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TS1d: 16384

Nuts - j-2-47 ‘

USER: sioc -- DATE: Fri Mar 23 14:36:21 2007

LB: 0.0

OF1: 1850.8

NA: 8

PD:2.0 sec

SW1: 6173

PW: 10.2 usec

spect, CDCI3,
F1:300.132
EX: zg30

[F2: 1.000

>
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300 MHz, CDCI3
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75 MHz, CDCI3
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-- DATE: Mar 28 2007

USER:

PTS1d: 16384

Nuts - j-2-53

LB: 0.0

OF1: 1800.3

NA: 8

PD:1.0 sec

SW1: 4803

PW: 5.8 usec

[F2: 75.456

F1: 300.055
EX: s2pul

S4

300 MHz, CDCI3
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(1.99

/395

S 6 300 MHz, CDCI3

b 27
Nuts - $J-10-64_27Feb2009

USER.: -- DATE: Fe

_IPTSId: 16384

LB .

118026

_iNA:8

<OFl:

PD: 1.0 sec

ul

P

(EX:s2

. ;blank fine

3

. F1:300.055
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75 MHz, CDCI3
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USER:

-- DATE: Apr 102007

Nuts - $j-2-76-2 10Apr2007

PTS1d: 16384

LB: 0.0

OF1: 1803.2

NA: 8

PD:1.0_sec

SW1: 4803

PW: 5.8 usec

[F2: 75.456

F1:300.055
EX: s2pul

S 10 300MHz, CDCI3
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2006202J-10-76
F1: 100.599

EX: s2pul

USER; -- DATE: Mar 24 2009

PTS1d: 32768

Nuts - $2006202j10-76-c.fid

LB:2.0

OF1: 10561.6

NA: 624

PD: 1.0 sec

SW1:24510

PW: 7.3 usec

[F2: 400.037
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75 MHz, CDCI3
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75 MHz, CDCI3
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USER: -- DATE: Apr 17 2007

IPTS1d: 16384

Nuts - $j-2-82_17Apr2007

LB: 0.0

OF1: 1804.5

NA: 8

PD: 1.0 sec

SW1: 4803

PW: 5.8 usec

:blank line

[F2: 75.456

F1:300.055
EX: s2pul

S14 300 MHz, CDCI3
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150

USER: -- DATE: Jun 10 2009

|

PTS1d: 65536

Nuts - $¢-j-3-11.fid

LB:2.0

OF1: 10047.1

NA: 72

PD:2.0 sec

SW1: 30488

PW:4.5 usec

Std carbon;blank line
F1:100.494
EX: s2pul

[F2:399.618

S15

75 MHz, CDCI3
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-- DATE: Jun 24 2009

USER:

PTS1d: 16384

Nuts - $j-3-19_24Jun2009

LB: 0.0

OF1: 1803.7

NA: 16

PD: 1.0 sec

SW1: 4803

PW: 5.8 usec

;blank line

[F2: 75.456

F1:300.055
EX: s2pul

S16

300 MHz, CDCI3
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-- DATE: Jun 11 2009

USER:

PTS1d: 65536

Nuts - $j-3-19C.fid

OF1: 10047.3

NA: 272

ILB: 2.0

PD: 2.0 sec

30488

SW1:

PW: 4.5 usec

Std carbon:blank line
F1: 100.494
EX: s2pul

[F2:399.618

S17

75 MHz, CDCI3
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300 MHz, CDCI3
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-- DATE:

USER

[F2:75.456

"F1:300.055
s2pul

i-3-53-2 28May2007

WinNuts - §

63

‘OF1:1802.6

~NA: 8

sec_ .

