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1. General remarks

'H NMR and. *3C NMR spectra were recorded in CDCl3 (300 MHz for *H NMR and
75 MHz for. 13C NMR, respectively) with tetramethylsilane as the internal reference
on Bruker Advance 300 FT spectrometer. Chemical shifts were reported in parts per
million. Mass spectra (MS) were measured by ESI. CDClz were used as delivered
from Sigma-Aldrich. Silica gel (70-230 mesh) was used for flash column
chromatography. All the reactions were monitored by TLC using 0.25 mm silica gel
plates (Merck 60F254) with UV indicator. The microwave-assisted reaction time is
the hold time at the final temperature. Unless otherwise noted, other reagents were
obtained from commercial suppliers and used without further purification.
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2. General Procedure for the Smiles Rearrangement for the Synthesis

of Diarylamines (3)

To a magnetically stirred solution of the appropriate arylamine 2 (1.0 mmol) and
Cs2C0Oz (3.2 mmol) in dry DMF cooled by ice bath were added chloroacetyl chloride
(2.2 mmol) and substituted phenol 1 (1.0 mmol). The reaction mixture was then
stirred for 30 min at room temperature and placed into microwave oven (600W, 150
°C) and irradiated for 30-80 min. The solvent was removed under vacuum and water
(20 mL) was added into the residue. The mixture was then extracted by ethyl acetate
(4 x 30 mL). The combined organic layers were dried over anhydrous MgSO4 and
evaporated under vacuum to give the crude product. Pure product was obtained by
column chromatography on silica gel.

3. Synthesis and analytical data of (3a-u)

H
SRS
H,CO
CHj

Scheme S1. N-(4-Methoxyphenyl)-3-methylbenzenamine 3a.!

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a gray solid. Mp 72-75 °C (lit.1 75-76 °C). *H
NMR (300 MHz, CDCl3): 6 2.28 (s, 3H; CHs3), 3.80 (s, 3H; OCHBa), 5.45 (s, br, 1H;
NH), 6.64-7.24 (m, 8H; ArH) ppm. 3C NMR (75 MHz, CDCls): § 21.5 (CHg3), 55.6
(OCHg), 112.8 (CH), 114.2 (CH), 114.6 (CH), 116.3 (CH), 120.5 (CH), 122.2 (CH),
129.1 (CH), 135.9 (C), 139.1 (C), 145.1 (C), 155.2 (C) ppm.

@“@

Scheme S2. 3-Methyl-N-phenylbenzenamine 3b.?

Following the general procedure, the crude product was purified over a silica gel
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column using petroleum ether to give a yellow liquid. *"H NMR (300 MHz, CDCls): &
2.29 (s, 3H; CHs), 5.58 (s, 1H; NH), 6.85-7.28 (m, 9H; ArH) ppm. *C NMR (75
MHz, CDClz): 6 20.7 (CH3), 116.8 (CH), 117.8 (CH), 118.9 (CH), 120.2 (CH), 120.9
(CH), 129.3 (CH), 129.8 (CH), 130.9 (CH), 140.2 (C), 143.9 (C) ppm.

CHs
SAGH
Scheme S3. 3-Methyl-N-o-tolylbenzenamine 3c.?

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a yellow liquid. *tH NMR (300 MHz, CDCls): §
2.22 (s, 3H; CHa), 2.28 (s, 3H; CHz3), 5.29 (s, br, 1H; NH), 6.69-7.23 (m, 9H; ArH)
ppm. 2C NMR (75 MHz, CDCls): & 17.8 (CHs), 21.45 (CHs), 114.5 (CH), 118.1

(CH), 118.8 (CH), 121.3 (CH), 121.8 (CH), 126.7 (CH), 128.1 (C), 129.1 (CH), 130.8
(CH), 139.1 (C), 141.2 (C), 143.8 (C) ppm.

H
; N ;
CHj; CHj;

Scheme S4. dim-Tolylamine 3d.*

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a colorless liquid. *H NMR (300 MHz, CDCls):
8 2.25 (s, 6H; CH3), 5.46 (s, br, 1H; NH), 6.69 (d, J = 7.2 Hz, 2H; ArH), 6.79-6.83 (m,

4H; ArH), 7.07-7.12 (m, 2H; ArH). ppm. *C NMR (75 MHz, CDCls): & 21.4 (CHa),
114.8 (CH), 118.5 (CH), 121.6 (CH), 129.0 (CH), 139.0 (C), 143.1 (C) ppm.

H
Ioh®
O,N
CH;

Scheme S5. 3-Methyl-N-(4-nitrophenyl)benzenamine 3e.

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 130-133 °C.'H NMR (300
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MHz, CDCls): & 2.37 (s, 3H; CHs), 6.29 (s, br, 1H; NH), 6.92 (d, J = 8.7 Hz, 2H;
ArH), 6.97-7.02 (m, 3H; ArH), 7.25-7.27 (m, 1H, ArH), 8.11 (d, J = 8.5 Hz, 2H; ArH)
ppm. 13C NMR (75 MHz, CDCls): & 21.4 (CHs), 113.6 (CH), 119.0 (CH), 122.6 (CH),
125.5 (CH), 126.2 (CH), 129.5 (C), 139.4 (C), 139.6 (C), 139.7 (C), 150.3 (C) ppm.
MS (ESI, m/z)(%): 229 (8) [M+1], 212 (57), 182 (74), 167 (100).

H

L
H,CO CH

Scheme S6. N-(4-Methoxyphenyl)-4-methylbenzenamine 3f.°

3

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a gray solid. Mp 80-82 °C (lit.>82°C). 'H NMR
(300 MHz, CDCls): 6 2.27 (s, 3H; CHs), 3.78 (s, 3H; OCHa), 5.38 (s, br, 1H; NH),
6.83-6.85 (m, 4H; ArH), 7.00-7.04 (m, 4H; ArH) ppm. **C NMR (75 MHz, CDCls): &
20.5 (CHa), 55.6 (OCHg), 114.6 (CH), 116.5 (CH), 121.1 (CH), 129.3 (C), 129.8 (CH),
136.6 (C), 142.4 (C), 154.7 (C) ppm.

saol

Scheme S7. 4-Methyl-N-phenylbenzenamine 3g.°

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a white solid. Mp 85-87 °C (lit.° 87 °C). H
NMR (300 MHz, CDCls): 6 2.24 (s, 3H; CHa), 5.49 (s, br, 1H; NH), 6.54-7.22 (m, 9H;
ArH) ppm.

CHs |,
ﬁj L
CH

Scheme S8. 4-Methyl-N-o-tolylbenzenamine 3h.’

3

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a yellow viscous oil. *H NMR (300 MHz,
CDCl3): 6 2.25 (s, 3H; CHs3), 2.30 (s, 3H; CH3), 5.29 (s, br, 1H; NH), 6.85-6.95 (m,
3H; ArH), 7.06-7.24 (m, 5H; ArH) ppm. *3C NMR (75 MHz, CDCls): § 17.8 (CHs),
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20.6 (CHs), 117.2 (CH), 118.6 (CH), 121.0 (CH), 126.7 (CH), 126.9 (C), 129.8 (CH),
130.4 (C), 130.8 (CH), 141.0 (C), 142.0 (C) ppm.

H
L
CH,
CH;

Scheme S8. 4-Methyl-N-m-tolylbenzenamine 3i.®

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a yellow viscous oil. *H NMR (300 MHz,
CDCla3): 6 2.27 (d, 6H; CH3), 5.49 (s, br, 1H; NH), 6.68 (d, J = 7.2 Hz, 1H; ArH), 6.80
-7.21 (m, 7H; ArH) ppm. *¥C NMR (75 MHz, CDCls): & 20.6 (CHs), 21.5 (CHs),
113.9 (CH), 117.5 (CH), 118.8 (CH), 121.1 (CH), 129.1 (CH), 129.8 (CH), 130.7 (C),
139.1 (C), 140.3 (C), 143.8 (C) ppm.

