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General Information

Thin layer chromatography (TLC) was performed on Merck precoated plates (silica gel 60 F254, Art
5715, 0.25 mm) and were visualized by fluorescence quenching under UV light or by staining with
p-anisaldeyde/AcOH/H,SO,/EtOH, or 12Mo003.H3PO4/EtOH. The products were purified by flash
chromatography on silica gel (Kanto Chem. Co. Silica Gel 60N (spherical, neutral, 40-50 um)) and,
if necessary, were further purified by recycling preparative HPLC (Japan Analytical Industry Co.
Ltd., LC-918) equipped with GPC columns (JAIGEL-1H + JAIGEL-2H columns) using CHCI; as
eluent. *H NMR spectra were recorded with a JEOL JNM-ECS400 (400 MHz) spectrometer and
referenced to the peak of the residual TMS at 0.00 ppm. **C NMR spectra were recorded with a
JEOL JNM-ECS400 (100 MHz) spectrometer and referenced to the solvent peak at 77.16 ppm.
Splitting patterns are indicated as follows: br, broad; s, singlet; d, doublet; t, triplet; g, quartet; m,
multiplet. Infrared spectra were recorded on a JASCO FT/IR-4100 spectrometer and are reported as
wavenumber (cm™). Conventional and high-resolution mass spectra were recorded with a JEOL
MS700 spectrometer.

Typical procedure for the synthesis of nonanophenone (3a)

A magnetic stirring bar, iodooctane (1a) (121.9mg, 0.5 mmol), phenylboronic acid (2a) (91.7mg,
0.75 mmol), PdCI,(PPhs), (16.4 mg, 0.025 mmol), K,CO3 (139.1 mg, 1.0 mmol), CsHg (4 mL), and
H,O (2 mL) were placed in a stainless steel autoclave for photoreaction equipped with an inserted
Pyrex glass liner. The autoclave was closed, purged three times with carbon monoxide, pressurized
with 45 atm of CO and then irradiated by Xenon arc lamp (500 W) with stirring for 16 h. Excess CO
was discharged at room temperature after the reaction. The reaction mixture was poured into water
(20 mL) and extracted with ether (20 mL x 3). The combined ether layer was washed with brine and
dried over MgSO,, then filtered and concentrated in vacuo to give a residue, which was subjected to
silica gel column chromatography using hexan/EtOAc = 250/1 as eluent affording nonanophenone
(3a) (100.6 mg, 91%)

Procedure for the synthesis of ethyl 4-benzoyldecanoate (6)

A magnetic stirring bar, ethyl iodoacetate (4) (110.0 mg, 0.5 mmol), 1-octene (5) (566.9 mg, 5.1
mmol), phenylboronic acid (2a) (94.1 mg, 0.77 mmol), PdCl,(PPh3), (16.1 mg, 0.025 mmol), K,COs
(136.2 mg, 1.0 mmol), C¢Hs (4 mL) and H,O (2 mL) were placed in a stainless steel autoclave for
photoreaction equipped with an inserted Pyrex glass liner. The autoclave was closed, purged three
times with carbon monoxide, pressurized with 45 atm of CO and then irradiated by Xenon arc lamp
(500 W) with stirring for 16 h. Excess CO was discharged at room temperature after the reaction.

The reaction mixture was poured into water (20 mL) and extracted with ether (20 mL x 3). The
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combined ether layer was washed with brine, and dried over MgSO,, then filtered and concentrated
in vacuo to give a residue, which was subjected to silica gel column chromatography using
hexan/EtOAc = 200/1 as eluent affording ethyl 4-benzoyldecanoate (6) (96.5 mg, 62 %)

Nonanophenone (3a)
0

M

CgHqz Ph
This compound is previously known and commercially available: Vautravers, N. R.; Regent, D. D.;

Breit, B. Chem. Commun. 2011, 47, 6635.

Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.97-7.95 (m, 2H), 7.57-7.53 (m, 1H), 7.48-7.44 (m,
2H), 2.98-2.95 (m, 2H), 1.79-1.70 (m, 2H), 1.41-1.27 (m, 10H), 0.88 (m, 3H); *C-NMR (CDCls,
100 MHz) 6 200.61, 137.14, 132.91, 128.60, 128.11, 38.70, 31.93, 29.54, 29.46, 29.26, 24.44, 22.74,
14.19.

3-Butoxy-1-phenylpropan-1-one (3b)

Aoy

Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.98-7.96 (m, 2H), 7.59-7.55 (m, 1H), 7.49-7.45 (m,
2H), 3.87-3.84 (m, 2H), 3.47 (t, J = 6.8 Hz, 2H), 3.28-3.24 (m, 2H), 1.57-1.51 (m, 2H), 1.38-1.31 (m,
2H), 0.92-0.88 (m, 3H); *C-NMR (CDCl;, 100 MHz) & 198.65, 137.13, 133.21, 128.68, 128.24,
71.21, 66.11, 39.04, 31.83, 19.40, 14.02; IR (neat) 2958 cm™, 1682 cm™, 1112 cm™; MS (relative
intensity) m/z 206 (M, 13), 151 (34), 133 (66), 105 (100), 77 (78); HRMS (EI) m/z calcd for
Ci3H1580, 206.1307, found 206.1308.

7-Chloro-1-phenylheptan-1-one (3c)
o)

CI/\/\/\)J\Ph

This compound is previously known and commercially available: Rieke, R. D.; Stack, D. E.; Dawson,
B. T.; Wu, T.-C. J. Org. Chem. 1993, 58, 2483.

White solid (m.p. = 32.7-33.6 °C); ‘*H-NMR (CDCls, 400 MHz) & 7.97-7.95 (m, 2H), 7.58-7.54 (m,
1H), 7.48-7.45 (m, 2H), 3.54 (t, J = 6.6 Hz, 2H), 3.00-2.97 (m, 2H), 1.82-1.73 (m, 4H), 1.50-1.41 (m,
4H); **C-NMR (CDCls, 100 MHz) & 200.40, 137.11, 133.08, 128.69, 128.14, 45.18, 38.49, 32.52,
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28.67, 26.84, 24.17.

1,3-Diphenyl-propan-1-one (3d)

O
Ph /\)J\Ph
This compound is previously known: Colbon, P.; Ruan, J.; Purdie, M.; Xiao, J. Org. Lett. 2010, 12,
3670.
White solid (m.p. = 66.9-68.1 °C); *H-NMR (CDCls, 400 MHz) & 7.97-7.95 (m, 2H), 7.56-7.47 (m,
1H), 7.45-7.43 (m, 2H), 7.30-7.21 (m, 5H), 3.33-3.29 (m, 2H), 3.09-3.05 (m, 2H); **C-NMR (CDCl;,
100 MHz) 6 199.30, 141.38, 136.91, 133.17, 128.70, 128.63, 128.53, 128.13, 126.23, 40.55, 30.20.

Cyclohexylphenylmethanone (3e)
0

OAPh

This compound is previously known and commercially available: Hsieh, J.-C.; Chem, Y.-C.; Cheng,
A.-Y.; Tseng, H.-C. Org. Lett. 2012, 14, 1282.

White solid (m.p. = 55.6-56.1 °C); *H-NMR (CDCls, 400 MHz) & 7.96-7.94 (m, 2H), 7.56-7.53 (m,
1H), 7.48-7.44 (m, 2H), 3.30-3.23 (m, 1H), 1.91-1.83 (m, 3H), 1.78-1.72 (m, 2H), 1.57-1.21 (m, 5H);
3C-NMR (CDCls, 100 MHz) & 203.94, 136.38, 132.80, 128.65, 128.32, 45.67, 29.49, 26.05, 25.93.

2-Methyl-1-phenyloctan-1-one (3f)

o

@)

Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.97-7.94 (m, 2H), 7.58-7.54 (m, 1H), 7.49-7.45 (m,
2H), 3.51-3.42 (m, 1H), 1.83-1.76 (m, 1H), 1.48-1.41 (m, 1H), 1.34-1.22 (m, 8H), 1.19 (d, J = 6.8 Hz,
3H), 0.86 (t, J = 6.8 Hz, 3H); *C-NMR (CDCls;, 100 MHz)  204.68, 136.87, 132.89, 128.70, 128.33,
40.67, 33.85, 31.80, 29.51, 27.49, 22.70, 17.34, 14.17; IR (neat) 2930 cm™, 2856 cm™, 1682 cm™,
703 cm™; MS (relative intensity) m/z 218 (M*, 10), 134 (48), 105 (100), 77 (40); HRMS (El) m/z
calcd for Cy5H2,0 218.1671, found 218.1676.
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1-Benzoyladamantane (39)

JO e

0]

This compound is previously known: Lo Fiego, M. J.; Lockhart, M. T.; Chopa, A. B. J. Organomet.
Chem. 2009, 694, 3674.

White solid (m.p. = 49.3-50.1 °C); *H-NMR (CDCls, 400 MHz) & 7.55-7.53 (m, 2H), 7.45-7.36 (m,
3H), 2.10-2.00 (m, 10H), 1.80-1.69 (m, 5H); **C-NMR (CDCls, 100 MHz) & 210.22, 139.65, 130.21,
128.00, 127.17, 46.95, 39.14, 36.59, 28.18.

2,2-Dimethyl-1-phenyl-propan-1-one (3h)
(0]

o

This compound is previously known: Zhu, Y.; Zhao, B.; Shi, Y. Org. Lett. 2013, 15, 992.
Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.70-7.68 (m, 2H), 7.48-7.38 (m, 3H), 1.35 (s, 9H);
3C-NMR (CDCls, 100 MHz) § 209.48, 138.72, 130.95, 128.18, 127.96, 28.15.