PD: 1.0.

i
1

'PW: 5.8 usec

SW1: 4803
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300 MHz, CDCI3

- DATE: Jun 3 2007
WinNuts - $i-3-59 03Jun2007

USER:

PTS1d: 16384

LB: 0.0

OF1: 1804.0

INA: 16

\I
|

SW1: 4803
PW: 5.8 usec

: 1.0 sec

'
o
|

|F2: 75.456

2)

 F1:300.055

[

- EX:
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Pulse Sequence:
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75 MHz, CDCI3
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Nuts - $J-7-22 29Feb2008

USER: -- DATE: Feb 29 2008

PTSi1d; 16384

LB: 0.0

OF1: 1805.0

NA: 8

PD:1.0 sec

SW1:4803
PW: 5.8 usec

300 MHz, CDCI3

[F2: 75.456

1: 300.055
X: s2pul

lank line
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Pulse Sequence:
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S29 300 MHz CDCI3

USER:; -- DATE: Apr 22 2008
Nuts - $J-7-45-1 22Apr2008

PTS1d: 16384

T

LB: 0.0

OF1: 1804.6

NA: 32

SW1: 4803
PW:5.8 usec

[F2: 75.456

. F1:300.055

:blank line
| EX: s2pul
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S31 300 MHz, CDCI3
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USER: -- DATE: May 14 2008

PTS1d: 16384

Nuts - $J-7-53 _14May2008

OF1: 1807.9

NA: 32

PD: 1.0 sec

SWi1: 4803

PW: 5.8 usec

[F2: 75.456

-blank line

F1: 300.055
EX: s2pul
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300 MHz, CDCI3




s2pul

Pulse Sequence:
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- 300MHz,CDCI3

_:blank line

May 29 2008

USER: -- DATE:

PTS1d: 16384

l

Nuts - $J-7

-

-57_29May200

OF1: 1807.0

NA: 32

]

ILB: 0.0

PD: 1.0 sec

ISW1: 4803

’PW: 5.8 usec

[F2: 75.456

_F1: 300,055
EX: s2pul
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File:

S 36

i

75 MHz, CDCI3

jlllllllllllll|||I!ITIIIIIIIIIITII|1111|II\IIIIII[]III||ITJ]I||I|l!f||l|IIIIII\]\l|1|II(7TTTII[III|[|TI|!1{II|

20

40

60

80

100

120

140

160

180

200



Supplementary Material (ESI) for Organic and Biomolecular Chemistry Thisjournatis-©-+Fhe-Reyal-Society of Chemjstry 2009

PPM

Nuts - J-7-50 |

: Apr 14 2008
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0
USER: -- DATE
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v
i

(S

(Rfo
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IPD: 1.0 _sec

SW1: 4695
PW: 4.0 usec

l

F1:300.029

EX: s2pul
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Pulse Sequence:
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USER: -- DATE: Apr 23 2009

:blank line

Nuts - $J-9-94 23Apr2009

PTS1d: 16384

LB: 0.0

OF1: 1807.7

NA: 32

PD:1.0 sec

SW1: 4803

PW:5.8 usec

1F2: 75.456

F1:300.055
EX: s2pul
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____OF1:18
NA: 32
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USER: -- DATE: Apr 27 2009
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S 45 300 MHz, CD2C12

__ Nuts - $J-11-13_14Jan2009

PPM

~-DATE: Jan 14 2009

1
1

SER:

SRR ¢
‘PTS1d: 16384

_LB: 0.0

_OFL:17747

‘NA:32

PD:10 _sec

| SW1: 4803

_ 'PW:5.8 usec




Supplementary Material (ESI) for Organic and Biomolecular Chemistry This journal is © The Royal Society of Chemistry 2009
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USER: -- DATE: Jan 14 2009

PTS1d: 65536

Nuts - $J-11-13C.fid

OF1:11138.3

NA: 256

LB: 2.0

I
|

SW1: 28409

{PD: 1.0 sec

PW:4.5 usec

[F2:399.610

STANDARD 1H OBSERVE - profile

F1:100.493
EX: s2pul

S 46 75 MHz, CD2CI2
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300 MHz, CDCI3

PPM

USER: -- DATE: Apr 27 2009

PTS1d: 16384

Nuts - $J-9-95 27Apr2009

i - —

LB: 0.0

IOF 1: 1805.2

INA: 32

PD: 1.0 sec

SW1: 4803

PW: 5.8 usec

[F2: 75.456

F1:300.055
EX: s2pul

_:blank line
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Software Version: 4.1<2F12>