Scheme S9. 4-Methyl-N-(4-nitrophenyl)benzenamine 3j.°

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 132-135 °C (lit.°* 137 °C). 'H
NMR (300 MHz, CDCls): & 2.36 (s, 6H; CHzg), 6.29 (s, br, 1H; NH), 6.86 (d, J=9.0
Hz, 2H; ArH), 7.11 (d, J = 8.1 Hz, 2H; ArH), 7.19 (d, J = 8.0 Hz, 2H; ArH), 8.08 (d,
J =9.0 Hz, 2H; ArH) ppm. *C NMR (75 MHz, CDCls): § 20.9 (CHs), 113.1 (CH),
122.6 (CH), 126.2 (CH), 130.2 (CH), 134.8 (C), 136.6 (C), 139.2 (C), 150.8 (C) ppm.

oL
H,C CH

Scheme S10. dip-Tolylamine 3k.%°

3

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a light yellow solid. Mp 74-77 °C (lit.}* 73-75
°C).*H NMR (300 MHz, CDCls): & 2.28 (s, 6H; CHa), 5.49 (s, br, 1H; NH), 6.93 (d, J
= 8.0 Hz, 4H; ArH), 7.05 (d, J = 8.0 Hz, 4H; ArH) ppm. 3C NMR (75 MHz, CDCls):
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§ 20.6 (CHs), 117.9 (CH), 129.8 (CH), 130.1 (C), 141.1 (C) ppm.

H

oL
H5CO NO

Scheme S11. N-(4-Methoxyphenyl)-4-nitrobenzenamine 31.!

2

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 149-152 °C (lit.** 152-153
°C).'H NMR (300 MHz, CDCls): § 3.84 (s, 3H; OCHj3), 6.16 (s, 1H; NH), 6.76 (d, J
= 8.8 Hz, 2H; ArH), 6.94 (d, J = 8.4 Hz, 2H; ArH), 7.16 (d, J = 8.4 Hz, 2H; ArH),
8.08 (d, J = 8.8 Hz, 2H; ArH) ppm. C NMR (75 MHz, CDCls): & 55.5 (OCHs),
112.6 (CH), 114.9 (CH), 125.5 (CH), 126.3 (CH), 131.9 (C), 139.0 (C), 151.7 (C),
157.4 (C) ppm.

saeW

Scheme S12. 4-Nitro-N-phenylbenzenamine 3m.*2

4Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 131-133 °C (lit.%2131°C). H
NMR (300 MHz, CDCl3): & 6.40 (s, 1H; NH), 6.94 (d, J = 9.0 Hz, 2H; ArH),
7.14-7.42 (m, 5H; ArH), 8.11 (d, J = 9.0 Hz, 2H; ArH) ppm. *C NMR (75 MHz,
CDClIs): & 113.6 (CH), 121.9 (CH), 124.6 (C), 126.2 (CH), 139.4 (C), 139.6 (C),
150.2 (C) ppm.

CHs
fj L
NO

Scheme S13. 4-Nitro-N-o-tolylbenzenamine 3n.

2

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 130-133 °C.*H NMR (300
MHz, CDCls): 6 2.25 (s, 3H; CHg), 6.10 (s, 1H; NH), 6.72 (d, J = 8.9 Hz, 2H; ArH),
7.18-7.31 (m, 4H; ArH), 8.08 (d, J = 8.9 Hz, 2H; ArH) ppm. *C NMR (75 MHz,
CDCls): 6 17.8 (CHs), 113.0 (CH), 124.7 (CH), 126.1 (CH), 126.2 (CH), 127.1 (CH),
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131.4 (CH), 133.2 (C), 137.5 (C), 139.1 (C), 151.3 (C) ppm. MS (ESI, m/z)(%): 229
(9) [M+1], 212 (100), 182 (77), 168 (94).

Scheme S14. 3-methyl-N-(3-nitrophenyl)benzenamine 30.1

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a yellow solid. Mp 145-147 °C (lit.*3 146 °C); H
NMR (300 MHz, CDCls): 64.36 (s, br, 1H; NH), 6.63 (d, J = 8.9 Hz, 2H; ArH),
7.21-7.26 (m, 3H; ArH), 8.1 (d, J = 8.8 Hz, 1H; ArH), 8.2 (d, J=8.9 Hz, 2H; ArH)
ppm. C NMR (75 MHz, CDCl3): $113.2 (CH), 117.2 (CH), 125.9 (CH), 126.2 (C)
ppm.

H

oL
H,CO CHO

Scheme S15. 4-(4-methoxyphenylamino)benzaldehyde 3p.%4

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 108-111 °C (lit.}*113°C). H
NMR (300 MHz, CDClz): 6 3.83 (s, 3H; OCHs3), 6.08 (s, 1H; NH), 6.85 (d, J = 8.4 Hz,
2H; ArH), 6.92 (d, J = 8.7 Hz, 2H; ArH), 7.16 (d, J = 8.7 Hz, 2H; ArH), 7.70 (d, J =
8.4 Hz, 2H; ArH), 9.75 (s, 1H; CHO) ppm. **C NMR (75 MHz, CDCls): & 55.5
(OCHs), 113.4 (CH), 114.8 (CH), 125.1 (CH), 127.8 (C), 132.2 (CH), 132.6 (C),
151.4 (C), 157.0 (C), 190.2 (CHO) ppm.

sael

Scheme S16. 4-(phenylamino)benzaldehyde 3q.%°

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 94-97 °C (lit.*>95-97°C). H
NMR (300 MHz, CDCl3): & 6.38 (s, 1H; NH), 7.02 (d, J = 8.2 Hz, 2H; ArH),
7.09-7.39 (m, 5H; ArH), 7.74 (d, J = 8.2 Hz, 2H; ArH), 9.78 (s, 1H; CHO) ppm. *C
NMR (75 MHz, CDCls): 6 114.4 (CH), 121.3 (CH), 123.8 (CH), 128.4 (C), 129.5
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(CH), 132.1 (CH), 140.0 (C), 149.8 (C), 190.4 (CHO) ppm.

CHs |,
fj L
CHO

Scheme S17. 4-(o-toluidino)benzaldehyde 3r.

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 85-87 °C.*H NMR (300
MHz, CDCl3): & 2.25 (s, 3H; CHs), 6.00 (s, 1H; NH), 6.82 (d, J = 8.4 Hz, 2H; ArH),
7.13-7.27 (m, 4H; ArH), 7.71 (d, J = 8.4 Hz, 2H; ArH), 9.76 (s, 1H; CHO) ppm. C
NMR (75 MHz, CDClz): 6 17.9 (CHz3), 113.8 (CH), 124.1 (CH), 125.4 (CH), 127.0
(CH), 127.9 (C), 131.3 (CH), 132.1 (CH), 132.6 (C), 138.0 (C), 151.0 (C), 190.3
(CHO) ppm. MS (ESI, m/z)(%): 212 (28) [M+1], 184 (12), 183 (9), 182 (14), 169 (52),
168 (24), 103 (48), 88 (100), 75 (11), 60 (10).

H
L
CHO
CH,4

Scheme S18. 4-(m-toluidino)benzaldehyde 3s.

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a brown solid. Mp 117-119 °C.*H NMR (300
MHz, CDClz): 6 2.34 (s, 3H; CHs), 6.37 (s, 1H; NH), 6.92-7.24 (m, 6H; ArH),
7.71-7.74 (d, J = 8.3 Hz, 2H; ArH), 9.77 (s, 1H; CHO) ppm. *C NMR (75 MHz,
CDClIz): 6 21.4 (CHs), 114.4 (CH), 118.3 (CH), 121.9 (CH), 124.7 (CH), 128.2 (C),
129.3 (CH), 132.1 (CH), 139.5 (C), 139.9 (C), 150.0 (C), 190.4 (CHO) ppm. MS (ESI,
m/z)(%): 212 (33) [M+1], 183 (21), 169 (69), 103 (81), 88 (100), 75 (34), 73 (6), 60
(21).

H
N

Scheme S19. 4-(p-toluidino)benzaldehyde 3t.