1-(2-Naphthyl)-nonan-1-one (3i)
O

White solid (m.p. = 54.1-54.7 °C); *H-NMR (CDCls, 400 MHz) & 8.47 (s, 1H), 8.05-8.03 (m, 1H),
7.96 (d, J = 8.0 Hz, 1H), 7.91-7.87 (m, 2H), 7.61-7.51 (m, 2H), 3.12-3.08 (m, 2H), 1.85-1.76 (m, 2H),
1.44-1.22 (m, 10H), 0.90-0.87 (m, 3H); *C-NMR (CDCl;, 100 MHz) & 200.76, 135.64, 134.55,
132.69, 129.75, 129.67, 128.52, 128.47, 127.90, 126.84, 124.11, 38.87, 31.99, 29.63, 29.58, 29.35,
24.69, 22.82, 14.27; IR (neat) 2933 cm™, 2849 cm™, 1683 cm™, 1463 cm™, 803 cm™, 755 cm™; MS
(relative intensity) m/z 268 (M", 19), 170 (100), 155 (83), 127 (49); HRMS (EI) m/z calcd for
C1gH240 268.1827, found 268.1833.

1-(4-Methoxyphenyl)nonan-1-one (3j)
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0]

CgHq7 J\@
OMe

This compound is previously known: Vautravers, N. R.; Regert, D. D.; Breit, B. Chem. Commun.
2011, 47, 6635.

White solid (m.p. = 43-44 °C); *H-NMR (CDCls, 400 MHz) 6 7.94 (d, J = 8.0 Hz, 2H), 6.93 (d, J =
7.6 Hz, 2H), 3.87 (s, 3H), 2.93-2.88 (m, 2H), 1.79-1.69 (m, 2H), 1.42-1.20 (m, 10H), 0.88 (t, J = 6.8
Hz, 3H); BC-NMR (CDCl3, 100 MHz) 6 199.29, 163.36, 130.38, 130.24, 113.72, 55.50, 38.38, 31.94,
29.56, 29.53, 29.27, 24.71, 22.74, 14.19.

1-(4-Trifluoromethylphenyl)nonan-1-one (3k)
o

CaHy7 JJ\@\
CF

This Compound is previously known: Dohi, S.: Moriyama, K.; Togo, H. Tetrahedron 2012, 68, 6557.
White solid (m.p. = 35.5-36.1 °C); ‘*H-NMR (CDCls, 400 MHz) & 8.07-8.05 (m, 2H), 7.74-7.72 (m,
2H), 3.00-2.97 (m, 2H), 1.80-1.71 (m, 2H), 1.39-1.27 (m, 10H), 0.88 (t, J = 6.8 Hz, 3H); **C-NMR
(CDCls, 100 MHz) & 199.70, 139.34 (q, Jc.r = 32.5 Hz), 128.51, 125.79 (q, Jc.r = 3.8 Hz), 123.77 (q,
Jor = 270.2 Hz), 39.08, 31.97, 29.56, 29.44, 29.30, 24.28, 22.80, 14.24; *F-NMR (CDCls, 377
MHz) 6 -62.98.

3

1-(o-Tolyl)nonan-1-one (3I)
o)

CgH17

Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.62-7.60 (m, 1H), 7.37-7.34 (m, 1H), 7.26-7.23 (m,
2H), 2.90-2.86 (m, 2H), 2.48 (s, 3H), 1.75-1.66 (m, 2H), 1.39-1.27 (m, 10H), 0.89-0.87 (m, 3H);
BC-NMR (CDCls3, 100 MHz) 6 205.09, 138.46, 137.88, 131.96, 131.09, 128.36, 125.71, 41.80, 31.95,
29.56, 29.45, 29.29, 24.55, 22.77, 21.30, 14.22; IR (neat) 2925 cm™, 2854 cm™, 1687 cm™, 1456
cm?, 753 cm™; MS (relative intensity) m/z 232 (M*, 8), 134 (47), 119 (100), 91 (59); HRMS (EI)
m/z calcd for C16H240 232.1827, found 232.1820.
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Cyclohexyl-(4-fluorophenyl)methanone (3m)
0

Q,

Colorless oil; *H-NMR (CDCls, 400 MHz) § 7.99-7.95 (m, 2H), 7.13 (t, J = 8.4 Hz, 2H), 3.25-2.17
(m, 1H), 1.90-1.82 (m, 4H), 1.78-1.70 (m, 1H), 1.55-1.22 (m, 5H); **C-NMR (CDCl;, 100 MHz) 5
202.36, 165.65 (d, Jc.r = 251.1 Hz), 132.76 (d, Je.r = 2.9 Hz), 130.97 (d, Jc.r = 8.6 Hz), 115.74 (d,
Jor = 22.0 Hz), 45.68, 29.52, 26.03, 25.94; *F-NMR (CDCls, 377 MHz) 5 -105.87; IR (neat) 2943
cm?, 2855 cm™, 1681 cm™, 1236 cm™, 843 cm™; MS (relative intensity) m/z 206 (M, 25), 151 (20),
123 (100), 95 (21); HRMS (EI) m/z calcd for C13H15FO 206.1107, found 206.1102.

Cyclohexyl-(4-bromophenyl)methanone (3n)
0]

O,

White solid (m.p. = 76.5-77.0 °C); *H-NMR (CDCls, 400 MHz) & 7.81 (d, J = 8.4 Hz, 2H), 7.60 (d, J
= 8.0 Hz, 2H), 3.30-3.23 (m, 1H), 1.90-1.81 (m, 4H), 1.79-1.70 (m, 1H), 1.54-1.21 (m, 5H);
B3C-NMR (CDCls;, 100 MHz) § 202.92, 135.11, 132.00, 129.95, 127.94, 45.71, 29.45, 26.01, 25.91;
IR (KBr) 2928 cm™, 1680 cm™, 833cm™; MS (relative intensity) m/z 268 (M", 20), 266 (M", 21),
187 (40), 185 (100), 183 (99), 157 (20), 155 (20); HRMS (EI) m/z calcd for C13H;5"°BrO 266.0306,
found 266.0297.

Cyclohexyl-(3-thienyl)methanone (30)

(@)
Q*@s

White solid (m.p. = 55.0-55.8 °C); *H-NMR (CDCls, 400 MHz) & 8.05 (t, J = 1.4 Hz, 1H), 7.55 (d, J
= 4.8 Hz, 1H), 7.32-7.30 (m, 1H), 3.10-3.03 (m, 1H), 1.90-1.81 (m, 4H), 1.76-1.70 (m, 1H),
1.56-1.21 (m, 5H); *C-NMR (CDCls, 100 MHz) & 198.31, 141.64, 131.79, 127.38, 126.32, 47.71,
29.45, 25.98, 25.90; IR (KBr) 1654 cm™, 2850 cm™; MS (relative intensity) m/z 194 (M*, 45), 111
(100); HRMS (EI) m/z calcd for C11H140S 194.0765, found 194.0758.
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1-Phenyl-4-penten-1-one (3p)
/\/\H/Ph

o)
This product is previously known and commercially available: Pirtsch, M.; Paria, S.; Matsuno, T.;
Reiser, O.; Isobe, H. Chem. -Eur. J. 2012, 18, 7336.
Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.98-7.96 (m, 2H), 7.60-7.54 (m, 1H), 7.49-7.45 (m,
2H), 5.92 (ddt, J = 16.8 Hz, 10.0 Hz, 6.4 Hz, 1H), 5.09 (ddd, J = 16.8 Hz, 3.2 Hz, 1.6 Hz, 1H), 5.02

(ddd, J = 10.0 Hz, 3.2 Hz, 1.6 Hz, 1H), 3.10-3.07 (m, 2H), 2.52-2.47 (m, 2H); *C-NMR (CDCls,
100 MHz) & 199.54, 137.41, 137.01, 133.12, 128.70, 128.13, 115.40, 37.84, 28.24.

2-Phenacyl-cyclopentanone (3q)
0

wPh
o)

This product is previously known; Thompson, B. B.; Montgomery, J. Org. Lett. 2011, 13, 3289.
Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.96 (d, J = 7.6 Hz, 2H), 7.59-7.56 (m, 1H), 7.46 (t, J =
7.6 Hz, 2H), 3.54 (dd, J = 3.2 Hz, 18.4 Hz, 1H), 3.06 (dd, J = 8.4 Hz, 17.6 Hz, 1H), 2.61-2.69 (m,
1H), 2.45-2.26 (m, 3H), 2.13-2.06 (m, 1H), 1.95-1.81 (m, 1H), 1.69-1.57 (m, 1H); **C-NMR (CDCls,
100 MHz) 6 220.53, 198.04, 136.63, 133.32, 128.69, 128.10, 45.15, 38.70, 37.64, 29.76, 20.91.