Date: 08-12-1 10:26

Sample Name : J-9-97+/-

Data File : D:\YZR\YZR 364A.RAW Date: 08-12-1 9:53

Sequence File: D:\YZR\YZR.SEQ Cycle: 1 Channel : A

Instrument : 970A - 0 Rack/Vial: 0/0 Operator: YZR-1

Sample Amount : 1.0000 Dilution Factor : 1.00

i

400

XL 200

i anmm

R

, F::>qzn9

100 )
HH“HHHH“H”HH“HWHH“HWHH“H”HH“HWHH“H”HH“HWHH“HWHH“HHHH“HWHH“HWHHHH”HH“HWHH“HWHH“H
0 2 a 6 8 10 12 14 1? . 18 20 22 24 26 28 30
DEFAULT REPORT
Peak Time Area Height Area BL
# [min] [uv*sec] [uv] (%]

1 22.192 1441700.00 54910.06 7.77 BB

2 24,189 298673.98 10564.73 1.61 BV

3 25.281 11912660.02 362400.37 64.16 VB

4 27.366 4913121.00 145237.02 26.46 BB

18566155.00 573112.18 100.00 0 4yﬂ“5
. ~ V/;
AN ’
” TN e
T™S
/ ™
H // AN
Y i dure of 48 & &l
C (aR) (as)C X i LA e
AcO:,,. H AcO
Aco L. AcO "
48

Mixture of 48 and 51
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Software Version: 4.1<2F12>

Date: 08-12-1 13:09

Sample Name : J-9-96

Data File : D:\YZR\YZR 365.RAW  Date: 08-12-1 10:28
Sequence File: D:\YZR\YZR.SEQ Cycle: 1 Channel : A
Instrument : 970A - 0 Rack/Vial: 0/0 Operator: YZR-1

Sample Amount : 1.0000 Dilution Factor : 1.00
8005%
EJsooég
% 400€§
o —]
E S 2 5
200—] Y ¥ a 2
I
HHUH”HH“HHHHUH”HHMHWHHNHWHHMHWHH“HWHHWHWHHUH”HHMHwHH“H”HHUHWHH“H”HH“HWHH“HH
0 2 4 6 8 10 12 14 [ 1? 18 20 22 24 26 28
Time [min]
DEFAULT REPORT
™S
X
X
Peak Time Area Height Area BL N r”
# [min] [uv*sec] [uv] [%] . (as)¢
““““““““““““““““““““““““““““““““““““““““““““““““““““““ AcO.,,. H
22.068 1953273.00 73934.28 6.15 BB Aco )
24.026  790348.99 27932.54 2.49 BV 48

27.151 1637610.62 47480.17 5.16 VE M/
28.092 62753.00 1372.30 0.20 EB

31740896.00 1.03e+06 100.00 i

1
2
3 25.104 27296910.39 880160.28 86.00 VV uﬂ
4
5
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Software Version: 4.1<2F12>

Date: 08-12-1 13:07

Sample Name : J-9-95

Data File : D:\YZR\YZR 366.RAW Date: 08-12-1 11:02

Sequence File: D:\YZR\YZR.SEQ Cycle: 1 Channel : A

Instrument : 970A - 0 Rack/vVial: 0/0 Operator: YZR-1

Sample Amount : 1.0000 Dilution Factor : 1.00

250—
g“zoo;:
E 150—|
100—
MWHHWHUHWHWHHWHUHWMWHHUW“HWHWHH“mUHWHWHHUHWHWHMHHUHWM”HHUWMHWHMHH“WNHWHMHH
0 2 4 6 8 0 12 14 16[ ?8 20 22 24 26 28 30 32
Tirme [min
DEFAULT REPORT
TMS
/
Peak Time Area Height Area BL H‘f7
# [min] [uv*sec] [uv] (%) é (@R
1 19.410 27773.00 1293.81 0.34 *BB M&“(ﬁ*‘m
2 21.475 868533.00 34573.98 10.71 BB Ao
3 23.337 4247.82 195.07 0.05 BV
4 24,566 1816865.68 61555.86 22.40 VB <&
5 26.355 5331134.06 164993.55 65.73 BV &
6 28.642 9483.94 132.20 0.12 VB
7 31.068 52902.50 1526.47 0.65 BB
"""""""""""""""""""""""""""""""""""""" U L
8110940.00 264270.94 100.00 P
obe 4 gl D1 u? .
A : ¢ = - . Yy
L G va \7/3 L # a f ( = - T T . G * ;"
i&‘ " (L
2 6% \