Following the general procedure, the crude product was purified over a silica gel
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column using petroleum ether to give a brown solid. Mp 85-88 °C.*H NMR (300
MHz, CDCls): 6 2.35 (s, 3H; CH3), 6.20 (s, 1H; NH), 6.95 (d, J = 8.4 Hz, 2H; ArH),
7.10 (d, J = 8.1 Hz, 2H; ArH), 7.18 (d, J = 8.1 Hz, 2H; ArH), 7.72 (d, J = 8.4 Hz, 2H;
ArH), 9.77 (s, 1H; CHO) ppm. 3C NMR (75 MHz, CDCls): & 20.8 (CH3), 113.9 (CH),
122.1 (CH), 128.1 (C), 130.1 (CH), 132.1 (CH), 134.0 (C), 137.2 (C), 150.5 (C),

190.3 (CHO) ppm.
H
SRS
CHO
NO,

Scheme S20. 4-(3-nitrophenylamino)benzaldehyde 3u.

Following the general procedure, the crude product was purified over a silica gel
column using petroleum ether to give a yellow solid. Mp 152-155 °C.'H NMR (300
MHz, CDCl3): 8 6.35 (s, 1H; NH), 7.13 (d, J = 8.1 Hz, 2H; ArH), 7.49-7.52 (m, 2H;
ArH), 7.83 (d, J = 8.1 Hz, 2H; ArH), 7.87-8.04 (m, 2H; ArH), 9.87 (s, 1H; CHO) ppm.
13C NMR (75 MHz, CDCls): & 114.1 (CH), 116.1 (CH), 117.6 (CH), 122.3 (C), 125.2
(C), 130.4 (C), 132.1 (CH), 142.1 (C), 147.6 (C), 148.5 (C), 190.3 (CHO) ppm. MS
(ESI, m/z)(%): 243 (16) [M+1], 197 (42), 168 (80), 167 (100).
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5. Copies of NMR and MS spectra for compounds
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MCREST 0.00000000 sec
MCHAK 0.01500000 sec %
sssassas CHANNEL F] ssess=z= Dnnnu
NUCt 13C
P1 12.50 usec
aLY 4.00 08
SFO1 75.4868643 MHz
swsasces CHANNEL f2 mawmzess
CPOPAG? waltz16
Nucz 1H
PCPDZ 80.00 usec
PL2 2.00 g8
pLI2 19.04 o8
SFD2 300.1710453 MHz
F2 - Processing parameters
SI 32768
SF 75.4778123 MHz
WOW M
558 0
LB 3.50 Hz
GB 0
PC 1.40

plat parameters
20.00 cm
0.00 cm
209.734 ppm
15830.26 Hz
Fap -9.721 ppm
F2 -733.59 Hz
PPMCH 10.97273 ppm/cm
HICH 82819763 Hz/cm



ARKIVOC 2011 (x) S1-S55

General Papers

LG-1-21
ONEHAMNMHSSCNOATOMOM® O 2 ind - ~® | o
MM HNOoONTOo0CON~N oo O ®Ww o
MOoOOUVITAOTNOODITOUMHD O ~ N ~n o
NN OO~~~ Y N NN TN o o
P R R VR V-V VSRV PP o~ - oo o
[se]
5
b
Iz [}
[sed
5
T T T _ _ T T T T T
10 9 8 5 4 2 1 0 ppm
ﬁgmwm ianMQ o A.Wy
ol (Taldinsll [l £5 P (=] ~ O
OlOo|O|o|r~ |~ (=] 10—
o olo : N P |

3 034

1.292

3

(<O

Current Data Parameters

NAME LG-1H
EXPNO 6
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091106
Time 11.27
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG 2g

TD 32768
SOLVENT CDC13

NS 8

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 32

Dw 83.400 usec
DE 6.00 usec
TE 673.2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700381 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

©ARKAT-USA, Inc.
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General Papers

I=

ppm

CHas

3c

143.846
141.243

/
7

139.089
130.845
129.079

12B.142
—126.679

LG-1-21

121.288
118.748
118.069

121.784

N

114,486

77.426
77.002
76.578

N

— 29.675
——5 24,468
== 17.831

100

Current Data Parameters

NAME
EXPNO
PROCNO

LG-13C
7

F2 - Acouisition Parameters

Date_ 20091109
Time 10.57
INSTRUM av300
PROBHD 5 mm ONP 1H/13
PULPROG zgdc

0 65536
SOLVENT coci3

NS 51

0s o

SWH 30120 482 Hz
FIDRES 0.459602 Hz
AQ 10879476 sec
RG 6502

oW 16.600 usec
DE 6.00 usec
1E 673.2 K
[1}} 3.00000000 sec
a1 0.03000000 sec
MCREST 0.00000000 sec
MCKRK 0.01500000 sec
mesmmzas CHANNEL i sseas===
NUC1 13C

P1 12.50 usec
PLY 4.00 0B
SFO1 75.4B66643 MH2
ma====== CHANNEL f2 =ess====
cPoPAG2 waltz16
Nuc2 H
PCPD2 80.00 usec
L2 2.00 dB
PLI2 19.04 a8
SFO2 300.1710453 MHz
[F2 - Processing parameters
SI 32768

SF 75.4778197 MHz
WOK EM

558 0

LB 3.50 Hz
6B 0

pC 1.40

10 NMR plot parameters

cx 20.00 cm
cx 0.00 cm
F1P 209.636 ppm
F1 15822.89 Hz
Far -8.592 ppm
F2 -648.52 Hz
PRMCM 10.91143 ppm/cm
HZCM B23.57086 Hz/cm
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General Papers

LG-1-20

<1213
7 0958
7.0708
7.0112
6.9711
6.9339
6.8302
6.7897
6.7092
6.6851
6.5306
5.4573

W/

Gy

Lz

3d

HaC

2.4584
2.3455
1.6490
1.2576

=
_—
R
o
T 2.2499
T 2.0374

Co<)

L)

Current Data Parameters

10 9 8

i

.001
.029
.012
1.000

NAME LG-1H
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091106
Time 11.00
INSTRUM av300
PROBHD 5 mm ONP 1H/13
PULPROG zg

TD 32768
SOLVENT CDC13

NS 8

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 32

DW 83.400 usec
DE 6.00 usec
TE 673.2 K
D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

P1 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700791 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

©ARKAT-USA, Inc.
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.600
-118.452

ppm
——114.788

ARKIVOC 2011 (x) S1-S55

——===143,.G57

———138.976
—===={PR. 808

CHs
3d
—121

HsC

General Papers

LG-1-20
Current Data Parameters
NAME L6-13C
[ =1 b EXPNO a
[ y= o PROCND i
~ ™~ o —
~ M~ M~ v F2 - Acquisition Parameters
Date_ 20091109
Ll Time 10.25
/7\ INSTRUM av3oo
L PROBHD 5 mm ONP 1H/13
PULPROG 2gac
0 65536
SOLVENT cocia
NS 26
os 0
SH 30120.482 Hz
FIDRES 0.459802 Hz
AG 1.0879476 sec
RG 6502
OW 16.600 usec
13 6.00 usec
TE 673.2 K
(113 3.00000000 sec
o011 « 0.03000000 sec
MCREST 0.00000000 sec
MCHRK 0.01500000 sec
mmssszs=s== CHANNEL f] ===ss=as
NUCH 13C
Py 12.50 usec
PLY 4.00 0B
SFO1 75.4868643 MHz
semmszz= CHANNEL f2 sassssas
CPOPAG2 walitzi6
Nuc2 1H
PCPD2 80.00 usec
pL2 2.00 a8
PL12 19.04 g8
SF02 300.1710453 MHz
F2 - Processing parameters
SI 32768
SF 75.4778362 MHz
WOW EM
558 0
LB 3.50 Hz
GB o
PC 1.40
i 1D NMR plot parameters
cx 20.00 cm
| cY 0.00 cm
FiP 208.804 ppn
Fi1 15760.09 Hz
Fep -8.811 ppm
1 R e e e F2 -665.06 Hz
1" &n Y PPMCH 10.88077 ppm/cm
* HZCH 821.25732 Hz/cm

©ARKAT-USA, Inc.
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General Papers

WHL-1-8
@ TFNOIAITNAHOO o0 — [+))
wnr~- HOWOWANNM< v — -
N o FTeNOrTT AN O - n
O NNOOOOON ™ ©
B® N~ 0000 ~ - -
[se]
5
£%
Ir=z 2}
=z
o
T T T T T T T T T T
10 9 8 7 6 5 4 2 0  ppm
(=] ™M | |CO ()} o
(=) M = - N
o O | (@) e
B Ji 54 5 I -

Co<)

(O

Current Data Parameters

NAME
EXPNO
PROCNO

WHL-1H
2
1,

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1
MCREST
MCWRK

NUC1
P1
PL1
SFO1

20091106
10.53
av300

5 mm QNP 1H/13
29
32768
CDC13
16
0
5995.204 Hz
0.182959 Hz
2.7329011 sec
64
83.400 usec
6.00 usec
673.2 K
3.00000000 sec
0.00000000 sec
0.01500000 sec

2.00 dB
300.1714955 MHz

F2 - Processing parameters

SI
SF
wDwW
SSB
LB
GB

BPC

16384
300.1700048 MHz
EM
0
1.00 Hz
0
1.00

©ARKAT-USA, Inc.