Ethyl 4-benzoyldecanoate (6)
0 0

EtO Ph
CeH1a

Colorless oil; *H-NMR (CDCls, 400 MHz) & 7.97-7.95 (m, 2H), 7.59-7.55 (m, 1H), 7.49-7.45 (m,
2H), 4.09 (g, J = 6.9 Hz, 2H), 3.55-3.49 (m, 1H), 2.38-2.30 (m, 1H), 2.26-2.20 (m, 1H), 2.18-2.06 (m,
1H), 1.90-1.81 (m, 1H), 1.77-1.72 (m, 1H), 1.51-1.45 (m, 1H), 1.26-1.19 (m, 11H), 0.86-0.82 (m,
3H); *C-NMR (CDCls, 100 MHz) & 203.90, 173.40, 137.91, 133.13, 128.77, 128.32, 60.43, 45.02,
32.56, 31.97, 31.69, 29.48, 27.37, 26.93, 22.64, 14.27, 14.13; IR (neat) 1216 cm™, 1680 cm™, 1731
cm?, 2929 cm™®, 704 cm™; MS (relative intensity) m/z 304 (M*, 3), 259 (10), 220 (29), 105 (100), 77
(19); HRMS (EI) m/z calcd for C19H2303 304.2038, found 304.2031.
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Comment = single_pulse
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Din Size = 13107
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Dimensions =X

Site = JHM-ECS400
Spectrometer = DELTA2_NMB
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X_Domain =1
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Irr_Domain = Proton

Ixx_Freq = 401,28215856 [MHEz]
Irr Offset = S[ppmn]
Tri_Domain = Proton

Tri_Freq = 401.28219856 [MHZ]
Tri_offset = 5{ppm]

Clippad = FALSE

Scans =8

Total _Scans =8

Relaxation Delay = 5[s]
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X_Angle = 45{deq]
X_Atn = 0.8[dB]
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Filename!
Authox
Experiment
Sample Td
Solvent
CreationiTime
Revision! Time

[ O R A

\Users\delta\Documents\JEQ
delta

proton.jxp

ui-M1-18(fr .55-114)
CHLOROFORM~D

10-MAY-2013 12:13:05
10-MAY-2013 13:04:13

:_Time 10 13 13:04:23
Comment = single pulse
Data Format = 1D COMPLER
Dim Size: = 13107
Dim_Title = Proten
Dim Units = Ippm]

Dimensions =X

Site = JMM-ECS400
Spectzometer = DELTAZ_NMR

Field Strength = 9.42499681[T] (400 [MHz])
X _Acq Duration = 2.1757952[s]
X_Domain! = 18

X_Freq = 401.28219856 [MHZ]
X_offset = 5{ppm]

X _Points: = 16384

X_Prescans =1

X_Resolution = 0.45960208 [Ez]
X_Sweep = 7.53012048 [kHz]
X_Sweep_Clipped = 6.02409635 [kHz]
Irr_Domain = Proton

Ixx_Freq! = 401.28219856 [MHZ]
Irx_offset = 5[ppm]
Tri_Demain = Proton

Tri Freg} = 401.28219856 [MHz]
Tri_offset = 5[ppn]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[s]

Recvr_Gain = 48

Temp_Get: = 21.1f4&)
X_90_width = 9.25[ue]

X_Acq Time = 2.1757952[s]
X_angle = 45[deq]

X Atn = 0.8[dB]

X _Pulse = 4.625[ue]
Trr_Mode: =off

Tri_Mode: = off

Dante_Presat = FALSE

Initial Wait = 1fse]

Repetition Time = 7.1757952(s]
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Jui-M1-18(fr.55-114) C_Carbon-1-3 jdf
= Filename: = \Users\delta\Documents\JEO
E Authox = delta
3 Experiment = carbon.jxp
E Sample_Td = ui-M1-18(fr.55-114) C
E Solvent = CHLOBOFORM-D
E CreationiTime = 10-MAY-2013 12:26:46
E Revision)Time = 10-MAY-2013 13:05:37
E _Time =10 13 13:06:12
E Comment = gingle pulse decoupled gat
E Data_Foxmat = 1D COMPIEX
E Dim Size: = 26214
E Dim Title = Carboni3
3 Dim Units = [ppm]
Dimensions =X
3 Site = JNM-ECS400
3 Spectrometer = DELTA2_NMR
E Field Strength = 9.424956B1{T] (400 [MHz])
E X_Acq Duration = 1.03805024(s]
B X _Domain| = 13c
E X _Freq = 100.90247863 [MHz]
3 X_offset = 100 [ppm]
E X_Points = 32768
E X _Prescans =4
E X_Remolution = 0.96330739 [Hz]
E X_sweep = 31.56565657 [kHz]
E X_Sweep_Clipped = 25.25252525 [kBz]
1 Izzr_Domain = Proton
E Izr_Freg = 401.28219856 [MHz)
3 Irr Offset = 5[ppm]
3 Clipped = FALSE
3 Scans = 256
E Total Scans = 256
E Relaxation Delay = 2[s]
E Recvr_Gain =50
E Temp_Get: = 21.7[dC]
E X_90_Width = 8.75[us]
X_Acq_Time = 1.03809024 [s]
3 X_angle = 30[deg]
| X_Atn = 5.2[dB]
E X Pulse = 2.91666667 [us]
E Irr_Atn Dec = 22.691[dB]
E Irr_Atn Noe = 22.691[dR)
3 Irr_Noise = WALTZ
E Irr_Pwidth = 0.115[ms]
3 Decoupling = TRUE
E Initial gait = 1[s]
3 Hoe = TRUR
3 Hoe_Time: = 2[s]
E Repetition Time = 3.03809024[g]
E 0
E AN \/\:/
3 O Ph
3 3b i
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ui-M1-15(fr.24-42)_Proton-1-4 jdf

Filename = C:\Users\delta\Documents\J
~ Authoxr = delta
Py n Experiment = proton.jxp
S |« Sample_Id = ui-M1-15(fr.24-42)
<~ Solvent = CHLOBOFORM-D
Cxeation_Time = 25-APR-2013 23:48:49
Revision Time = 14-MAY-2013 20:23:43
,_Time =1 13 20:23:48
Comment = single pulse
Data_Foxmat = 1D COMFLER
Dim Size = 13107
Bim Title = Proton
Dim Units = [ppml
Dimensions =X
Site = JRM-ECS400
Spectrometer = DELTA2_NMR
Field Strength = 9.42499681[T] (400 [MHz])
X_Rcq Duration = 2.1757952(s]
X _Domain = 1K
X _Freq = 401.28219856 [MEz]
X_offset = 5Ippm]
X_Points = 16384
X_Pxescans =1
X Resolution = 0.45960208 [Hz]
X_swaeep = 7.53012048[xHz]
X_sweap_Clipped = 6.02409639 [kHz]
Ixx_Pomain = Proton
Irx_Freq = 401.28219856 [MHZ]
Irz_offset = 5[ppm]
Tri_Domain = Proton
Tri_Freq = 401.28219856 [MHz]
Tri offset = 5[ppm]
~ Clipped = FALSE
% =4 m Scans =2
& & & Total_Scans =2
fs¢]
iwmu Relaxation Delay = 5[s]
= Racvr_Gain = 46
Temp Get = 20.5[dC]
X_90_Width = 9.25{us]
% Acq Time = 2.1757952[s]
X_2ngle = 45[deg]
X Atn = 0.8[dB]
X _Pulse = 4.625[us]
Irzr_Mode = Off
Tzri_Mode = Off
pante_Prasat = FALSE
Initial_wait = 1[s]
Repetition Time = 7.1757952([s]
E
=1
0 3
O_\/\/\/\:/ Ph
4 4 4
3c

abundance
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-0.01 0.01

Jui-MI1-15(fr.24-42) C_Carbon-1-3 jdf
3 Filename = \Usezs\delta\Documents\JEO
e Author = delta
1 Experiment = carbon.jxp
E Sample Id = ui-M1-15(fr.24-42) C
3 Solvent = CHLOROFORM-D
3 Creation Time = 26-AFR-2013 06:05:23
E Revimion Time = 26-APR-2013 09:57:31
3 Current Time = 26-RPR-2013 09:57:35
3 Comment = single pulse decoupled gat
E Data_Foxmat = 1D COMPLEX
E Dim_Size = 26214
] Dim Title = Carbonl3
3 Dim Units = [ppn]
E Dimenaions =x
site = JEM-ECS400
3 Spectrometer = DELTA2_WMR
E Field Strength = 9.42499681(T] (400 {MHz])
X _Req Duration = 1.03809024[s]
E X_Domain = 13¢
E X_Freq = 100.50247863 [MHz]
E X _offset = 100 [ppm]
E X_Points = 32768
4 X_Prescans =4
1 X _Resolution = 0.96330739 [Az]
E X _Swaep = 31.56565657 [kHz]
3 X_Sweep_Clipped = 25.25252525 [kAz]
3 Irr_pomain = Proton
Irr_Freq = 401.28219856 [MHz]
3 Trr_offsat = 5[ppm]
E Clipped = FALSE
3 Scans = 1024
1 Total_Scans = 1024
E Relaxation Delay = 2[s]
] Recvr_Gain = 50
E Temp_Get = 21.1[&]
F X _90_width = 8.75[us]
r X_Acq_Time = 1.03809024[s]
X_Angle = 30[deg)
E X_Atn = 5.2[dB]
E X Pulse = 2.91666667 [us]
E Irr_Atn Dec = 22.691[dB]
3 Irr_Atn_Foe = 22.691[dB]
3 Irr Noise = WALTZ
Irzr_Pwidth = 0.115[ns]
B Dacoupling = TRUE
] Initial Wait = 1(8)
3 Hoe = TRUE
3 Noe_Time = 2[s]
E Repetition Time = 3.03809024[s1
E o] .
E O_\/\/\/\:/_u—._ \
1 |
E 3c
E I ‘ T Tr _ _ PTII | N _ " "
. e R Vs trimen B s ) ¥ P Y ¥ ¥ it iy ety ooy
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ui-M1-17(ft.5-47)_Proton-1-4jdf

