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F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG

20130321
13.29
AV400

5 mm BBQ BB-1H
2g30

65536
cDCl3

8

4

9980.040
0.152283
3.2834036
128

50.100
6.00
300.0
3.00000000

400.1324710

32768
400.1300000
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ATO/Cl1-ATO/8091 1H (Structure No. 4)

Current Data Parameters

mo%"D‘—‘!‘@mmNOlDNr‘-PU)OJNQD'GOO)@D)P—N@D*NWWO’FF—mOh—!ﬂOq'tDU:lﬂ‘CDI\rMWP\-NWDW&O@R}W@N@FWFNO@K}W‘W NAME Mar21-2013
© ©o ﬁrﬂ-N-—oooommh—r-u:lntnvc')moomuowh-w-—cnD’:Dmmhmmgmmvmwwcmmr\wrammquomewemvmrwmqmr EXDPNO 19
T T s e e e ORI SERRERSREREOANNNNNN T T OMNONONONR~E~NAEROOCOSTTNNOOMMNO0O0OXD VDD O O OO
MDD SNNNRESNSNESNSENSNOOOOMOOOONNNNNNNNNNNNNNNNNNNNN -~ =~ PROCNO 1
Date 20130321
Time 18.00
INSTRUM AV400
PROBHD 5 mm BBO BB-1H
=) cDC1l3 PULPROG 2930
(Structure no. 4) (Example no. IV) 21 P
SOLVENT €DC13
NS 8
DS 4
SWH 9980.040 Hz
FIDRES 0.152283 Hz
AQ 3.2834036 sec
RG 90.5
DW 50.100 usec
DE 6.00 usec
TE 300.0 K
D1 3.00000000 sec
======== CHANNEL fl ==ss=a===
NUC1 1H
P1 12.15 usec
PL1 0.00 dB
SFO1 400.1324710 MHz
F2 Processing parameters
81 32768
SF 400.1300000 MHz
WDW EM
558 [}
LB 0.30 Bz
GB 1]
PC 1.00
1D NMR plot parameters
CX 20.00 cm
cY 5.00 cm
F1P 10.000 ppm
F1 4001.30 Hz
2P -0.500 ppm
F2 -200.06 Hz
PPMCM 0.52500 ppm/cm
HZCM 210.068B25 Hz/cm
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ATO/CPCN/7155 1H (Structure No. 6)

Current Data Parameters
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TD 65536
SOLVENT [a>led ]
CDC13 NS 3
23 | Ds 4
0 SWH 9980.040 Hz
FIDRES 0.152283 Hz
13 AQ 3.2834036 sec
| RG 161.3
14 B Dw 50.100 usec
9 DE 6.00 usec
TE 300.0 K
10 D1 31.00000000 sec
15 11 |
| CHANNEL fl ========
16 | 1H
| 12.15 usec
0 ‘ 0.00 dB
24 400.1324710 MHz
F2 Processing parameters
SI 32768
SF 400.1300000 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB ]
PC 1.00
1D NMR plot parameters
CX 20.00 cm
cYy 6.00 cm
Fip 10.000 ppm
F1 4001.30 Hz
F2p 0.500 ppm
F2 -200.06 Hz
PPMCM 0.52500 ppm/cm
HZCl 210.06825 Hz/cm
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Details for HRMS Measurements

Mass Analyzer Instrument

Thermo Q-Exactive Orbitrap

MS lonization Method

Sheath gas flow rate 30
Auxiliary gas flow rate 10
Spray Voltage(kV) 4.0
Capillary Temp(°C) 320
S-lens RF Level 55
Heater Temperature(°C) 350

Sample Preparation

200 ppm in Water: Acetonitrile (50:50)
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D:ADATA\DI\2013\0Others\130313\130313_06 = 3/13/2013 11:34:25 AM
2:C8

130313_06 #27 RT: 0.22 AV: 1 SB: 75 0.00-0.16, 2.54-3.00 NL: 5.11E7
T: FTMS + p APCI corona Full ms [66.70-1000.00]
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(Structure no. 6) ( Example no. I)
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(Structure no. 6) ( Example no. I)
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ATO/CPCN/7155 13C (Structure No. 6)
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Current Data Parameters

NAME Mar23-2013
EXPNO 7
PROCNO 1

F2 Acquisition Parameters
Date 20130323
Time 16.10
INSTRUM AV400
PROBHD 5 mm BBO BB-1H
PULPROG zgpg30

D 65536
SOLVENT CDC13

NS 128

DS 4

SWH 23980.814 Hz
FIDRES 0.365918 Hz
AQ 1.3664756 sec
RG 16384

DW 20.850 usec
DE 6.00 usec
TE 300.0 K
Dl 2.00000000 sec
dil 0.03000000 sec
di2 0.00002000 sec

SFO1 100.622

== === CHANNEL f2

CPDPRG2 waltzlé

Nuc2 1H
PCPD2 80.00 usec
PL2 0.00 dB
PL12 16.48 dB
PL13 17.00 dB

SFO2 400.1316005 MHz
F2 Processing parameters

SI 32768

SF 100.6127690 MHz

WDW EM

SSB 0

LB 1.00 Hz

GB 0

BC 1.40

1D NMR plot parameters

(09 4 20.00 cm

CcY 8.00 cm
1p 215.000 ppm

Fl 21631.75 Hz

F2p 5.000 ppm

F2 503.06 Hz

PPMCM 11.00000 ppm/cm

1106.74048 Hz/cm




(Structure no. 6) ( Example no. I)
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