Page S18



ARKIVOC 2011 (x) S1-S55

General Papers

WHL-1-8

o TONOWOOANY
8 Seaeorben g5o 3 5 A.X
6 SBASGO DM ooun o BR :n’
['2] MMM NNN A~ ~ v (=)} —
Current Data Parameters
NAME LG-13C
EXPNO 9
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091109
Time 17.20
INSTRUM av300
2 PROBHD 5 mm QNP 1H/13
T PULPROG zqdc
O ™ 65536
SOLVENT CDCI3
NS 1001
DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
o 15,600
Y W . 16! usec
I= e} DE 6.00 usec
TE 673.2K
D1 3.00000000 sec
di11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
] OI>zzmr f1 =======:
=Z NUC1 13C
] P1 12.50 usec
O PL1 4.00 dB
SFO1 75.4868643 MHz
S===szes OI>szF f2 ===smw==:
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 2.00dB
PL12 19.04 dB
SFO2 300.1710453 MHz
F2 - Processing parameters
) | o si 32768
- y - ~ W g ! ) Lan, A " SF 75.4778105 MHz
WDwW EM
SSB 0
T T T < T T T T T T T T T Wmm m.moo Hz
220 200 180 160 140 120 100 80 60 40 20 0 ppm PC 1.40
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General Papers

wHL~ 1§

Iz

-

Intensity, cps

— —— e

+MS2 (229.40): 8 MCA scans from Sample 1 (TuneSamplelD) of MT20091201171655.wiff (Turbo Spray) Max. 4.7e5 Sm.ﬂ

4.7e5
4.6e5 ﬁ

4.4e5
4265
4,085
3.8¢5 4*
3.6e5 .ﬁ
3.4e5 _
3.2e5+
m.cowl.,_
28¢5
2665
2.4e5 ‘
2265
2.0e5 _
1.8e5 4
1.6e5 ,
145
1265
1.085-
8.0e4 -
6.0e4 g
4.0e4 ‘,
2084

CH,

3e

Ir=

O,N

103.0

50

166.9
|

Amﬂa

1

8&»
| !
180.0 2
# o

178.7
97,07 ana

182.3

w . 2119
_

| .,
1

{
9.
{

9 229.4
-
i

2132 Nwmmu

T T e —
90 100 110

164.1
13864413 1530 1§
3 170

|
k]
180 190 200 210 220 230 240 250 260 270 280 290 300

m/z, amu

|
|
|
M
|
&
f
.
w
|

i
i
|
13
|
|
|
i
1
|
§
|
|
i
|
|
|

o
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General Papers

L

Co<)

(O

Current Data Parameters

NAME TX-1H
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091106
Time 11.34
INSTRUM av300

PROBHD S mm QNP 1H/13

TX-2-3
i
TITNA~O = o~ r~ o m - ~ N (=]
—~r~0NOY N o~ ~ o @ < O o
MM <O N @ ~ [Ta Y] n ~un o
NO OO ™ ™ ~ - N ~N @ ﬁw
~r~~YWOY n ™ o~ - OO 1
[sel
S
S
A
Q
L
L A L’f g
T T T T T T
7 4 1 0
N < 3] o~
™| (el (e}
'~ |ON o —
<l =S |

PULPROG 2g
TD 32768
SOLVENT CDC13

NS 8

DS 0

SWH )4 Hz
FIDRES Hz
AQ sec
RG

DwW usec
DE usec
TE .2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

P1 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700132 MHz
wDw EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 20.00 cm
cy 0.00 cm
F1p 14.925 ppm
Fl 4479.94 Hz
F2Pp -5.048 ppm
F2 -1515.27 Hz
PPMCM 0.99863 ppm/cn
HZCM 299.76022 Hz/cm
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General Papers

I=

[fs) 0 o o< = 0w m < Te)
= n o u W0 o~ g - D~ 5] —
e r~ —JJ.._Jw 056 /GDJLJ _._J n
c et Now o — 0w ~ w0 w T3] [=]
o 0 I Mmoo N - ~ o~ n Y]
ﬁ 1 [ 1) L \» |
N I Y |
©
I
Q
=
el
Q
)
I
|
[ .

Current Data Parameters
NAME L6-13C
EXPNOD 11
PROCNO 1

F2 - Acquisition Parameters

Date_ 20091109

Time 19.24
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zgdc

10 65536
SOLVENT coci3

NS 1443

0s 0

SHH 30120.482 Hz
FIDRES 0.459602 Hz
Ag 1.0879476 sec
RG 6502

O 16.600 usec
DE 6.00 usec
TE b73.2 %

D1 3.00000000 sec
il 0.03000000 sec
MCREST 0.00000000 sec
MCHAK 0.01500000 sec
meess=cs CHANNEL f1 ===sce-=
KuCt 13C

P1 12.50 usec
PLY 4.00 g8
SFO1 75. 4868643 MHz
mesnsas= CHANNEL (2 =
CPOPRG2 waltz16
NUC2 1H
PCPD2 B0.00 usec
PL2 2.00 oB
PL12 19.04 o8
§FQ2 300.1710453 MHz

F2 - Processing parameters

51 32768
SF 75.4778123 Mz
WOW EM
S5B 0
LB 3.50 Hz
GH 0
PC 1.40

WMA plot parameters

20.00 cm

0.00 cm
208.508 ppm
15737.72 Hz
-10.947 ppm
-826.24 Hz
10.97273 ponm
82819763 H
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General Papers

LG-1-25
DHTMOITOODO~ MO M © ® T O w® M- 0 ~
NODOANDAMOO~MONN®©M @© MM o~ o —
N~ NA~NOVAONO A MO " T M~ nuo =3
N OO0 OMOMOW®O~YWN < o TNO O N~ o
FEERR NG 000066600 < NN - o S
(5]
5
U
Iz el
T T T T T T T T T T
10 9 8 7 6 B 3 2 1 0 ppm
W[ w|m|m o ~
— Ol n (=3 N
o|-|~|o|o o -
ol e fon f ot - o

Current Data Parameters

NAME LG-1H
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091106
Time 1112
INSTRUM av300
PROBHD 5 mm ONP 1H/13
PULPROG zg

D 32768
SOLVENT CDC13

NS 8

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ d 2.7329011 sec
RG 3.2

DW 83.400 usec
DE 6.00 usec
TE 673.2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f]l ========
NUC1 1H

P1 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI : 16384

SF 300.1700787 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00
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General Papers

LG-1-X

7.1263
7.0873
7.0608
6.9520
6.9218
6.8947
6.8715
6.8475
5.2915

CH,

3h

I

.2457

i 2529719

== 5

——— 1.5408

1.255¢4
0.8802
0.8565
0.8348

<<

Co<)

NAME
EXPNO
PROCNO

—0.0730

———0.0004

(<)

Current Data Parameters

LG-1H
4
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

20091106
11.20
av300

5 mm QNP 1H/13
zg
32768
CDC13
8
0
5995.204 Hz
0.182959 Hz
2.7329011 sec
3.2
83.400 usec
6.00 usec
673.2 K
3.00000000 sec
0.00000000 sec
0.01500000 sec