2.005

5.230

2.012
2.000

2

JEOL

RESONANCE

X : parts per Million : Proton

3.326
3.316
3.308
3.304
3.296
3.287
3.091

3.083
3.072
3.063
3.053

1.583 —

1254 —

o

-0.000

Filename
Authoxr
Experiment
sample_Td
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Req Duration

X_Resolution
X_Sweep
X_Swaep_Clipped
Irx_Domain
Irx_Freq
Irz_offsaet
Tri Pomain
Tri_Freq

Tri offset
Clipped
Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_width
X_Rcq_Time
X_Angle
X_Atn

X _Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait

[ )

LI ST I )

LI I U I

LI T A

Bowonwunn

\Usezs\delta\Documents\JEQ
delta

proton.jxp

Wi-M1-17 (£Fx.5-4T)
CHLOROFORM-D

27-RPR-2013 16:56:40
27-RPR-2013 16:53:37
27-APR-2013 16:53:59

single pulse
1D COMPLEX
13107

Proton

[ppm]

X

JNM-ECS400
DELTA2_NMR

9.42499681[T] (400 [MHZ])
2.1757952 (8]

1m
401.28219856 [MHz]
S [ppm]

16384

1

0.45960208 [Rz]
7.53012048 [kEz]
6.02409639 [kEZ]
Proton
401.28219856 [MHz]
5{ppm]

Eroton
401.28219856 [MEz]
5[ppm]

FRLSE

]
o

20.8[dc]
9.25[us]
2.1757952[s]
45 [degq]
0.8[dB]
4.625[us]
off

off

FALSE

1fs]

Repetition Time = 7.1757952[s]

-S15-



abundance

0.6

0.5

0.4

0.3

0.2

0.1

ui-M1-17(fr.5-47) C_Carbon-1-3 jdf

JEOL
B) rResoNaNce
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X : parts per Million™'Carbon13

27-APR-2013 17:01:53
8-MAY-2013 19:54:53

Creation! Time
Revision! Time

Filename: = \Users\delta\Documents\JEQ
Authoxr = delta

Experiment = cazbon.jxp

Sample_Xd = ui-M1-17(fr.5-47) C
Solvent = CHLOROFORM-D

_Time 8 13 18:54:59
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dinm_Size: = 26214
Dim_Title = Carbonl3
Dim Units = [ppm]

Dimensions =X

site = JAM-ECS400
Spectrometer = DELTRA2_NMR

Field Strength = 9.42499681[T] (400[Miz])
X_Rcq Duration = 1.03809024[s)
X_Domain/ = 13¢

X _Freq = 100.90247863 [MHz]
X _Offset = 100 [ppm]

X Points = 32768

X_Prescans =4

Z_Resolution = 0.96330739 [Hz]
X_Sweep = 31.56565657 [kHZz]
X_Sweap_Clipped = 25.25252525 [kHz]
Irr_Domain = Proton

Irx Freqi = 401.28219856 [MHz]
Izz Offet = 5[ppm]

Clipped = FALSE

Scans = 256

Total Scans = 256

Relaxation Delay = 2[s]

Recvr_Gain = 50

Temp_Get: = 20.9[4c]
%_50_width = 8.75[us]
X_Rcq_Time = 1.03805024 (8]
X _Angle = 30{deg]

X _Atn = 5.2[dB]
X_Pulse = 2.91666667 [us]
Irr_Atn Dec = 22.691[dB]
Irr_Atn Noe = 22.691[a8]
Irr Noise = WALTZ
Irz_Pwidth = 0.115{ms]
Decoupling = TRUE

Initial Wait = 1fs]

Noe = TRUE
Noe_Time: = 2[s)

Repetition Time = 3.03809024 []

0]

_u:\/L_/ Ph ___
]
3d .
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ui-B4-143(f.9-29)_Proton-2-4 jdf

Pl IS |

JEOL
) ResoNANCE

5.275
5.187

2.052

1.847

1.000

U857

0

abundance

X : parts per Million : Proton

3.303
3.295
3.287
3.275
3.266
3.258
3.247
3.239
3.231

Filename = Cc:\Users\delta\Documents\J
Author = delta

Experiment proton.ixp

Sample_Id ui-B4-143 (£r.9-25)

CHLOROFORM-D
23-FEB-2013 22:11:11
13-¥AY-2013 16:40:10

Solvent
Creation Time
Revision Time

_Time ¥-2013 16:40:18
Comment. = single_pulse
Data_Format = 1D COMPLEX
Dim Size = 13107
Dim Title = Proton
pim Units = [ppm]

Dimensions =X
Site = JNM-ECS400
Spectrometer = DELTA2_NMR

Field Strangth
X_Acq_Duration
X_Pomain

9.42499681[T] (400 [MHZ])
2.1757952([=]
1K

X Freq = 401.28219856 [MHZz]
% offset = 5[ppm]

X _Points = 16384

X _Prescans =1

X_Resolution = 0.45960208 {Hz]
X_Sweep = 7.53012048 [kAz]
X_sweep_Clipped = 6.02409639 [kHz]
Irr_Domain = Proton

Ixx_Freq = 401.28219856 [MHz]
Izr Offset = 5[ppm]

Tri Domain = Proton

Tri Freq = 401.28219856 [MHz]
Tri_offsat = 5[ppal

Clipped = FALSE

Scans =8

Total_scans =8

Relaxation Delay = 5(s]

Recvr_Gain = 46

Tamp_Get = 20.41dc]

X _90_width = 5.25[us]
X_Acq_Time = 2.1757952[s]
X_Angle = 45[deg]

X Atn = 0.3[dB]

X_Pulse = 4.625[us]
Irr_Mode = Off

Tri Mode = Off

Dante_Prasat = FALSE

Initial Wait = 1[s]

Repetition Time = 7.1757952(s]

Ph

3e
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ui-B4-143(f.9-29) C_Carbon-1-4jdf

JEOL
) ResoNANCE

Filename = C:\Users\delta\Documents\T
Author = delta

Experiment = carbon.jxp

Sample_Id = ui-B4-143(fr.9-29) C
Solvent = CELOROFOBRM-D

Creation_Time = 23-FEB-2013 21:42:12
Revision Time = 13-MAY-2013 16:40:34
Cuzrent_Time = 13-MRY-2013 16:40:38
Comment = single pulse decoupled gat
Data_Format = 1D COMPLER

Dim_Size = 26214

Dim Title = carboni3

Dim Units = [ppm]

Dimensions =X

Site = JHM-ECS400

Spectxometer = DEVIA2_NMR

Fleld Strength
X_Acq Duration

9.42499681[T] (400 [MHz])
1.03809024[s]

X_Domain 13¢
X_Freq 100.90247863 [MHz]
X offset 100 [ppm]

X Points 32768

X Prescans 4

X_Resolution 0.96330739 [Hz]

}
LI B B )

X_Sweep 31.56565657 [kHz]
X_Sweep_Clipped = 25.25252525 [kEz]
Izz_Domain = Proton

Irr_¥req = 401.28219856 [MHz]
Irr_offset = 5[ppm]

Clipped = FALSE

Scans = 256

Total Scens = 256

Relaxation Delay = 2[s]

Recvr_Gain =50

Temp_Get. = 20.2[dC)
X_90_width = 8.75[us]
X_Rcq_Time = 1.03809024 [s]

X angle = 30[deg]

X _Atn = 5.2[dB]

X_Pulse = 2.91666667 [us]
Irx_Atn Dec = 22.691[dB]

Irr Atn Noe = 22_691[dB]
Irz_Noise = WALTZ
Irr_Pwidth = 0.115[ms]
Decoupling = TRUE

Initial Wait = 18]

Hoe = TRUE

Koe_Time = 2[s]

Repetition Time = 3.03809024[s]

Ph

3e

) [ J » ) _

iy el " La W

1200 1100 1000 90.0 800 700 600 500 400 300 200 100 0  -160  -204

8
o

2200 2100 2000 1900 180.0 1700 1600 150.0 140.0 13

03.943
136380 ~—
132,799 ~—_
128.647 ~_
1283227

X : parts per Milfibn : Carbon13
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4i-Bd-112(fr.8-50)_Proton-1-4.jdf
| JEOL
) ResoNANCE

Filename = \Users\delta\Documents\JEO
Author = delta

[N Experiment proton.jxp

- Sample Td ui-B4-112 (£r.8-50)

= Solvent CHIOROFORM-D

Creation Time
Revision Time

24~JAN-2013 18:03:03
14-MAR-2013 11:25:19

wEonnoun

,_Time 1 13 11:25:27
Comment = single pulse
1 Data Format = 1D COMPLER
Dim_Size = 13107
1 Dim Title = Proton
Dim Unite = [ppa]
Dimensions =X
Site = JNM-ECS400
Spactrometer = DELTA2_NMR
Field Strength 9.42499681[T] (400 [MHz])
X_Acq_Duration 2.1757952[s]
X_Domain 1E
X Freq 401.262196856 [MHz]
X Offset 5[ppm]
X Points 16384
X Prescans 1

X _Resolution 0.45960208 (8]

LTI O I T I ]

X_Sweep 7.53012048 [kHz]
X_Sweap_Clipped = 6.02409639 [kiz]
Irr_Domain Proton

Ixx_Freq 401.28219856 [MHz]
Irx Offaet 5 [ppn]

