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STANDARD 1H OBSERVE J-W
8

Solvent: CDCL3
Ambient temperature
Sample #36
File: 3601
Queue name May24a
DATE May 24 98
INOVA-300 “athos"

PULSE SEQUENCE

Relax. delay 3.300 sec
Pulse 50.0 degrees
Acq. time 3.641 sec
Width 4499.9 Hz

16 repetitions
OBSERVE H1, 299.8458793 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 1 minutes
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ogi43
13C OBSERVE

Solvent: CDCL3
Ambient temperature
Sample #2
File: 201
Queua name May24b
DATE May 24 99
INOVA~300 *"athos"

PULSE SEQUENCE

Pulse 45.0 degrees

Acq. time 1.638 sec

Width 20000.0 Hz : gTanes
544 repetitions

OBSERVE Cl13, 75.3963141 MHz

DECOUPLE H1, 299.8473785 MHz A Ma
Power 40 dB Q’ ° 2 v ls
continuously on /«
WALTZ-16 modulated 7?.
DATA PROCESSING /N
Line broadening 1.0 Hz ~ o
PT size 65536 in
Total time 14 minutes " ©
@ I
Lo W
N
o b
S w T9gad
@ M o o [ B
o B W wmonoy A
R REER
- m u - AQA- nom b
8 L7933 2
© Enl L
n
™
-
«
g3
-,
.
~ 10
= B
hd
r~
o
©
n
(= m o w =
n © <+ m
T gnag g 85 [&d
n o N - o . -
. o @ o N
~ ~ o~ W uw noa

46.168
13.692

138.828
18.277

%

%{? g z% kA %%%% s “% i
i LI I At ‘—\ TOTTET TATTTT [ Jwﬁlsﬂ [ S A R R S B | _ T T 1T U 1T i T
220 200 180 160 L_o 120 100 80 60 40 20 0 -20 ppm

Wi % s e A i R A
T

qﬁ‘,A_.,_l_\Jig,g,,_,,;4A____,_.__Alﬂ,Jiqaﬂ_,*,__gﬁi__;_N__ﬁ_ﬂqqH_,ﬁg,__,_;,.V,,




Electronic Supplementary Material (ESI) for Organic & Biomolecular Cherﬁistry

This journal is © The Royal Society of Chemistry 2012

2 o Jf
STANDARD 1H OBSERVE zmu\\ A ) M*

Solvent: CDCL3
Ambient temperature
Sample #9

File: 501

Queue name Jun2da
DATE Jun 24 99
INOVA-~300 ‘"athos"

PULSE SEQUENCE

Relax. delay 3.300 sec
Pulse 90.0 degrees
Acg. time 3.641 sec
Width 4499.9 Hz

16 repetitions
OBSERVE H1, 299.8459075 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT aize 65536

Total time 1 minutea
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13C OBSERVE

L y N
Solvent: CDCL3 '
Ambient temperature

Sample #13

File: 1301

Queue name Jun28b

DATE Jun 28 99

INOVA~300 “athos”

PULSE SEQUENCE

Pulse 45.0 degrees

Acq. time 1.638 sec

Width 20000.0 Hz

1024 repetitions

OBSERVE Cl3, 75.3963141 Mz
DECOUPLE H1, 299.8473785 MHz
Power 40 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 1.0 Hz
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Naresh Kumax
NE~498
CDCL3

"Inova 400(R8S)
Aramis
Proton 400MHz
03.10.00
283

Solvent: cdcl3d
Ambient temperatuxe
User: 1-12-87

File: 283

DATE Oct 3 2000
INOVA-30C0 "athoas®

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees
Acqg. time 3.998 smec

width 5602.2 Hz
16 repetitions E \4
OBSERVE M1, 399.9584367 MHz . N Qs
DATA PROCESSING ~

FT size 65536 oM ¢

Total time 2 minutes ‘/\U/>\/
Ma

Integral Scale = 3500.0
Vextical Scale = 200.0 — (‘L
.
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nk-291
STANDARD 1H OBSERVE )