CHANNEL f] ========

2.00 dB
300.1714955 MHz

F2 := Processing parameters

SI

SF

WDW
_ SSB
| LB

GB
PC

~ -
(=]

10 9 8

.060
3.012
3.007
1.000

2

4.084

1193

16384
300.1700103 MHz
EM
0
1.00 Hz
0
1.00
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General Papers

Current Data Parameters

NAME LG-13C
34 =T m o e M0 @ 5.. .ﬂ.. EXPND 3
- LRI e 8 &3 PAOCND !
=] v oo [T I Te BECIN- o I (o) o™~
= ¥ 9 m T T o o - F2 - Acquisition Parameters
- = TTTY TS I Date_ 20091109
LU L\x | \ Time 10.04
J_ \\ | / INSTRUM av300
| | {1 | [ PADBHD 5 mm GNP 1H/13
PULPROG 2gdc
U] 65536
SOLVENT coci3
NS 267
0s 0
SWH 30120 482 Hz
FIORES 0.453602 Hz
40 1.0873476 sec
) AG
H DW
O o
TE
D1 3.00000000 sec
. datt 0.03000000 sec
MCREST 0.00000000 sec
MCHAK 0.01500000 sec

75.4868643

=smzsmss CHANNEL f2 =s=s===-

CHs |,

CPOPRG2 waltzib

Nucz 1H
PCPD2 80.00 usec
PL2 2.00 08
PL12 19.04 g8
SFo2 300.1710453 MHz

F2 - Processing parameters

SI 32768
SF 75.4778105 MHz
WO EM
558 0
LB 3.50 Hz
GB 1]
PC 1.40

1D NMR plot parameters
cx 20 0
Ccy

L

s N e N W e
ik N Gl A T ol
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General Papers

HFMNMOUWAOAITOVOOLMANNO o~ N~ N FONMEHNOWO—ON-® ™
~YWwooOoOMOoOWVANM<O - n e~ 0O SO0 ONWOWWOWNN<T O~ o
ONONST~TOVNO~ o ™M — © O O ~OOW W~ W0 o
N AOOMNO®r ©© -« 00 TTANNOOONNO O ®® o
L e e e - N - R - R RT-) ) Teww NNNNNNN—A~~"O OO o
[5¢]
- —
b @
[se]
N i L
T T T T T T T T T T
10 9 8 7 6 4 3 2 1 0 ppm
< |\ = (=} o ﬁLf
|0 [~ [O (=] el 7;
—H|o|lo|lo o o —
o lev e — o 7

<)

(O

Current Data Parameters

NAME
EXPNO
PROCNO

LG-1H
1
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

Ds

20091106
10.56
av300

5 mm QNP 1H/13
zg
32768
CDC13
8
0
5995.204 Hz
0.182959 Hz
2.7329011 sec
3.2
83.400 usec
6.00 usec
673.2 K
3.00000000 sec
0.00000000 sec
0.01500000 sec

CHANNEL f]l ========

2.00 dB
300.1714955 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

16384
300.1700396 MHz
EM
0
1.00 Hz
0
1.00
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143,833
140.324

——139.060

ARKIVOC 2011 (x) S1-S55

CHj

HaC

3
2
3
T
3
F
y
3

LG

Current Data Parameters

NAME LG-13C
¥Rggges 528 By e 2
O~NCcC —-®TO ¥ o0 S © PROCNG !
SO —=mN~mM ~ ™~ - o
S S e ot ~S N (VY] F2 - Acouisition Parameters
T i 5 ._.. R Date_ 20091109
il A ,\\ f r Time 9.59
\! | 1/ \ J INSTAUM av300
L L PROBHD 5 mm GNP 1H/13
PULPROG 200c
10 65536
SOLVENT coci3
NS a1
0s 0
SHH 30120 482 Hz
FIDRES 0.458602 Hz
AD 1.0879476 sec
RG 6502
Dw 16.600 usec
OE 6.00 usec
TE 673.2 K
o1 3.00000000 sec
an 0.03000000 sec
MCREST 0.00000000 sec
MCHRK 0.01500000 sec
semesazs CHANNEL f1 ======as
NUCt 13C
P1 12.50 usec
PL1 4.00 o8
SFO1 754868643 MHz
........ CHANNEL f2 =======s
CPOPRG2 waltz16
NuC2 1H
PCPD2 B0.00 usec
PL2 2.00 o8
PL12 19.04 0B
SF02 300.1710453 MHz
F2 - Processing parameters
s1 32768
SF 75.4778206 MHz
WOW EM
558 0
LB 3.50 Hz
GB 0
PC 1.40

10 NMR plot parameters

General Papers

cx 20.00 cm
cY 0.00 cm
= e i i v ot e F1p 210.850 ppm
F1 15914.52 Hz
: Fop -9.217 ppm
=T v =T e e I F2 -695.70 Hz
100 79 25 0 PPMCM 11.00338 ppm/cm
HICM 830.51099 Hz/cm
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General Papers

WRM-1-7 BRUKER
o~ MO LU T N ~ m A“\.“”VA“P’I“V
- < OM—HOANOO N <r
onr- OO~ O [Te] T2}
HO NHHO®® N ™ o~
B RN NOO© N -
Current Data Parameters
NAME WRM-1H
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
< Date_ 20091022
e Time 1747
O INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG 29
TD 32768
SOLVENT CDC13
NS 24
DS 0
. SWH 5995.204 Hz
Iz a” FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64
DW 83.400 usec
DE 6.00 usec
TE 6732 'K
D1 3.00000000 sec
= MCREST 0.00000000 sec
N MCWRK 0.01500000 sec
ﬁu ======== CHANNEL fl ========
NUC1 1H
Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384
SF 300.1700055 MHz
WDW EM
SSB 0
) A VO LB 1.00 Hz
GB 0
PC 1.00
T T T T T T T T T T |
10 9 8 7 6 5 4 3 2 1 0 ppm
o (=) ™~
o <« )
o =] o .
~ iled i o
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WRM-1-7

©ARKAT-USA, Inc.

General Papers

[+) W= o
2 =IBgRe © gEe 5oz A&Wﬂ
S Suvowa ® T e @ BRUKER
n Mmoo e ~ 00 o o h‘VC
" o — ~r~r~ o (]
/ Current Data Parameters
| NAME WRM-13C
EXPNO 10
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091026
Time 20.53
INSTRUM av3oo
i PROBHD 5 mm QNP 1HA3
L PULPROG zgdc
O D 65536
SOLVENT cDCI3
NS 873
DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
ST
DwW 16. usec
I= oy DE 6.00 usec
TE 6732 K
D1 2.50000000 sec
d11 0.03000000 sec
MCREST  0.00000000 sec
MCWRK  0.01500000 sec
===zs==== OI.’ZZm_I f1 =======-
NUC1 13C
e P1 12.50 usec
o PL1 400dB
O SFO1 75.4868643 MHz
======== CHANNEL 2 =======:
CPDPRG2  waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 2.00 dB
PL12 19.04 dB
SFO2  300.1710453 MHz
F2 - Processing parameters
sl 32768
SF 75.4778114 MHz
wow EM
SSB 0
LB 3.50 Hz
: ! GB 0
220 200 PC 1.40
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General Papers

5.4864

2.2830

—0.0745
T o——=0%0001

LG-1-30
VoM~
TOO~O
NOMe N
NOOoOOoO O
e
o)
i
O
Iz =
Q
i
A
T T T T
10 9 8 7
O |
O (o
e

).979

6.106

100
<177

0

1

BRGRER
35

Current Data Parameters
NAME LG-1H
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters
Date_

Time

INSTRUM

PROBHD

PULPROG

TD

SOLVENT

NS 8

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 3.2

DW 83.400 usec
DE 6.00 usec
TE 73.2

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI , 16384

SF 300.1700150 MHz
WDW EM

SSB 0

LB 1.