Tri_Domain Proton

Tri_Freq 401.28219856 [pz)
Tri_offset Sippm]

Clipped FALSE

Scans 16

Total_Scans = 16

BRelaxation Delay = 5[s]

Recvr_Gain = 48
Tenp_Get = 20.3[dC]
X_90_Width = 9.25[us]
X_Acq_Time = 2.1757952[s]
%_angle = 45[degq)
X_Atn = 0.8[dB]
X_Fulse = 4.625[us]
Irz_Mode = off
Tri_Mode = off
Dante_Presat = FALSE
Initial wWait = 1[s]

”nvmnh.wﬂonlﬂham = 7.1757952(s)

3.064

1.993
1.950
e}
>

U965
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t

abundance
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7ui-B4-112(fr.8-50)-C_Carbon-1-3 jdf

JEOL
) rResoNANCE

Filename \Ugers\delta\Documents\JEO
Ruthor delta

Experiment carbon_jxp

Sample_Id ui-B4-112(fr.8-50) -C

Solvent
Creation Time
Revision Time

CHLOROFORM-D
24-JAN-2013 23:23:05
14-MAR-2013 11:26:13

. Time 13 11:26:31
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim_Title = Carbon13
Dim Units = [ppml
Dimenaions =X
Site = JEM-ECS400
Spectrometer = DELTR2_NMR
Field strength = 9.42499681[7) (400([MHz])
% _Acq Duration = 1.03809024 [s]

X Domain = 13¢

X Freq = 100.50247863 [MEz]
X_offset = 100 [ppn]

X _Points = 32768

X _Frescans =4

X Resolution = 0.96330739 [Az]

X _Swaep = 31.56565657 [kHz]
X_Swaep_Clipped = 25.25252525 [kBz]
Irr_Domain = Proton

Ixx_Freq = 401.28219856 [MHz]
Trz_offset = S5[ppm]

Clipped = FALSE

Scans = 256

Total_Scans = 256

Relaxation Delay = 2{a}

Recvr_Gain = 50

Temp_Got = 20.5[d&]
X_90_width = 8.75 fus]

X _Acq_Time = 1.03809024 [s]

X _angle = 30[deq]

X_Atn = 5.2[dB]

X_Pulse = 2.91666667 [us]
Irr_Atn Dec = 22.651[dB]
Irr_Atn Noe = 22.691[dB]
Irr_Noise = WALTZ

Irr_pwidth = 0.115 [ms]
Decoupling = TRUE

Initial Wait = 1[s]

Noe = TRUE

Noe_Time = 2(s]

Repetition_Time

abundance
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1.0

ui-B4-81(fr.18-31)_Proton-1-4 jdf
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X : parts per Million : Proton
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Filename = \Usezs\delta\Documents\JEQ

Author = delta

Experiment = proton.jxp

Sample_Id , = ui-B4-81(fr.18-31)

Solvent = CHLOROFORM-D

Creation Time = 22-NOV-2012 00:54:39

Revision Time = 14-MAR-2013 13:34:35
;_Time =14 2013 13:34:40

Comment = single pulse

Data_Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim_Units = [ppm]

Dimensions =X

Site = JMM-ECS400

Spectrometer = DELTR2_ NHMR

Fleld strength = 9.424996B81[T] (400 [MHz])

X_Rcq Duration = 2.1757952(s]

X_bDomain = 1

X_Freq = 401.28219856 [MEz]

X_Offget = 5[ppm]

X _Points = 16384

X_Prescans =1

X_Resolution’ = 0.45960208 [Ez]

X_Sweep = 7.53012048 [kiiz]

X_Sweep_Clipped = 6.02409639 [kiiz]

Irr_Domain = Proton

Irr_Freq = 401.28219856 [MHz]

Irr offset = 5[ppm]

Tri Domain = Proton

Tri Freq = 401.28219856 [MHz]

Tri_offset = 5 [ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[s]

Recvr_Gain = 48

Temp_Get = 21[dc]

% 90_width = 9.25[us]

X_Acq Time = 2.1757952[s]

X_angle = 45[deg]

X _Atn = 0.8[dB]

R Fulse = 4.625[us]

Izr_Mode = off

Tzi_Mode = Off

Dante_Presat = FALSE

Initial Wait = 18]

Repetition Time = 7.1757952s]
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abundance

] Filename = \Users\delta\Documents\JEO
Buthor = delta
] Experiment = carbon.jxp
1 Sample_Id = ui-p4-81(€fr.16-31) -C
] Solvent = CHLOROFORM~D
1 Creation Time = 22-FOV-2012 01:04:35
] Revision Time = 14-MAR-2013 13:35:36
:_Time = 13 13:35:47
1 Comment = single pulse decoupled gat
] Data_Format = 1D COMPLEX
} Dim Size = 26214
] Dim_Title = Carbonl3
1 Dim Units = [ppa]
] Dimensions =X
1 site = JNM-ECS400
] Spectromater = DELTA2_NMR
Field Strength = 9.42499681[T] (400 [MEz])
X_Acq Duration = 1.03809024[s]
] X_Domain = 13¢
1 X Freq = 100.50247863 (Muz]
7 X_Offset = 100 [ppm]
1 X_Points = 32768
] X _Prescans =4
1 X_Resolution = 0.96330739 [Az]
] X_sweep . = 31.56565657 [kHz]
X _Sweep Clipped = 25.25252525 [kHz]
- Irr_Domain = Proton
Irr_Freq = 401.28219856 [Miz]
g Irx_offset = 5(ppm]
] Clipped = FALSE
] Scans = 256
1 Total_Scans = 256
- Relaxation Delay = 2([s]
] Recvr_Gain = 50
] Temp_Get = 21[dc)
X_90_width = 8.75[us]
X_Acq_Time = 1.03809024 [s]
X_Angle = 30[deg]
] X_Atn = 5.2[d8]
1 X Pulse = 2.91666667 [us]
] Irr_htn Dec = 22.691[dB]
] Ixx_Atn Noe = 22.691[dB]
] Irr_Noise = WALTZ
] Irr_Pwidth = 0.115 [ms]
1 Decoupling = TRUE
- Initial Wait = 1[s]
] Hoe = TRUE
Hoe_Time = 2[s8]
1 Bepetition Time = 3.03803024(s]
] Ph
B o}
] 3g .
! d Iy g _1_w o ' »
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3 Filename = \Users\delta\Documents\JEO
3 Authox delta

E S Experiment proton.Jjxp

3 =3 Sample_Id ul-B4-150 (fr.14-22)

3 (= Solvent CHLOROFORM-D

13-MAR-2013 20:05:08
13-MAR-2013 20:07:03
13-MAR-2013 20:07:55

Creation Time
Revision Time
curzent_Time

TS,

Comment = single pulse
Data_Format = 1D COMPLEX

Dim Size = 13167

pim_Title = Proton

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECS400
Spectrometer = DELTA2_KMR

Field Strength = 9.42499681[T] (400 [Muz])
X _Acq Duration = 2.1757952(s]
X_Domain =18

X _Freq = 401.28219856 [MHz]
X offset = Sippal

X _Points = 16384

X Prescans =1

X _Resolution = 0.45960208 [Hz]
Z_Sweep = 7.53012048 [kHZ]
X_Swaep_Clipped = 6.02409639 [kHz]
Ixr_Domain = Proton

Irz Freq = 401.28219856 [MHz]
Irx Offset = 5[ppm]

Tri Domain = Broton

Tri Freq = 401.28219856 [MHz]
Tri_offset = 5([ppm}

clipped = FALSE

Scans =8

Total_scans =8

Relaxation Dalay = 5(s]

Recvz_Gain = 46

Tenp Get = 20.3[dC]
%_90_width = 9.25{us]
X_Acq_Time = 2.1757952[s]
X_nngle = 45[deq]

X_Atn = 0.8[dB]

X Fulse = 4.625[us]
Irr_Mode = Off

Tri_Mode = off

Dante_Presat = FALSE

Initial_Wait 1[s)
Repetition Time = 7.1757952(s]
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\Users\delta\Documents\JEO

Filename =

Author = delta

Experiment = carbon.jxp

Sample_Id = ul-B4-150(fr.14-22) C

Solvent = CHLOROFORM-D

Creation Time = 14-MRR-2013 07:34:27

Revision Time = 14-MAR-2013 10:07:32
. Time =14 2013 10:08:07

Comment = single pulse decouplad gat

Data_Format = 1D COMPLEX

Dim _Size = 26214

Dim_Title = Carbon13

Dim_Units = [ppm]

Dimensions =X

Site = JEM-ECS400

Spectrometer = DELTA2 NMR

Field Strength 9.424996681[T] (400 [MHz])

X_Acq Duration 1.03809024 [3]

X _Domain 13¢-

X Freq 100.90247863 [MAZ]

X offset 100 [ppm]

%_Points 32768

X_Frescans 4

Izr_Domain
Irr Freq
Irx_offget
Clipped
Scans
Total_Scans

Relaxation Delay

Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_hngle

Z_Rtn

X Pulse

Izr_Atn Dec
Irr_Atn Noe
Irx_Noise

Izz Pwidth
Decoupling
Initial Wait
Hoe

Roe_Time
Repetition Time

0.96330735 [Hz]
31.56565657 [kHz]
25.25252525 [kHz]
Proton
401.28219856 [MAz]
5[ppm]

FALSE

2056

2056

LI T T T T O )

2[s]

