
wC 240
hzmm 18.31
is 962.46
rfl 228.1
rfp 0
th 10
ins 100.000
ai cdc ph
[
JUL_JL
T T | T T T | T T T T I T T [ T ] g ;
10 9 8 7
R
12.12.26
12.86 11.63
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n N n NN~ - N oW o~ o~
L (12} © Moo~ o N o P ~
Std Carbon experiment 2 2 5O SNRTeS N 2 < oo
-t <t w Mt NN =3 NN W ~N - o
expl Carbon = i ¥ ®NwoooNd o I\QJ > e
SAMPLE SPECIAL | | | L\L~LJ,J * LJ
date Sep 20 2012 temp not used
solvent CDC13 gain 18
file /export/home/~ spin 20
cmc/vamrsys/data/2~ hst 0.008
0120921 _01.fid pwae 15.8900
ACQUISITION ailfa 16.000
sw 24096.4 FLAGS
at 1.300 n
np 62674 1in n
fb 13200 dp y
bs 100 hs
di 1.000 PROCESSING
nt 5000 1b 1.00 0]
ct 5000 fn 65536 N
TRANSMITTER DISPLAY
tn Cl3 sp -1518.3 —N
sfrg 100.529 wp 24095.7
tof 1027.4 rT1 9259.¢0
tpwr 56 rfp 7738.9
7.950 rp 71.7
DECOUPLER 1p -277.90
n H1 PLOT
dof 0 wc 250
dm yyy sc 0
dmm w Vs 1302
dpwr 3% th 7
dmn? 85006 ai cdc ph
" ’ n' o o " " ’ A ‘r‘ o ”u'mmm e L J TIERN r:l; " "1m. T ey ‘..{A rlJL " ""“ . .qu o ‘J\L“!"lLV“'!WLV‘J :' v.& o ol v e sl
V|!llv\]|r71]1lll|llrv[vvIl|r\YFYTVVV{f!Y![llYY{YYll]T!\\1¥||1]|l||]||!r[vl‘r1’||[ltivv11|1vl!i1II‘|||lv]IVII]TTYT1IIII]XI
220 200 180 160 140 120 i00 80 60 40 20 0 ppm
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Std Proton parameters

exp5 s2pul
SAMPLE

date Sep 21 2012
solvent coC13
file /export/home/~
cmc/vnmrsys/data/2~

0120921 _08.f14d

ACQUISITION

sfrg 399.756
tn Hi
at 2.5587
np 22480
sW 4395.6
Th not used
bs [}
tpwr 56
pw 7.5
dl 1.000
tof ~60.6
nt 32
ct 32
alock Y
gain not used
il n
in n
dp y

DISPLAY
sp -227.9
wp 4385.5
vs 12¢
sC 0
wC 240
hzmm 18.31
is 1807.35
rfl 228.0
rfp 0
th 11
ins 100.800
at cdc ph

DEC. & vT
dfrq 100.528
dn €13
dpwr 46
dof [}
dm nnn
dmm c
dmf 18500
PROCESSING
1b 6.10
wtfile
proc ft
n 65536
werr
wexp wft
wbs
wnt
e Raas s S S ‘[
9 8