GB

PC 1.0
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LG-1-30
-~ o - @ o n N w ~
=2} - @© n o @ (o2} o
& =] -~ © S omn © ©
Q - oo ~ ~ I~ w0 o <
= b m cu . NS o o
t J L]
) /# \\ —
Y (
[s¢]
5
=<
T =
<
i
g I =y
ppr 175 150 £ 100 75 25

Current Data Parameters

NAME
EXPNO
PROCNG

L6-13C
5

F2 - Acquisition Parameters

Date _
Time
INSTRUM
PROBHD
PULPROG
10
SOLVENT
NS

0s

SWH
FIDRES
AG

RG

OW

DE

TE

0!

ail
MCREST
MCHRK

CPOPRG2

20091108
10.30
av300

5 mm GNP 1H/13
zgdc
65536
coci3
156
0
30120.482 Hz
0.459602 Hz
1.0B79476 sec
6502
16.600 usec
6.00 usec
673.2 K
3.00000000 sec
0.03000000 sec
0.00000000 sec
0.01500000 sec

CHANNEL f1 ==s=s=e=
13C
12.50 usec
4.00 4B
75.4868643 MHz

CHANNEL 2 =s======
waltz16
H
80.00 usec
2.00 o8
19.04 o8
300.1710453 MHz

F2 - Processing parameters

32768
75 4778114 MHz
EM
0
3.50 Hz
0
1.40

1D Wi plot parameters

PPMCM

20.00 cm
0.00 cm
209.133 ppm
15784.90 Hz
-9.709 ppm
-732.78 Hz
10.94208 ppm/cm
825.88422 Hz/cm
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3.8353

.5977

1

-0.0003

WRM-1-2
o o MO o wmoa
0~ NMWO Moo @
28 grELnsTTY
RS e PR
(o]
O
pd
= -
@]
<
T
T T T T T
10 9 8 7 6
(=] ™ o
S el

2.021
2.094

2
=
1

3.083

<)

(O

Current Data Parameters

NAME WRM-1H
EXPNO 9
PROCNO 1

F2 - Acquisition Parameters
Date 20091022

Time 17.42
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zg

TD 32768
SOLVENT CDC13

NS 24

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64

oW 83.400 usec
DE 6.00 usec
TE 673.2 K

Dl 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700037 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

©ARKAT-USA, Inc.
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WRM-1-2

o - ® TNO O r~
s 8 S 3me &R NO & a
Ll g bl e sen E BRUKER
n o M MmN e ~ 0 0 hl.vpv
- - 26 R S i (A ~~r~ I
/ \ \ Current Data Parameters
NAME WRM-13C
EXPNO 4
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091025
Time 1544
N INSTRUM av300
O PROBHD 5 mm QNP 1H/13
Z PULPROG zgdc
1D 65536
SOLVENT CDCI3
NS 1006
DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
)NM 1 om,«w%%wm sec
—_ 17" R
TIT= e DW 16.600 usec
DE 6.00 usec
TE 673.2 K
D1 2.50000000 sec
d11 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f1 =======:
(@) NUC1 13C
O P1 12.50 usec
™ PL1 4.00dB
4 B SFO1 75.4868643 MHz
======== CHANNEL 2 =======:
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 2.00dB
PL12 19.04 dB
SFO2 300.1710453 MHz
F2 - Processing parameters
S| 32768
ol SF 754778096 MHz
wWDW EM
SSB 0
T T T T T T T T T T T T T %w 380z
220 200 180 160 140 120 100 80 60 40 20 0 ppm PC 140

©ARKAT-USA, Inc.
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NNOTOHYONTTO ™
DOV M®O D DD @©
N —HOONOOSTHND -
HOITOMANN—AADO T ©
@t~ M~~~ 1~ 0 -
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e

o0 |
~
(=]
(4]

10 9 4 3 2 1 0 ppm

000

126

100

55
]

5
2
=
Z
2
0

Current Data Parameters

NAME WRM-1H
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091022

Time 17.03
INSTRUM av300
PROBHD S mm QNP 1H/13
PULPROG zg

TD 32768
SOLVENT CDC13

NS 24

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64

DW 83.400 usec
DE 6.00 usec
TE 673.2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700052 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

©ARKAT-USA, Inc.
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General Papers

0 (=]
~ = -
N © o
= - e BRUKER
- - o
\ Current Data Parameters
NAME WRM-13C
EXPNO 8
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091026
Time 19.07
INSTRUM av300
PROBHD 5 mm QNP 1HM13
PULPROG zgdc
o~ TD 65536
o mm_rsmzq NmaOGn_m
P DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 4096
Dw 16.600 usec
DE 6.00 usec
TE 673.2K
= D1 250000000 sec
I= () d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f{ =======:
NUC1 13C
P1 12.50 usec
PL1 4.00 dB
SFO1 75.4868643 MHz
======== CHANNEL f2 =======:
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 200dB
PL12 19.04 dB
SFO2 300.1710453 MHz
_uw - Processing parameters
NPITRURPRERII PP I T s A e s 32768
i A ol b A i Wt W i s A UV AP A i SF 75.4778124 MHz
WDwW EM
SSB 0
: T T : ; . . _ . — LB 3.50 Hz
GB 0
220 200 180 160 140 120 100 80 60 40 20 0 ppm PC 1.40
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WRM-1-20
FAOONOVUOTODOON o~ -
N HEN~OAOM T ® — [o))
OWrODVOWIT~~O~NMOO ['s] -
COMNNANNNAHSSO ~N pte]
OB~~~ OO o~ =
o)
Z
Iz o
[s2]
I
O
E—..l) bl
T T T T T T T
10 9 8 7 6 4 3 0 ppm
o N =~ (=2}
(e} (=] (=} o
(=] Ll (=] o
J o~ i o

Co><)
BRUKER
(>

Current Data Parameters

NAME
EXPNO
PROCNO

F2 - Acquisition Parameter

Date _
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT

WRM-1H

20091022
1722
av300

S mm QNP 1H/13

zg

32768

CDC13

24

0
5995.204 Hz
0.182959 Hz
2.7329011 sec

673.2 K
3.00000000 sec
0.00000000 sec
0.01500000 sec

11.25 usec
2.00 dB
300.1714955 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

16384
300.1700052 MHz
EM
0
1.00 Hz
0

1.00
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General Papers

WRM-1-20
ol
@]
pd
I= =
[32]
T
O
T T T T 1 T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm

B RGRre
T2E8

Current Data Parameters

NAME WRM-13C
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091025
Time 9.14

INSTRUM av300
PROBHD 5 mm QNP 1H/13

PULPROG zgdc
TD 65536
SOLVENT CDCI3
NS 208

DS 0

SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 11685.2

DW 16.600 usec
DE 6.00 usec
TE 673.2K

D1 2.50000000 sec

di1 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL 1 =======:
NUC1 13C

P1 12.50 usec

PL1 4.00 dB

SFO1 75.4868643 MHz
======== CHANNEL =======:
CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 2.00dB

PL12 19.04 dB

SFO2 300.1710453 MHz

F2 - Processing parameters

Sl 32768

SF 75.4778133 MHz
wDw EM

S58 0

LB 3.50 Hz

GB 0

PC 1.40

©ARKAT-USA, Inc.
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General Papers

WRN =122 ey

P — ———
W W vs2 (229.10): 8 MCA scans from Sample 1 (TuneSamplelD) of MT20091201171152.wiff (Turbe Spray) Max. 4.8e5 cps. |
|

A.mmmg
4605 |
4.4e5 +_
a.mmm_.
4.0e5 *_
3.8e5-
3665 |
3.485 4
w.mmm.“
3.085-
2865
2665
N%i
2265
2065
émmmiu
1605 -
._.Amm.__

Intensity, cps

12651
1.085 |
m.oma.m

1
6.0e4 |
4.0e4 -

{
2.0e4-

I=

CHs

2123

1007 u

_ 182.3
|

NO,

3n

1794 | 2293
| i
209.7

dl i b !
86.9 1034 '192 1281 13874410 1631 162t (170 1788 1980 F | 2135 2275

1034 a7 K w

k_mw.m

80 90 100 110 120 130 140 150 160 170 160 180 200 210 230 230 240 250 260 270 280
_ m/z, amu

s e SIS U —— L= -, 11 | - ——
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General Papers

UA-“WMMV’