50

20.1[dc)
8.75[us]
1.03809024 [s]
30{deq]
5.2[dB]
2.91666667 [us]
22.691[dB]
22.691[dB]
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Creation Time 31-JAN-2013 16:09:45

Filename = \Users\delta\Documents\JEO
Author = delta

S Experiment = proton.Jjxp

22 Sample Id = ui-B4-117{fr.27-34)

= Solvent = CHLOROFORM-D

Losaalaaialaesl

abundance

Revision Time 14-MAR-2013 11:19:45
. _Time 4 13 11:19:55
Conmment = single pulse
Data Format = 1D COMPLEX
] Dim_Size = 13107
E Dim Title = Fxoton
E Dim Units = [ppml]
= Dimensions =X
] Site = JEM-ECS400
4 Spectrometex = DELTR2_MNMR
3 Field Strength = 9.42499681[T] (400 [MEz])
3 X_Acq_Duration = 2.1757952(s]
3 X _Domain = 1H
] X Fregq = 401.28219856 [MHz]
1 X_Offzet = 5[ppm]
E X Points = 16384
1 X_Prescans =1
= X_Resolution = 0.45960208 [HZ]
3 X_Swaep = 7.53012048 [kiz]
= X_Sweep_Clipped = 6.02409639 [kEz]
3 Irr_Domain = Proton
3 Izzr_Frag = 401.28219856 [MHz]
3 Irr_offset = 5[ppm)
3 Tri_Domain = Proton
] Tri Freq = 401.28219856 [MHZz]
E Tri offset = 5[ppm]
] Clipped = FALSE
] Scans =16
E Total_Scans =16
- Relaxation_Delay = 5([sl
] Recvx_Gain = 52
E Tenp_Get = 20[4c]
3 X _50_width = 9.25[us]
3 X_Acq_Time = 2.175795218]
B X_Angle = 45[deq]
3 X Atn = 0.8[dB]
E X _Pulse = 4.625[us)
B Ixz_Mode = Off
E Tri Mode = Off
E Dante_Presat = FALSE
3 Initial Wait = 1[8)
E Q Repetition Time = 7.1757952[s]
E @
] -
E ° - o
3 g g
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Filename = \Users\delta\Documents\JEO
Authox = delta

Experiment carbon.jxp

Sample Td wi-B4-117 (fx.35-44)
Solvent CHLOROFORM-D

Creation Time 31-JAN-2013 18:07:05

[ T

Revigion Time 14-MAR-2013 11:13:32
._Time 114 2013 13:13:53

Comment = smingle pulse decoupled gat

Data_Format = 1D COMPLEX

Dim Size = 26214

Dim_Title = carbonl3

Dim Units = [ppm]

Dimensions =X

site = JNM-ECS400

spectrometer = DELTA2_NMR

Field Strength = 9.42489681[T] (400 [MHz])

Z_Acq Duration = 1.03809024 {s]

Z_Domain = 13¢

X _Freq = 100.90247863 [MEZ]

X Offset = 100 [ppm]

X _Points = 32768

X_Frescans =4

X_Besolution = 0.96330739 [Hz]

X_Sweep = 31.56565657 [Xiz]

X_Swaep_Clipped = 25.25252525 [kHz]

Izz_Domain = Eroton

Irr_Freq = 401.28219856 [MHz]

Irxr Offset = 5[ppm]

clipped = FALSE

Scans = 256

Total Scans = 256

Relaxation Delay = 2[s]

Recvr_Gain = 50

Temp_Get = 20.3[4C]

X_90_Width = 8.75[us]

%_Acq_Time = 1.03809024 [s]

X_Angle = 30([deg]

X_Atn = 5.2[dB}

X Pulse = 2.91666667 [us]

Irr_Atn Dec = 22.691[dB)

Irz_Atn Noe = 22.691[dB]

Izz Noise = WALTZ

Irr_Pwidth = 0.115[us]

Decoupling = TRUE

Initial Wait = 1[e]

Hoe = TRUE

Noe_Time = 2[8]

Repetition Time = 3.03809024[s]

|
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ui-B4-89(fi.8-13)_Proton-1-4 jdf :
Filename = \Users\delta\Documents\JEOQ
Author = delta
M Expeximent = proton.jxp
q 0 Sample Id = ui-B4-~89 {(fr.8-13)
S Solvent = CHLOROFORM-D
Creation Time = 11-DEC-2012 22:29:53
Revision Time = 14-MAR-2013 11:31:36
1 . _Time = 14 2013 11:32:10
Comment = single pulse
Data_Format = 1D COMPLEX
Dim Size = 13107
Dim_Title = Proton
1 Dim_Units = [ppm]
- Dimensions =X
Site = JHM-ECS400
Spectrometer = DELTA2_NMR
Pield Strength = 9.42499681[T] (400 [Muz])
X_Acq Puration = 2.1757952(s}
q X _Domain = 18
R X_Freq = 401.28219856 {Miz]
X_offaset = S5fppm]
X _Points = 16384
X _Prescans =1
% Resolution = 0.45960208 [Bz]
X _Swaep = 7.53012048 [kRz]
X_Sweep_Clipped = 6.02409639 [kHz]
Irx_Domain = Proton
Izz_Freq = 401.28219856 [MEz]
1 Irz_offaet = 5{ppm]
1 Trji_Domain = Proton
4 Tri Freq = 401.28215856 [MHz]
] Tri Offset = Sippal
Clipped = FALSE
3 Scans =16
1 Total_Scans = 16
Relaxation_Delay = 5[s]
Recvx_Gain = 42
Temp_Get = 20.7[dC]
%_90_width = 9.25[us]
X_Acq Time = 2.1757552(s]
X_angle = 45[deg]
X _Atn = 0.8[dB]
X_Pulse = 4.625[us]
Irx_ Mode = Off
Tri Mode = Off
Dante_Presat = FALSE
Initial Wait = 1[s]
ﬁd: Repetition Time = 7.1757952(s]
. o o) =
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)
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Filename = \Users\delta\Documents\JEO
Author delta

Experiment carbon.jxp

Sample_Id ui-B4-8%2 (£fr.8-13)-C

[T B BT ]

Solvent CHLOROFORM-D
Creation Time 12-DEC-2012 10:14:05
Revision Time 14-MAR~-2013 11:33:31
-_Time 14 2013 11:34:06

Comment = single pulse decoupled gat
Data_rormat = 1D COMPLEX
Dim_Size = 26214
Dim Title = carbonl3
Dim Units = [ppal
Dimensions =X
Site = JHM-ECS400
Spectrometexr = DELTA2_EMR
Field strength = 9.42499681([T] (400 (MHz])
X_Rcq Duration = 1.03809024 [s]
X_Domain = 13¢

4 X _Freq = 100.90247863 [MEz)

] X _offuet = 100 [ppm]

] ¥ Points = 32768

i X_Prescans =4

4 X _Resolution = 0.96330739 [Ez]

] X_Sweap i = 31.56565657 [kHz]
X_Sweep Clipped = 25.25252525 [kAz]
Irx_Domain = Pxoton
Irx Freq = 401.28219856 [MHz]
Irr_offset = 5[ppn]
Clipped = FALSE
Scans = 256
Total_Scans = 256
Relaxation Delay = 2[s]
Recvr_Gain = 50

] Temp_Got = 21[dC]
X_90_width = 8.75[us]
X_Rcq_Time = 1.03809024[s]
X_Angle = 30[deg]
X_Atn = 5.2[dB]
X_Fulse = 2.91666667 [us]
Irx_Atn Dec = 22.691{dB]
Irr Atn Noe = 22.691[dB]
Irr_Noise = WALTZ
Irr_pwidth = 0.115[ns]
Decoupling = TRUE
Initial Wait = 1{s]
Hoe = TRUE
Hoe_Time = 2{s8)

Repetition Time = 3.03809024 [s]
i

o]
CgHy7

OMe |
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Filename = \Users\delta\Documents\JEO
Buthor = delta
= Experiment = proton.jxp
(=3 Sample_Id = ui-M1-22(fr.8-12)
S Solvent = CHLOROFORM-D
Creation Time = 10-MAY-2013 23:25:37
Revision Time = 11-MAY-2013 00:42:14
Curzent_Time = 11-MAY-2013 00:42:28
Comment = single_pulse
Data_Format = 1D COMPLEX
Dim Size = 13107
Dim Title = Proton
Dim Units = [ppm]
Dimensions =X
site = JMM-ECS400
Spectrometer = DELTA2_NMR
Field Strength = 9.42499681{T] (400 [MHz])
X_Acq Duration = 2.1757952(s]
X_Domain = 1
X _Freq = 401.28219856 [MHz]
X Offset = 5[ppm]
X _Points = 16384
X_Prescans =1
X_Resolution = 0.45960208 [Hz]
X_Sweep = 7.53012048 [kHz]
X _Sweep_Clipped = 6.02409639 [kHz]
Izz_Domain = Proton
Irr_Freq = 401.28219856 [MHz]
Izr_offset = 5fppm]
Tri_Domain = Proton
Tri_Freq = 401,28219856 [MEz]
Tri_offset = 5([ppAl
Clipped = FALSE
Scans =8
Total_Scans =8
Relaxation Delay = 5[s]
Becvr_Gain = 50
Temp_Get = 21.3[aC)
X_90_Width = 5.25[us]
X_Acq_Time = 2.1757952[s]
X_Angle = 45[deq]
X_Atn = 0.8[dB]
X_Pulse = 4.625[us]
Izx Mode = Off
< Tri_Mode = off
[ Dante_Presat = FALSE
ﬂ.,. Initial Wait = 1[s]