Bolvent: CDCL3
Ambient temperature
Sample #3

File: 302

Queue name Junllb
DATE Jun 10 99
INOVA-300 "athos"

PULSE SEQUENCE
Pulse 45.0 degrees
Acg. time 1.638 =mec

Width 20000.0 Hz ?F
784 repetitions \ﬂw_
OBSERVE €13, 75.3863141 MHz ~ 1\

DECOUPLE H1, 299.8473785 MHz so -

Power 40 dB -

continuously on 5\,%

WALTZ-16 mcdulated \
DATA PROCESSING a -~ o J
Line broadening 1.0 Hz

FT size 65536
Total time 21 minutes
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Naresh RKumar
cdell
NR-364
Unity 500(IP)
d H~1
5 mm Nalorac probe
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nk-369-1 ptreTs
STANDARD 1H OBSERVE B

Solvent: CDCL3
Ambient temperature
Sample #26

File: 2601

Queue name SeplSa
DATE Sep 15 98
INOVA~300 *™athoa®

PULSE SEQUENCE

Relax. delay 3.300 sec
Pulse 30.0 degrees
Acq. time 3.641 sec
Width 4499.5 Hz

16 repetitions
OBSERVE H1, 295.8459091 MH=z
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 1 minutes

P - - - — - P —_ —
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5.14 28.69 -0.03 0.24 160.00
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nk-460 zldehyde
13C OBSERVE
e ©

)

Solvent: CDCL3
Ambient temperature
Sample #39
File: 3501
Queue name May25a
DATE May 25 00
INOVA-300 ‘“athos*®

PULSE SEQUENCE

Pulse 45.0 degrees

Acqg. time 1.638 mec

Width 20000.0 Hz

1024 repetitions

OBSERVE Cl13, 75.3963141 MHz

DECOUPLE H1, 299.8473785 Motz e <
Powar 40 dB AN L\ o
continuocusly on .
WALTZ-16 modulated Q
DATA PROCESSING Y & WAL
Line broadening 1.0 Ez - -

FT size 65536 W /s W v \¥

Total time 27 minutesn
[t

129.381
127.058
77.357
76.936
76.903
76.515

128.240

79.388
54.651

51.575

38.024
34.042
30.642
29.145
27.607
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19.569
13.749
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142.826
137.265
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N Rumar

NK-405 B

cdcl3

H1

196

5 mm PFG triple probe
Unity 500(PJK)
21-12-99

Solvent: cdcl3
User: 1-15-87
File: 196

DATE Dec 21 99
INOVA-300 "athos"

PULSE SEQUENCE

width 7000.4 Hz
16 repetitions

DATA PROCESSING

¥T size 65536
Total time 2 minutes
PLOTTING SCALE

Spectrum Number = 1.0
Vertical Scale = 200.0

integral Scale = B00.0
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Ambient temperature T
Relax. delay 5.000 sec
Pulse 101.4 degrees
Acqg. time 4.000 sec
OBSERVE H1, 495.8462700 MHz
Line broadening 0.3 Hz
Vertical Scale 200.0
Integral Scale 800.0
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N Kumar

NK-4053

cdel3

H1

171

5 mm PFG triple probe
Unity 500(PJK)
14-12-88

Integral Scale = 1000.0

Vertical Scale = 400.0
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N Kumaxr

NK-405A

cdcl3

171¢

Nalorac 5 mm BB prcbe
Unity 500(PJK)
06-01-00

Solvent: cdcl3
Ambient temperature
User: 1-15-87

File: 171

DATE Jan 6 00
INOVA-300 ‘“athos™

PULSE SEQUENCE
Pulse 54.0 degrees
Acg. time 1.005 sec
Width 30007.5 Hz
54511 repetiticns