(O

Current Data Parameters

WRM-1-14
owsr~MmM Loed —4m o ~ N m
~e~oN™M NDNDW Mmm O O o o
n N OO WMo <« 2] o o
NNO O NANN ©© ™ n N *
BBO® M~ OO - &, et T
N
©)
Z
©
LZ )
“
@)
| Pl i o [ T T | R T T  RROARZEEE R TRy
10 9 8 7 6 5 4 3 2 1 0 ppm
O WO N (=3 (=l
(= (=] =l o <
O | (=} (=} (=]
N ol e -

NAME WRM-1H
EXPNO 1
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091022
Time 16.44
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG 29

TD . 32768
SOLVENT CDC13

NS 24

DS ) 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64

DW 83.400 usec
DE 6.00 usec
TE 673.2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H

Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700041 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00
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General Papers

WRM-1-14
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~< wuwn
M o~ ~mo @
oY 4 o — O\~ o~
Sw o e o BRUKER
el ~ 0 © o h.vpv
P o S S ~~ o~ ]
Current Data Parameters
NAME WRM-13C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091027
Time 208
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zgdc
N ™ 65536
O anur<mz._. CDCI3
N 4096
N DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 4096
DW 16.600 usec
DE 6.00 usec
TE 673.2K
D1 2.50000000 sec
2 d11__0.03000000 sec
Iz el MCREST  0.00000000 sec
MCWRK 0.01500000 sec
CHANNEL f1
NUC1 13C
P1 12.50 usec
PL1 4.00 dB
SFO1 75.4868643 MHz
CHANNEL f2
CPDPRG2 waltz16
P NUC2 1H
N PCPD2 80.00 usec
O PL2 2.00dB
PL12 19.04 dB
SFO2 300.1710453 MHz
F2 - Processing parameters
S 32768
SF 75.4778151 MHz
wDw EM
SSB 0
LB 3.50 Hz
GB [
PC 1.40
1D NMR plot parameters
CX 20.00cm
CY 0.00 cm
F1P 319.473 ppm
F1 2411315 Hz
F2P -79.591 ppm
T T T T T T T T T T T T F2 -6007.34 Hz
PPMCM 19.95320 ppm/cm
220 200 180 160 140 120 100 80 60 40 20 0 ppm HZCM 150802457 hoo
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General Papers

CHO

3p

2

Ha,CO

. 6540

.0007

-0

10

).993

2.061

2.032

.000
.015

2
2

o -

1.038

3.018

ppm

<)
BRUKER
(<O

Current Data Parameters

NAME
EXPNO
PROCNO

WRM-1H
3
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1
MCREST
MCWRK

20091022
17.10
av300

5 mm QNP 1H/13
zg
32768
CDC13
24
0
5995.204 Hz
0.182959 Hz
2.7329011 sec
64
83.400 usec
6.00 usec
673.2 K
3.00000000 sec
0.00000000 sec
0.01500000 sec

11.25 usec
2.00 dB
300.1714955 MHz

F2 - Processing parameters

SI
SF
WDW
SSB
LB
GB
PC

16384
300.1700041 MHz
EM
0
1.00 Hz
0
1.00

©ARKAT-USA, Inc.
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WRM-1-23
| \ <
O
T
O
= &
O
<,
T
L |
T T T o T T T T T T T
220 200 180 160 140 120 100 80 60 40 20 ppm

(<O

Current Data Parameters

NAME WRM-13C
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091025
Time 9.25
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zgdc
TD 65536
SOLVENT CDCI3
NS 5268

0s 0

SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 115852

Dw 16.600 usec
DE 6.00 usec
TE 673.2K

D1 250000000 sec

d11 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL f{ =======
NUC1 13C

P1 12.50 usec

PL1 4.00dB

SFO1 75.4868643 MHz
z======= CHANNEL {2 =======:
CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 2.00dB

PL12 19.04 dB

SFO2 300.1710453 MHz

F2 - Processing parameters

Sl 32768

SF 75.4778087 MHz
wDwW EM

SSB 0

LB 3.50 Hz

GB 0

PC 1.40
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CHO

3q

IZ

7.078/

000
000
2.002
981
1.017
1.022

1.

(o< )

(O

Current Data Parameters

NAME WRM-1H
EXPNO 6
PROC! 1
F2 - Acquisition Parameters
Date 20091022
Time 17.28
INSTRUM av300
PROBHD 5 mm ONP 1H/13
PULPROG zg
TD 32768
SOLVENT CDC13
NS 24
DS 0
SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64
DW 83.400 usec
DE 6.00 usec
TE 673.2 K

1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384
SF 300.1700059 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0

PC 1.00

©ARKAT-USA, Inc.
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g 3 3 - o<
™ @ - "
- - K 5 BRUKER
3 = = ~
Current Data Parameters
NAME WRM-13C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091025
Time 8.37
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zgdc
D 65536
O mmc..mzq cDCI3
N 506
L DS 0
O SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 11585.2
DW 16.600 usec
DE 6.00 usec
TE 6732 K
. D1 2.50000000 sec
= =2 d11 0.03000000 sec
el MCREST  0.00000000 sec
MCWRK  0.01500000 sec
======== CHANNEL f1 =======:
NUC1 13C
P1 12.50 usec
PL1 4.00 dB
SFO1 75.4868643 MHz
] OI.Pzzm_- f2 =======:
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 2.00 dB
PL12 19.04 dB
SFO2  300.1710453 MHz
m_m - _u_.unmwwm_mmﬂmaﬂ:mﬁﬂ
NN AN AT s oy o Afinpbiotnsi sl el Mokt WA o b Hépaniy e e P ey SF 75.4778133 MHz
WDW EM
SSB 0
T T T T T T T - T T T T T T Ww 3 m% Hz
220 200 180 160 140 120 100 80 60 40 20 0 ppm PC 1.40
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Iz

9.7600 =
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BRUKER
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Current Data Parameters

NAME WRM-1H
EXPNO 4
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091022

Time 17.16
INSTRUM av300
PROBHD 5 mm QNP 1H/13
PULPROG zg

TD 32768
SOLVENT CDC13

NS 24

DS 0

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
RG 64

DW 83.400 usec
DE 6.00 usec
TE 673.2 K

D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1

P1 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384

SF 300.1700066 MHz
wWDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.00

MNO=TONOWaTM™M o @
NCEITMOSEM-HMN o
NO~FONNOLMMO o v
~ONNNHAH©OD© o ~N
P A S N A A V- RIS ~
// ;
5
S
)
T T I T T T T il
10 8 7 6 5 4 3 ppm
N (=] N |O | | O o
o (=l o || s N
o (= (o] [e] | (=] (=] —
- ] I P B | = ™
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WRM-1-27
®)
I
O
T
I= -
[s2]
T
O
| T T " T T I I T T T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm

BRUKER

<O

Current Data Parameters

NAME WRM-13C
EXPNO 7
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091026

Time 16.30

INSTRUM av300
PROBHD 5mm QNP 1H/13

PULPROG zgdc

TD 65536
SOLVENT CDCI3

NS 396

DS 0

SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec

RG 4096

bw 16.600 usec

DE 6.00 usec

TE 673.2K

D1 2.50000000 sec

d11 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL f{ =======:
NUC1 13C

P1 12.50 usec

PL1 4.00dB

SFO1 75.4868643 MHz
======== CHANNEL f2 =======
CPDPRG2 waltz16
NUC2 1H

PCPD2 80.00 usec
PL2 2.00dB

PL12 19.04 dB

SFO2 300.1710453 MHz

F2 - Processing parameters

SI 32768

SF 75.4778133 MHz
WDwW EM

SSB 0

LB 3.50 Hz

GB 0

PC 1.40
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—

T +Ms2 (212.30): 0.226 min from Sample 1 (TuneSamplelD) of MT20091201165630.wiff (Turbo Spray)
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Intensity, cps
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WRM-1-28 BRUKER

i (O

General Papers

HE O NMO ™Mo,
NTDNNDOWDN -
T AN AN T D -
F~NNOOS M ]
A A A SR CRt-R V-t o~
l Current Data Parameters
f < \ NAME WERM-1H
EXPNO 8
| PROCNO 1
- Bcquisition Parameters
t 20091022
O 17.38
av3oo
L S mm QNP 1H/13
O o
32768
CDC13
24
0
5995.204 Hz
FIDRES 0.182859 Hz
w RQ 2.7329011 sec
[ap] RG 64
Dw 83.400 usec
DE €.00 usec
TE 673.2 K
Dl 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL fl ========
NUC1 1H
Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
2 - Processing parameters
SI 16384
SF 300.1700081 MHz
WDW EM
SSB 0
LB 1.00 Hz
GB 0
L Y n . 1.00
1D NMR plot parameters
CX 20.00 cm
T T T T T T T T T T T m% ;o”om cm
1p 14.942 m
10 9 8 7 6 5 4 3 2 1 0 ppm F1l 4485.06 mm
r2p -5.031 ppm
F2 -1510.14 Hz
— o (o [—i |0 £l PPMCI 0.99863 ppm/cn
o M ] Pl P H 299.76022 Hz/cm
\H. ../m = | —
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General Papers

17.418
76.994
571

76.