Repetition Time = 7.1757952[s]
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4-toriflucromethylphenyl octyl ketone Carbon-1-3 jdf
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15-MAY~2013 11:49:21
15-MAY-2013 14:25:56
15-MAY-2013 14:26:26

Creation Time
Revision Time
Current_Time
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Filename = \Users\delta\Documents\JEC
Author = delta

Experiment = carbon.jxp

Sample_Td = 4-torifluoromethylphenyl o
Solvent = CHLOROFOBM-D

Comment = gingle pulse decoupled gat
Data_Format = 1D COMPLEX

Dim Size = 26214

Dim_Title = carbonl3

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECS400

Spectrometer = DELTA2_NMR

9.42499681[T] (400 [MHz])
1.03809024[3]

Field Strength
¥ _Acq Duration

[EPRENENETY SUNTE SR PR
1

W FUETE FE RS NUETY FUNTS PENTE Y

X_Domain = 13c

X_Freq = 100.90247863 [MHz]
X_offset = 100{ppm]
X_Points = 32768

X _Prescans =4

X_Resolution = 0.96330739 [Az]
X_sweep = 31.56565657 [kHz]
¥_Sweep_Clipped = 25.25252525 [kHz]
Irz_Demain = Proton

Irr_Freq = 401.28219856 [MHz]
Irr_offset = 5{ppm]

clipped = FALSE

Scans = 2048
Total_Scans = 2048

Relaxation Delay = 2[s]

Recvxr_Gain = 50

Temp_Get = 21.1[dC]
%_90_Width = 8.75[us]
K_Acq_Time = 1.03809024{s]
X_Angle = 30[deq]

X_Atn = 5.2[dB]

X_Pulse = 2.91666667 [us]
Irr_Atn_Dec = 22.691[dB]
Irr_Atn Noe = 22.691[dB]
Irx_Noise = WALTZ
Irx_Pwidth = 0.115{ms]
Decoupling = TRUE

Initial Wait = 1[8}

Noe = TRUE

Noe_Time = 2[%]

Repetition Time = 3.03809024[s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision Time
Current_Time

Comment.
Data_Format
Dim Size
Din_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength

X Prescans
X_Resolution
X_Sweep
X_sSweep_Clipped
Izr_Domain
Irr_Freq
Irr_Offaet
Tri_Domain
Tri Freq
Tri_Ooffset
Clipped
Scans
Total Scans

Relaxation Delay

Recvr_Gain
Temp_Get
X _90_width

X _Pulse
Irz_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

\Users\delta\Documents\JEO
delta

proton.jxp

ui-Mi1-22 (fr.4-13) F
CHLOROFORM-D

13-MAY-2013 16:29:48
13-MAY-2013 16:25:50
13-MRAY-2013 16:26:06

LI T I A

single_pulse
1D COMPLEX
13107
Fluorinel9
[ppm]

X

JHM-ECS400
DELTA2_NMR

9.42499681[T] (400 [tmz])
86.50752 [ms]

19¢

377.58246406 [Miz]

0[ppm]

16384

1
11.55968868 [Bz]
189.39393939 [kHz]
15151515152 [kHz]
Fluorinel9y
377.58246406 [MHzZ]
5[ppn)

Fluorinel9
377.58246406 [MEZ]
5 [ppm]

FALSE

8

8

LI ST T VA T T

5isl

50

20.5[ac)
10.75{us]
86.50752[ms]
45 [deg]
21dB]

= 1[s)
= 5.08650752[s]
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Filename = C:\Users\delta\Documents\J
Ruthor = delta
S Experiment = proton.jxp
— Sample_Td = ui-M1-11(£x.6-26)
w Solvent = CELOROFORM-D
Creation_Time = 19-APR-2013 20:53:26
Revision Time = 14-MAY-2013 20:21:35
:_Time =1 13 20:21:41
Comment = single pulse
Data_Format = 1D COMPLEX
Dim_Size = 13107
Dim_Title = Proton
Dim Units = [ppm]
Dimensions =X
Site = JMM-ECS400
Spectrometer = DELTA2 NMR
Fleld Strength = 9.42499681[T) (400 [MHz])
X_Acq Duration = 2.1757952[s]
X_Domain =1
X Freq = 401.28219856 [MHZ]
X offset = S5ippm]
X Points = 16384
X_Prescans =1
X_Resolution = 0.45960208 [Hz]
X_Sweep = 7.53012048 [kHz]
X_Swaep_Clipped = 6.02409639 [kHz]
Irr_Domain = Proton
Izz_Freq = 401.28219856 [MHz]
Irr offset = 5[ppm]
Tri Domain = Proton
Tri_Freq = 401.28219856 [MHz]
Tri_Offaet = 5{ppm]
Clipped = FALSE
Scans = 16
Total_Scans =16
Relaxation Delay = 5[s}
Recvr_Gain = 44
Temp_Get = 20.1[4c]
X _90_width = 9.25[us]
X_Rcq_Time = 2.1757952(s]
X Angle = 45[deg]
X Atn = 0.8[dB]
X Pulse = 4.625[us]
Irr_Mode = off
Tri_Mode = Off
Dante_Presat = FALSE
Initial wait = 1[8]
o ~ Repetition Time = 7.1757952([s]
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Filename = c:\Users\delta\Documents\J
Author = delta
Experiment = carbon.jup
Sample Id = ui-M1-11(fr.6-26) C
Solvent = CHLOROFOERM-D
Cxeation Time = 19-APR-2013 21:06::
Revision Time = 14-MRY-2013 20:20::
Current_Time = 14-MRY-2013 20:20:27
Comment = single pulse decoupled gat
Data Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbon13
Dim Units = [ppm]
Dimensions =X
sSite = JNM-ECS400
Spectrometer = DELTA2_NMR
Field Strength = 9.42499681[T] (400 [MHz])
X_Req Duration = 1.03809024[s]
X_Domain = 13¢
X Freq = 100.90247863 [MHz]
X_offset = 100 [ppm]
Z_Points = 32768
X_Prescans =4
X Resolution = 0.96330739 [Ez]
X_Sweep = 31.56565657 [kEz]
X_swaap_Clipped = 25.25252525 [kBz]
Irr_Domain = Proton
Irx_Freq = 401.28219856 [MHZ]
Irr offset = 5[ppm]
Clipped = FALSE
Scans = 256
Total_scans = 256
Relaxation Delay = 2[s]
Recvr_Gain = 50
Temp_Get = 20.7[dC]
X _90_width = 8,75 [us]
X_Acq_Time = 1.03809024[a]
%_nngle = 30[deg]
Z_Atn = 5.2[dB]
X_Pulse = 2.91666667 [us]
Irr Atn Dec = 22.691[dB]}
Irr_Rtn Noa = 22.691[dB]
Irr_Noise = WALTZ
Irr_pwidth = 0.115[ms]
Decoupling = TRUE
Initial Wait = 1[8]
HNoe = TRUE
Hoe_Time = 2[8)
Repetition Time = 3.03B05024[s]
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Filename
Author
Experiment
Sample Id
Solvent
Creation Time
Revi.sion_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Diménsions
site
Spectrometer

Field Strength
X _Acq Duration
X Domain

=
b

(]
4
I
Q

Irr_Offset
Tri_Domain
Tri_Freq

Tri_Offset

Total Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time

X Angle

X Atn

X Pulse
Trr_Mode
Tri_Mode
Dante_Presat
Initial Wait

= C:\Users\delta\Documents\J
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LI
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delta
proton. jxp
$S-D1-061-fr.11-16
CHLORCFORM-D
9-MAY-2013 17:02:37
10-MAY-2013 10:33:32
10-MAY-2013 10:34:10

single pulse
1D COMPLEX
13107

Proton

{ppm]

x

JNM-ECS400
DELTA2 NMR

9.42499681[T] (400[MHz])
2.1757952(s)

1H

401.28219856 (MEz]

5(ppm]

16384

1

0.45960208 [Hz)
7.53012048 [kHz]
6.02409639 [kHz]
Proton

401, 28219856 [MAz}
5[ppm]

Proton

401, 28219856 [MAz]
5 (ppm]

FALSE

32

32

5is]
50
19.8[dc]

9.25[us}
2.1757952(s)

4.625[us]
Off

Off

FALSE
1rs]

Repetition Time = 7,1757952(s]

3m
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X : parts per Millfon : Carbon13

T T O T I T T O T T e

2200 210.0 No_o.o 190.0 180.0 170.0 160.0

140.0 130.0 120.0

N
014
9287_

>
4
16>

166.901 ——
164390
132.771
132.742
115.854
115.634

77.

77.