OBSERVE €13, 125.6864445 MEz
DECOUPLE H1, 499.8480247 MHxz

Power 37 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 65536
Total time 15.2 hours
PLOTTING SCALE
Vertical Scale 200.0
Integral Scale 8000.0

Vertical Scale = 200.0
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N Rumar -

NKR-401 o ..M .
cdel3 o ~ ~\\0 i3 1
pesd . = \ _m o S ®

170 \ Ao /& i

5 mm PFG triple probe [

Unity 500(PJK)

21-12-39

Solvent: cdcl3d
Ambient temperature
User: 1-15-87

File: 170

DATE Dec 21 98
INOVA~-300 “athos"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 101.4 degrees

Acq. time 4.000 sec

Width 7000.4 Hz

16 repetitions

OBSERVE H1, 499.8462700 MHz
DATA PROCESSING

Line broadening 0.3 Hz

FT gize 65536

Total time 2 minutes e laf
PLOTTING SCALE {n ~ua
Vertical Scale 200.0 -
Integral Scale 1500.0 S\)h =
\ G o 1as é NN
\ AL <
= 7 P >0’y
= 0 J W
s
- 9
Mo ~
o

Spectrum Number = 1.0

[I——— — [
9.83 -0.09

Vertical Scale = 200.0 — . I .v l\f’ [\l 1|\. A!\...v - - :l\ \Lf\/ R
integral Scale = 1500.0 I
g | % I A }L?( b EC ﬁ(\?flgﬁ\ BT h
—
4.49
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N Kumar

NK~-401

cdel3

170¢c

Nalorac 5 mm BB probe
Unity 500(PJK)
21-12-99

Solvent: cdcl3
Ambient temperature
User: 1-15-87

File: 170

DATE Dec 21 99
INOVA-300 *athos"

PULSE SEQUENCE
Pulse 54.0 degrses
Acqg. time 1.005 sec
Width 30007.5 Hz

52174 repetitions

OBSERVE €13, 125.6864464 Mz A Tor
DECOUPLE H1, 499.8480247 MEz S
Power 37 4B P

: "y =
continuously on “1 hﬂ
WALTZ-16 modulated 9 0 VH/\/\/ Mg
'

DATA PROCESSING — ) W =
Line broadening 3.0 Hz - 3 \ W
FT size 65536 Mo
Total time 14.6 hours M
PLOTTING SCALE ? aQ
Vertical Scale 200.0 .q_
Integral Scale B8000.0

—

Vertical Scale = 200.0 C

|V US RN 1 0 AU SN VOO | R0 U .01 P 11 1Y N A




Naresh Kumar

NE-441 ﬂ
cdel3 .

\.
Unity 500(IP) T et ¢

dard H-1 ers jod e m_ lx , R B "
g o

5 mm Nalorac probe _/ \MN O N - .

11.04.00 N 1 it

588

Solvent: cdel3
Ambient temperature
User: 1-15-87

File: 588

UNITY-500 “pfred”

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 162.2 degrees
Acqg. time 4.000 sec
Width 7000.4 Hz

16 repetitions

OBSERVE H1l, 499.8462700 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 2 minutes
PLOTTING SCALE
Vertical Scale 200.0
Integral Scale 3000.0

vs = 200.0

Is = 3000.0
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N Kumar

NR-453

edell

HL

703

5 mm PFG triple probe
Unity 500 (PJK)
08~05-00

Solvent: cdcl3
Ambient temperature
User: 1-15-87
File: 703

DATE May B8 00
INOVA~300 “athos"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 101.4 degrees
Acq. time 4.000 sec
width 7000.4 Hz

16 repetitions
OBSERVE H1l, 485.8462703 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 2 minutes
PLOTTING SCALE
Vertical Scale 200.0
Integral Scale 3000.0

Spectxum Number = 1.0
Vertical Scale = 200.0

integral Scale = 3000.0
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N Kumar