1.385

9

WRM-1-28
@)
T
O
I= A
O
[s2]
T
T T
220 200

,
180

80

<O

Current Data Parameters

NAME WRM-13C
EXPNO 9
PROCNO 1

F2 - Acquisition Parameters
Date_ 20091026

Time 19.56

INSTRUM av300
PROBHD 5 mm QNP 1H/13

PULPROG zgde
D 65536
SOLVENT CDCI3
NS 629

DS 0

SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 4096

bw 16.600 usec
DE 6.00 usec
TE 673.2K

D1 2.50000000 sec

d11 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

======== CHANNEL f{ =======:
NUC1 13C

P1 12.50 usec

PL1 4.00dB

SFO1 75.4868643 MHz
======== CHANNEL {2 =======:
CPDPRG2 waltz16

NUC2 1H

PCPD2 80.00 usec

PL2 2.00dB

PL12 19.04 dB

F2 - Processing parameters

Sl 32768

SF 75.4778151 MHz
WDW EM

SSB 0

LB 3.50 Hz

GB o

PC 1.40
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WA = (-2 MASy

“l.q +MS2 (212.20): 0.326 min from Sample 1 (TuneSamplelD) of MT20091201172058.wiff (Turbo Spray)
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Co<)

WRM-1-24
— NN NDBNWN o o~ o~ A”I.L”UVA““IIILV
{ v MmMuOoN~ OO O o o - o
o MODY OO O ) o\ @ o
~ FRAA—AORNR el © © <}
o FEREN~00 o N e o
Current Data Parameters
NAME WRM-1H
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091022
O Time 17.33
T INSTRUM av300
O PROBHD 5 mm QNP 1H/13
PULPROG zg
TD 32768
SOLVENT CDC13
NS 24
DS 0
SWH 5995.204 Hz
5 FIDRES 0.182959 Hz
AQ 2.7329011 sec
= 3¢ RG 64
oW 83.400 usec
DE 6.00 usec
TE 673.2 K
D1 3.00000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
Amr ======== CHANNEL fl ========
T NUC1 1H
Pl 11.25 usec
PL1 2.00 dB
SFO1 300.1714955 MHz
F2 - Processing parameters
SI 16384
SF 300.1700052 MHz
WDW EM
g — SSB 0
LB 1.00 Hz
GB 0
PC 1.00
T T T T T T 3 | T I T T T
10 9 8 7 6 5 4 3 2 1 0 ppm
[t o] [ofo|~ oy o~
~ o — o | ™ Ll
=) o oo~ (=} —
| 1 K 3
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WRM-1-24

™ ™ O MWW @
g 2 @a%2at B ggn s
S S fmccma © T @ BRUKER
a v} e R R R ~©w o g
B =1 A A A ~e~r~ 3
Current Data Parameters
NAME WRM-13C
EXPNO 5
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091025
Time 16.03
INSTRUM av300
PROBHD 5 mm QNP 1H/13
O PULPROG 2gdc
™ 65536
T SOLVENT CDCI3
C NS 475
DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 11585.2
bw 16.600 usec
DE 6.00 usec
TE 673.2K
D1 2.50000000 sec
~— dn 0.03000000 sec
TZ [e) MCREST  0.00000000 sec
MCWRK 0.01500000 sec
====z==== CHANNEL f1 =======c
NUC1 13C
P1 12.50 usec
PL1 4.00 dB
SFO1 75.4868643 MHz
=z====== CHANNEL f2 ========
C CPDPRG2 waltzi6
o NUC2 1H
PCPD2 80.00 usec
T PL2 200dB
PL12 19.04 dB
SFO2 300.1710453 MHz
F2 - Processing parameters
SI 32768
SF 75.4778114 MHz
WDW EM
SSB 0
LB 3.50 Hz
GB 0
PC 1.40
Ig 1D NMR plot parameters
W s e o A o g Vst Bty ure s o Y et gy NSV TAAAENAAY \desarebatine pmibe il e Wy m« no,oo%na_
0.00 cm
FiP 208.520 ppm
F1 15738.63 Hz
T T T T T T T T T T T T O 1]
220 200 180 160 140 120 100 80 60 40 20 0 ppm M LLEuRmen
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Current
NAME
EXPNO
PROCNO

Data Parameters

WHL-1H
3
1

F2 - Acquisition Parameters
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Date_ 20091111
Time 9.20
INSTRUM av300
PROBHD 5 mm ONP 1H/13
S S8Es 8BS ¢ 3 & PULPROG 29
- = S3Ngdnonm 0 8 8 i) 32768
g o o I o . il o SOLVENT coc13
A ! NS 16
kg | 0s 0
% / i SHH 5995204 Hz
[ FIDRES 0.182959 Hz
AQ 2.7329011 sec
. AG 912.3
O oW 83.400 usec
T DE 6.00 usec
O TE 673.2 K
D1 3.00000000 sec
MCRES] 0.00000000 sec
MCHRK 0.01500000 sec
====z=== CHANNEL f =sss====
NUC1 1H
P1 11.25 usec
= LY 2.00 08
en SFO 300.1714955 MHz
F2 - Processing parameters
sI 16384
SF 300.1700048 MHz
WOW EM
58 0
=z LB 1.00 Hz
68 0
02 PC 1.00
10 NMR plot parameters
ox 20.00 cm
Cy 0.00 cm
_ F1p 10.995 ppm
g F1 3300.36 Hz
F2p -0.940 ppm
=AY, . ﬁ r!t e F2 -282.02 Hz
\ \ PPMCM 0.59673 ppm/cm
HZCM 179.11938 Hz/cm
K |2 B |8 £ #
g £ N e
£ s o b N |
- . | o . e . e EAn R ﬁ
opm 10 8 0
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5 50 B 303 C )
n o o= =
. 92 23 $85 BRUKER
N - < el ~ \© 0 h\.vpv
— B/ i i ~r~~
f \ Current Data Parameters
NAME WRM-13C
EXPNO 15
PROCNO 1
F2 - Acquisition Parameters
Date_ 20091111
Time 17.15
INSTRUM av300
PROBHD 5 mm QNP 1H/13
@) PULPROG zgdc
T D 65536
O SOLVENT CDCI3
NS 6144
DS 0
SWH 30120.482 Hz
FIDRES 0.459602 Hz
AQ 1.0879476 sec
RG 6502
bW 16.600 usec
- U_m 6.00 usec
T 6732 K
T L) D1 2.50000000 sec
d11 0.03000000 sec
MCREST 0.00000000 sec
MCWRK 0.01500000 sec
======== CHANNEL {1 =======:
NUC1 13C
P1 12.50 usec
=Z PL1 4.00 dB
02 SFO1 75.4868643 MHz
===z===== CHANNEL 2 =======:
CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 2.00dB
PL12 19.04 dB
SFO2 300.1710453 MHz
F2 - Processing parameters
Sl 32768
SF 75.4778059 MHz
WDW EM
SSB 0
T T T T T T T T T T T T Wmm o,moo Hz
220 200 180 160 140 120 100 80 60 40 20 0 ppm PC 140
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WHL-1-2] RSy,

,, sz (243.40): 19 MCA scans from Sample 1 (TuneSamplelD) of MT20091201173307 wiff (Turbo Spray) Max. 3.7e5 cps.
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