76.845
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Filename
Author

‘Experiment

Sample Xd
Solvent
Creation_Time
Revision_Time
Current, Time

Comment.
Data_Format
Dim Size

Dim Title
Dim Unite
Dimensions
Site
Spectrometer

Field Strength
X _Acq Duration
X_Domain

X Freq

X Offset

X Points

X Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain
Irr_Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation Delay

Recvr_Gain

Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition_Time
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\Usexrs\delta\Documents\JEO
delta

carbon. jxp
SS-D1-061-f£r.11-16-C
CHLOROFORM-D

9-MAY-2013 17:10:08
9-MAY-2013 19:04:21
9-MAY-2013 19:04:41

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

(ppm]

X

JN4-ECS400
DELTAZ NMR

9.42499681 (T} (400 ([MAz])
1.03809024 (s8]

13c

100.90247863 [MHZz]

100 [ppm]

32768

4
0.96330739 [Hz]
31.56565657 [kHz]
25.25252525 [kHz]
Proton
40128219856 [MEz]

8.75[us]
1.03809024 [a]
30(deg}
5.2{dB}
2.91666667 [ual
22.6911dB]
22.691[dB]
WALTZ
0.115[ms]

TRUE

1(s]
TRUE
2[s]
3.03809024 [s]

o i
F

3m
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9-MAY-2013 17:37:31
10-MAY-2013 10:43:49
10-MAY-2013 10:43:59

Creation_Time
Revision Time
Current_Time

Filename = C:\Users\delta\Documents\Jd
Author = delta
] Experiment. = proton. jxp
Sample Td = SS-D1-0D61-fr.11-16
Solvent = CHLOROFORM-D

Comment = single_pulse
Data Format = 1D COMPLEX
Dim Size = 13107
Dim_Title = Fluorinel9
Dim Units = [ppm]
Dimensions =X
Site = JNM-ECS400

. Spectrometer = DELTAZ NMR

9.42499681[T]1 (400 [MHz])
86.50752 [ma]

Field Strength
X Acq Duration

X Domain 19%
X Freq 377.58246406 [MHz]
X Offset 0 [ppm)

X Points 16384

X Prescans
unlNDWOHERPOH

X _Sweep

X _Sweep_Clipped

i

11.55968868(Hz]
189.39393939 [kBz]
151.51515152 [kBz]

LU 1 T

Irr_Domain Fluorinel9
Irr_Freq 377.58246406 [MHZ]
Irr_Offset Sippm]
Tri_Domain Fluorineld
Tri_Freq 377.56246406 [MHz]
Tri_Offset Sippm]
Clipped FALSE

Scans 16

Total_ Scans 16
Relaxation Delay = 5(s]
Recvr_Gain = 48

Temp_Get = 20.3(dc]
X_90_Width = 10.75[us)
X_Acq_Time = 86.50752 [ms]
X _Angle = 45{deg]

X Ata = 2[dB]

X Pulse = 5.375[usl]
Irr Mode = Off
Tri_Mode = Off
Dante_Presat = FALSE
Initial Wait = 1[s]

Repetition_Time 5.08650752([s]
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X : parts per Million : Proton
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Filename
Author
Experiment
sample_Id
Solvent
Creation Time
Revision Time
Current_Time

Comment
Data_Format
Dim Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Fleld Strength
& _Rcq_Duration

X _Prescans
X _Besolution
X_sweep

X_Sweep_Clippad

Irx_Pomain
Irz_Freq
Irr offuet
Txi_Domain
Tri Freq
Tri_offset
Clipped
Scans
Total_Scans

Relaxation Delay

Recvr_Gain
Tenmp_Get
x_90_width
X_Acq Time
X_Angle

X Atn
X_Pulse

Irr Mode

Tri Mode
Dante_Presat
Tnitial Wait

LI T T T T O I

\Users\delta\Pocunents\JEO
delta

proton.jxp

ui-B4-141 (fr.11-25)
CHLOROFORM-D

22-FEB-2013 17:07:55
14-MAR-2013 13:18:27
14-MAR-2013 13:18:36

single pulse
1D COMPLEX
13107

EBroton

[ppm]

X

JEM-ECS400
DELTA2_NMR

9.42499681[T] (400 [MEz])
2.1757952(s)

pi:d

401.28219856 [MHz]
5[ppm]

16384

1

0.45560208 [Hz]
7.53012048 [kHz]
6.02409639 [xHz]
Proton
401.28219856 [MAZ]
5[ppm]

Proton
401.28219856 (MHZ]
S [ppm]

FALSE

8

8

5[s]

48
20.4[dc]
9.25 [us]
2.1757952[e]
45[deg]
©0.8[dB]
4.625 [us]
off

off

FALSE

= 1{s]

Repetition Time = 7.1757952[s]
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Filename
Author
Experiment
Sample Id
Solvent
Creation Time
Ravision Time
Cuxzent_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spactromaeter

Fleld Strength
X Acq Duration

X_Resolution
X_Sweep

X_Sweep Clipped
Irr_Domain
Irr_Freq

Irr offset
clippad

Scans
Total_Scans

Relaxation Delay

Recvr_Gain
Temp_Get
X_90_Width
X_Rcq Time
X_Rngle

X Atn

X Fulse
ITr_Atn Dec
Irr_ntn Noe
Izr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Koe

Noe_Time
Repetition Time

\Users\delta\Documents\JEO
delta

carbon.jxp
ui-B4-141(£fr.11-25) cC
CHLOROFORM-D

22-FEB-2013 17:22:28
14-MRR-2013 13:
14-MAR-2013 13:.

single pulse decoupled gat
1D COMPLER

26214

Carboni3

[ppm]

X

JNM-ECS400
DELTR2_NMR

wws RNy

9.42499681(T] (400 [MHz])
1.03809024 [s]

13¢

100.90247863 [MHz]

100 [ppa]

32768

4

0.96330739 [Bz2]
31.56565657 [kBZ]
25,25252525 [kHz]
Proton
401.28219856 [MEZ]
Stppm]

FALSE

256

256

2[e]

50

20.3[dc]
8.75[us]
1.03809024 [=]
30[deg]
5.2[dB]
2.91666667 [us]
22.691[dB]

= 22.691[dB]

= WALTZ

= 0.115[ms]

= TRUE

= 1(s]

= TRUE

= 2[8]

= 3.03809024[s]

Br

3n

-S38-




abundance

22 23 24 25 26 27 28 29 30 3.1

1.6 1.7 1.8 19 20 21

L5

1.3 14

12

02 03 04 05 06 07 08 09 10 1.1

0.1

0

il N W NERTE RETEE Fwr P |

ui-B4-128(fr.24-59)_Proton-1-5 jdf

2

JEOL
RESONANCE

-
=3
o
-
E g
] S
3 <t
(=] =),
- ™~ 26 (=]
] R = 2
E (=} 00
3 L{Qr_ v
E T T T T T T T T T T T T T T
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 2.0
A AN |
—_T NN NO N~ MNOVONEAAQAMNA—0 N R (=3
ME TN~ —— OO AV TN NN (=3
SoovmnmMMMMNAQ SSScoo oK K N NI Mmna S
00 00 00 B~ b~ bt~ b~ b~ b~ b~ b NN NN — S

X : parts per Million : Proton

Filename
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Experiment
Sample Id
Solvent
Creation Time
Revision Time

\Users\delta\Documents\JEO
delta

proton.jxp

ui-B4-128 (£r.24-59)
CHLOROFORM-D

13-FEB~2013 18:22:26
14-MAR-2013 13:30:27

 Time | 13 13:30:42
Comment i = single_pulse
Data_Format = 1D COMPLEX
Dim_Size = 13107
Dim Title = Proton
Dim Units = [ppn]

Dimensions ' =X

Site = JEM-ECS400
Spectromater = DELTR2_MMR

Field strength = 9.42499681[T] (400 [MHz])
X_Acq Duration = 2.1757952[s)]

X Domain = 1H

X_Freq = 401.28219856 [MHz]
%_offset = S[ppn]

X Points = 16384

X _Prescans =1

X_Resolution = 0.45%60208 [AZ]
X_Sweep = 7.53012048 [kBz]

X _Sweep_Clipped = 6.02409639 [kRz}
Irz_Domain - = Proton

Irr_Freq = 401.28219856 [MHz]
Irr Offget = S[ppm]

Trl Domain = Proton

Tri_Freg = 401.28219856 [MHZz]
Tri_offset = 5Ippr]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[s]

Recvr_Gain
Temp_Get
X_90_width

X _Acq Time
2_angle
X_Atn

X Pulse
Trz_Mode
Tri_Mode
Dante_Presat
Initial Wait

LI T O A

50
20.3[dc]
9.25[us]
2.1757952(s]
45 [deg]
0.8[dB]
4.625[us]
Off

off

PALSE
1[e]

Repetition Time = 7.1757952[s]
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ui-B4-128(fr.24-59)-C_Carbon-1-4j , F-mo-l
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Filename = \Users\delta\Documents\JEO
Ruthor = delta

Experiment = carbon.jxp

Sample_Xd = ui~B4-~128 (fr.24-59) -C
Solvent = CHLOROFORM-D

Creation Time = 13-FEB-2013 18:28:18
Revision Time = 14-MAR-2013 13:31:40

Current Time 14-MAR-2013 13:31:50

PO S S S R

X Prescans
X _Resolution

Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX

Dim_Size = 26214

Dim Titla = Carbonl3

Dim_Units = [ppm]

Dimensions =x

site = JRM-ECS400

Spectrometer = DELTA2_NMR

Field Strength = 9.42499681[T] (400 MmEz])
X heq Duration = 1.03809024 [s]

X Domain = 13¢

X_Freq = 100.90247863 [MHz]
X_Offset = 100 [ppa]

X _Points = 32768

%
0.96330739 [Hz]

X_Sweep = 31.56565657 [kHz]
X _Sweep_Clipped = 25.25252525[kAz]
Irr_Domain = Proton

Ixx_Freq = 401.28219856 [MHz]
Irr Offset = 5[ppm]

Clipped = FALSE

Scansg = 256

Total_Scans = 256

Relaxation Delay = 2[s]

Recvx_Gain = 50

Temp_Get = 20.5[dc]
X_90_width = 8.75[us]
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