NK-466

edelld

H1

785

5 mm PFG triple pxobe
Unity 500(PJK)
06-06-00

Solvent: cdcl3
Ambient temperature
User: 1-15-87
File: 785

DATE Jun 6 00
INOVA~300 “athos®

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulgse 101.4 degrees
Acq. time 4.000 sec
Width 7000.4 Hz

16 repetitions

OBSERVE H1, 495.8462700 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 2 minutes
PLOTTING SCALHE

Vertical Scale 200.0
Integral Scale 1000.0

\ -
/
_ /
—_ . /
| \ — \\\ ) \:
Spectrum Number = 1.0 \ \\\ - — "
Vertical Scale = 200.0 |\\\ " —_— -— _ \ IK K .\\ ~ \»I\\
integral Scale = 1000.0 _ i,z }
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nk-411
13C OBSERVE

Solvent: CDCL3
Ambient temperature
Sample #4

File: 401

Queue name Declla
DATE Dec 11 99
INOVA-300 "athos"

PULSE SEQUENCE
Pulse 45.0 degrees
Acg. time 1.638 sec
Width 20000.0 Hz
4096 repetitions

OBSERVE C13, 75.3963141 MHz
DECOUPLE K1, 299.8473785 MHz Qso W
Power 40 dB

continuously on
WALTZ-16 modulated
DATA PROCESESING

76.918
76.499
29.888
27.631
26.190

77.348
T\

=

.
s
3

Line broadening 1.0 Hz CN m
FT size 65536 ~ =g -
Total time 111 minutes na m a9

o - b
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~ . LN o o 5o = -« G, na g ®H Mmoo g
-« w o A 46O Q LA s LA
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Naresh Kumar
NK-492 IT
cpell
Unity500 (IF)
dard H-1
5 mm PFG triple probe
18.08.00
lis

Solvent: cdcld
Ambient temperature
User: 1-15-87
File: 118

DATE Aug 18 00
INOVA-300 “athos"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 101.4 degrees
Acg. time 4.000 sec
wWidth 7000.4 Hz

16 repetitions
OBSERVE H1l, 499.8462700 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 2 minutes

¢n0

Integral Scale = 500.0 { \ \
Vertical Scale = 200.0 ; i

L
l?

o

i

\

Mot

[ T I T ‘I< 1 T T T T T T T 1 T 1 1 T T 1 T w\‘ﬂirl_r}w.l:lxﬂ‘wl A A . i T — L T 7 T T T [ T T
9 8 7 6 5 4 3 2 1 0 ppm
. ' T s S L 1 —— . =l L ot [ S T J L Tt -
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Naresh Rumaxr

MK~-492 II

cdel3

Unity 500(IP)

Naloxac 5 mm BB probe
18-08-00

1lsc

Solvent: cdcl3

Ambient temperature
User: 1-15-87 N“N &
File: 118
DATE Aug 18 00
INOVA-300 *“athos”

PULSE SEQUENCE

Pulse 54.0 degrees

Acq. time 1.092 mec

Width 30007.5 Hz

52801 repetitions

OBSERVE C1l3, 125.6864381 Mz
DECOUPLE H1, 499.8480247 MHz
Power 37 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 3.0 Hz
FT size 65536
Total time 16.0 hours

29.754 e
28.324
29.098
27.765
26,315

129.434
128.246
127.525

77.065)
6.811

328
77.321

127
fa

75.230

127.263
54.685

41.629
41.388 72
38.98Qp
31.145
25.222
21.543
19.678

18.578

38.890
13.937

38.321
33.666

80.450
80.388
78.566
72.942
72,621
42.933
30.176
30.052 ¢

13.878
10.498

10.105

142.722
139.080
137.440
80.745 )
72.301 »

.147

119

Vertical Scale = 200.0
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Chris Moore
CGM01/078
cDnel3
Unity 500(JF)
d H-1
5 mm PFG triple probe
18.12.02
1202016

Solvent: cdel3
Ambient temperature
Usex: 1-15-87

File: 1202016

DATE Dec 18 2002
INOVA-300 "“solids”