@M O N
© o0 MM
NN DN
P T
N‘:LJGL':L'Ja

v

OEt

1.361
1.343
1.3286
1.308

Vi
k=

R s B e S e

4

et
10.08
21.24

Py e

T
0 ppm
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w o 0 0 fnd [ <Y1 o -t o mwoa - W0 o ™M wn
@ [ Y- —] © N o ] n o - o MN < < <t w W
Std Carbon experiment 2 SS9 = TN b Moo 8t ~ @~
N o 15 in s I3 8 53 NRR iy ® 33
expl Carbon - - - - LI L B Ll) U 7
SAMPLE SPECIALJ L LJ [J ’ LJ L\
date Sep 22 2012 temp not used
solvent cDC13 gain 20
file exp spin 20
ACQUISITION hst 0.008
sw 24096.4 pwlo 15.80¢0 OEt
at 1.300 alfa 10.000
gg 62674 i3 FLAGS
13200 n
bs 100 in n OEt
di 1.000 dp v
nt 2500 hs nn
ct 2500 PROCESSING
TRANSMITTER 1b 1.00
tn C13 fn 65536 o)
sfrg 100.529 DISPLAY N
tof 1027.4 sp -1519.8
tpwr 56 wp 24095.7 —N
pw 7.950 rfl 9260.4
DECOUPLER rfp 7739.9 S
dn HL rp 74.1
dof 0 1p -273.8
dm yyy PLOT
dmm W wC 250
dpwr 39 sc 0
dm¥ 9500 vs 1308
th 7
al cdc ph

r}‘III\|I‘1|I|II[[III[]I]Yl[ll‘!\‘[I]V'[\ll1ITIII]TTII]lY|I]Tvrl]llTl||lrl‘l\!!]l!l["ll!}[1I1I]TVI<[I[Il[!\!f{Ylv’[llll'll
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7.241

3.976
0.049

exp5 s2pul /JEQ:A/J
SAMPLE
date Sep 26 2012
solvent cDC13
file /export/home/~
cmc/vnmrsys/data/2~
0120926_08.fid
ACQUISITION dmm c
sfrq 399.756 dmf 18500
tn H1 PROCESSING
at 2.557 1b 6.10
np 22480 wtfile
sw 4395.6 proc ft
fb not used fn 655386
bs a
tpwr 56 werr N
pw 7.5 wexp wft o
dl 1.000 -wbs N
tof -60.6 wnt
nt 64 S
ct 40
alock
gain not used
FLAGS
it n
in n
dp y
DISPLAY
sp -206.4
wp 4385.5
vs 524
sc 0
wC 240
hzmm 18.31
is 7628.38
rfl 3106.7
rfp 28384.2
th 3
ins 100.000
ai cdc ph
4
‘\
- A &A#MA-N)WJLﬂw#~*J\« i JA~ i o e L 2 |
g o T ] T T i T | i T~ ‘ T _[ i o L _]_ T r F —T T  { f 1 =T T T ‘ T T T T | T ™
10 9 8 7 5 4 2 1 0 ppm
e Ega - B L
18.00 21.13 15.08
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m -4 2 wown W (] [ o O -]
[+ w o @ g n < m m -2 - N iod
Std Carbon experiment < e i oI & e o @ mage L3
o w ~ QO <t @ (2] e «Q NN o
expl Carbon = ° b4 pom 9 o ai =n| ~H N ™
SAMPLE SPECIAL I | | LJ ' ‘ |
date Sep 26 2012 temp not used
solvent CDC13 gain 20
file exp spin 20
ACQUISITION hst 0.008 |
sw 24086.4 pwio 15.900
at 1.300 alfa 10.000
np 62674 FLAGS |
b 13200 i1 n
bs 100 in n
dl 1.000 dp Y
nt 5800 hs nn
ct 5000 PROCESSING
TRANSMITTER 1b 1.00 0]
tn C13 fn 65536 N
sfrg 160.528 DISPLAY o
tof 1027.4 sp -1517.6 N
tpwr 56 wp 24095.7
7.950 rf1} 9258.2 S
DECOUPLER rfp 7739.9
n H1 rp 54.9
dof 8 1p -235.8
dm yyy PLOT
dmm W we 250
dpwr 33 sc 0
dmf 9500 vs 5503
th 8
ai cdc ph
i 1 ! | it & A
1 1 ¢li 44 l i FE ‘\ 4 i ¥ l“‘ A " v ‘;(y §
‘ ; 3 i i) ‘ MJ‘ e kit oo M LA Oy ; i b R I
x||1y|vyyyﬁx}rrnt[(rvlr\|1;*[I\lryll‘l¥|rrlliTTIT|v||&||lrx;lva]r7||[1lvxle|||r1!sllrr|1|4lc||11||11vvyxy\||xx11]||r1[7r
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