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 105.4 degrees
Acg. time 2.340 sec
Width 7000.4 Hz

16 repetitions

OBSERVE H1l, 495.8462718 MHz
DATA PROCESSING

Line broadening 0.3 Hz
FT size 65536

Total time 1 minutes

— — el A A —
| }( / s \% !
i N L_,\ :fl; I e L% :f;g\r\ y Tl L
| S B T i T T T T I T T T I T T T T T T T T I T T T T T T T T T ] T T T T T T T 7
8 7 6 3 2 1 -0 ppm
S S— L —— , L . (- . y ; L .
1.78 5.92 26.43
25 44.36 12.26
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PR 2w
b %

o NN
O Germay Q’ . -

0G266

cdcl3 (
Inova 400(RS)

Aramisg

Proton 400MHzZ

14.12.99

173

Integral Scale = 2500.0

Vertical Scale = 200.0 —— - _ [ _ — — / s
| {
v éa A A N ;?f P L W »
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9 7 6 5 4 3 1 0 ppm
j— J"._IllJ ) _I|‘1|_ L - ] 1 T ] T d L T 4 T T I T F|_|L
0.43 0.20 0.19 0.08 2.08 0.00
1.20 0.21 0.29 0.22 0.31
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O Germay
oG717

cdecl3

Inova 400(RS)
Aramis

Proton 400MHzZ
30.04.01

162

Pulse Sequence: sZpul

Solvent: cdcl3
Ambient temperature
User: 1-12-87

File: 162-30-04~0G-RS
INOVA-400 “axamis™

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees

Acqg. time 3.994 sec

Width 4406.3 Hz

16 repetitions

OBSERVE H1, 399.9584367 MHz

DATA PROCESSING
Line broadening 0.2 Hz Wﬂ
FT size 65536 ~

Total time 2 min, 24 sec

Integral Scale = 4000.0 4 S

Vertical Scale = 200.0

1

s
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O Germay
oG819

cdel3

Inova 400(RS)
Aramis

Proton 400MHZ
25.07.01

522

Pulge Sequenca: s2pul

Solvent: cdcl3
Anmbient temperature
User: 1-12-87

File: 522-25-07-0G-RS
INOVA-400 "aramis"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees

Acq. time 4.006 sec
width 4001.6 Hz

16 repetitions "
OBSERVE H1, 399.9584362 MHzZ
DATA PROCESSING

Line broadening 0.2 Hz
FT size 65536

Total time 2 min, 24 sec

Integral Scale = 45000.0

Vertical Scale = 200.0
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O Germay

[ole: 18]

cdcl3

Inova 400(RS}
Aramis

13c ilo0MHzZ
26.07.01

522c

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
File: 522¢-26-07-0G-RS

INOVA-400 "aramis”

PULSE SEQUENCE

Pulge 36.0 degrees

Acg. time 1.311 sec

Width 25000.0 Hz

10433 repetitions

OBSERVE €13, 100.5696308 MHz
DECOUPLE H1, 399.8597749 Mz
Power 38 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total time 36 hr, 15

39 min, sec

128.481
128.140

174.099
135.878

179.121
155.178

128.117

77.357
77.243

80.452

z
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45.114

68.890
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14.131
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Chris Moore
CGMO1/081
cnCl3
tnity S00{JF)
dard H-1 £
5 mm PFG triple probe
18.12.02
1202017

Solvent: cdcl3
Ambient temperature
User: 1-15-87

File: 1202017

DATE Dec 19 2002
INOVA-300 ‘“solids”

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 105.4 degrees
Acq. time 2.340 sec
width 7000.4 Hz

16 repetitions

OBSERVE H1, 499.8462716 MHz

DATA PROCESSING

Line broadening 0.3 Hz
BT size 65536

Total time 1 minutes

.\&Mf\q at

W

5.76

8.50

ppm



Electronic Supplementairy Material (ESI) for Organic & Biomolecular Chemistry

This journal is © The Royal Society of Chemistry 2012

Naresh Kumar
NR-573-10mg
edel3

Inova 400(IP)
Aramis
Proton 400MHz
29-01-01

851

Pulse Sequence: sZpul

Solvent: cdcl3
Ambient temperature
User: 1~12-87

File:; 851-29-01~NR~IP
INOVA-400 “arxamis"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees

Acg. time 3.998 sec

width 5602.2 Hz

32 repetitions

OBSERVE H1, 399.95843735 MHz
DATA PROCESSING

FT size 65536

Total time 4 min, 48 sec

g?rao&”ofﬂ\r&r B\glms




0: Germay
oG 583
=del3

.Inova 400(IP)
Aramis
Proton 400MHz
13.02.01

Pulse Sequence: s2pul

Solvent: cdcl3
Ambient temperature
Usexr: 1-12-87
INOVA-400 “aramis”

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees

Acq. time 3.998 sec

Width 5602.2 Hz

64 repetitions

OBSERVE H1l, 399.9584381 MHz
DATA PROCESSING

FT gize 65536

Total time 9 min, 36 sec

N,O«\,Crhfn g?PT«.fzﬁ»&.\n )v()?,)

Ab

~

Qme M,

&r

e
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Andrew Balnaves

Panamycin 607 Natural (Isclated)
Acetone-D§

Inova 400 (RS)

Aramis

Proton 400MHz

11.04.01

129

Solvent: acetone
Ambjent temperature
User: 1-12-87

File: 129

DATE Apr 11 2001
INOVA-300 "athos"

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulse 36.0 degrees

Acg. time 4.000 sec

Width 6000.6 Hz

32 repetitions

OBSERVE H1, 399.9605218 MHz
DATA PROCESSING

¥T size 65536

Total time 4 minutes

D%fr}-NJ

! Lo\
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Andrew Balnaves
Panamycin 607 Synthetic
Acetone-~D6

Inova 400(RS)

Axamis

Proton 400MHz

11.04.01

128

Pulse Sequence: s2pul

Solvent: acetone
aAmbient temperature
User: 1-12-87

File: 128-11-04~AB-RS
INOVA-400 raramis®

PULSE SEQUENCE

Relax. delay 5.000 sec
Pulge 36.0 degrees

Acq. time 4.000 sec

Width 6000.6 Hz

32 repetitions

OBSERVE H1, 399.9605218 MHz
DATA PROCESSING

FT size 65536

Total time 4 min, 48 sec NO OJ —

ﬁ&ir«? perm e e .

Vertical scale = 1000.0 ] o f /Lf i@ ) fL a&_gi, s
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Paul Evans
Panamycin 607 940 (D)
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Current Data Parameters

NAME Febl5-2001-ser
EXPNO 50
PROCNO 1

F2 - Acquisition Parameters
Date__ 20010216

Time 16.02
INSTRUM spect
PROBHD 5 mm Dual 13
PULPROG zgpg30

D 65536
SOLVENT Aceton

NS 38000

DS 2

SWH 29411.766 Hz
FIDRES 0.448788 Hz
AQ 1.1141620 sec
RG 32768 .
DW 17.000 usec
DE 21.25 usec
TE 300.0 K
HL1 1 dB
D1 5.00000000 sec
CPDPRG waltzl6

P31 82.00 usec
s4 18 dB
D11 0.03000000 sec
S2 18 dB
Pl 7.80 usec
SFO1 125.7728844 MHz
NUCLEUS 13¢C

F2 — Processing parameters
SI 32768

SF 125.7590981 MHz
WDW EM

SSB 0

LB 3.00 Hz
GB 0

PC 1.40

1D NMR plot parameters

X 20.00 cm
F1P 33.862 ppm
Fl 4258.44 Hz
F2P 12.079 ppm
F2 1518.98 Hz
PPMCM 1.08917 ppm/cm
HZCM 136.97289 Hz/cm




