LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X121319W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.070 26 30 43 rBV 929590 1132949 36.21% 4 .095%
2 1.277 59 64 69 rBv2 163538 208898 6.68% 0.755%
3 1.607 109 118 122 rvVB2 35914 79860 2.55% 0.289%
4 2.436 249 254 259 rVB 23654 42286 1.35% 0.153%
5 5.490 743 755 765 rBV 282440 808032 25.83% 2.920%
6 5.648 770 781 793 rBV 513142 1428784 45.67% 5.164%
7 6.051 834 847 858 rBV 317810 841651 26.90% 3.042%
8 6.849 969 978 990 rBV 789981 1824957 58.33% 6.596%
9 8.709 1277 1283 1291 rBV 1641933 2527574 80.79% 9.135%
10 9.434 1394 1402 1407 rBV 116511 174140 5.57% 0.629%
11 10.105 1505 1512 1523 rBVY 1559305 2195113 70.17% 7.933%
12 10.709 1604 1611 1614 rBvV2 28158 44798 1.43% 0.162%
13 11.135 1675 1681 1687 rBVY 1252354 1665301 53.23% 6.019%
14 11.282 1701 1705 1711 rVvVv 23811 33663 1.08% 0.122%

15 12.074 1830 1835 1848 rBV 1656739 2052896 65.62% 7.419%

16 12.263 1862 1866 1879 rBV 251602 400838 12.81% 1.449%

17 12.385 1879 1886 1890 rvVvv7 21668 50601 1.62% 0.183%
18 12.434 1890 1894 1898 rvv2 26508 41705 1.33% 0.151%
19 12.507 1902 1906 1913 rVB3 52415 93874 3.00% 0.339%
20 12.605 1918 1922 1927 rVB3 29197 43466 1.39% 0.157%
21 12.672 1928 1933 1936 rBV7 22869 35539 1.14% 0.128%
22 12.787 1947 1952 1953 rBV 68736 87494 2.80% 0.316%

23 12.836 1953 1960 1964 rVV2 346856 744592 23 .80% 2.691%
24 12.909 1964 1972 1978 rVV 1377193 2400959 76.75% 8.677%
25 12.958 1978 1980 1987 rVV6 117750 286768 9.17% 1.036%

26 13.019 1987 1990 1992 rVvVv 201536 274656 8.78% 0.993%
27 13.043 1992 1994 1997 rVVv2 247830 350315 11.20% 1.266%
28 13.074 1997 1999 2001 rvVv 234141 285470 9.12% 1.032%
29 13.117 2001 2006 2008 rVV3 392146 757927 24.23% 2.739%
30 13.153 2008 2012 2014 rVV 1587109 2261899 72.30% 8.175%

31 13.178 2014 2016 2027 rVV2 1793583 3128464 100.00% 11.307%
32 13.263 2027 2030 2037 rVB 477427 665449 21.27% 2.405%
33 13.470 2058 2064 2068 rBV2 63631 113414 3.63% 0.410%
34 13.604 2079 2086 2088 rBV7 29127 70358 2.25% 0.254%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method - Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X121319W.M

Title - SW846 8260

35 13.635 2089 2091 2095 rVvv3 44818 56563 1.81% 0.204%

36 13.745 2106 2109 2113 rBV3 27008 47029 1.50% 0.170%

37 13.806 2114 2119 2129 rVB2 168207 378039 12.08% 1.366%

38 14.086 2162 2165 2169 rVB 26614 32983 1.05% 0.119%
Sum of corrected areas: 27669304
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

Sample : K6406-02 0
Misc - 5.0mL/MSVOA X/WATER RN S
ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX014245.D
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Abundance TIC: VX014245.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.26 9.76 ug/l 400838 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 Oxirane. IT(2-ethvlhexvD)oxvimet... 186 C11H2202 002461-15-6 64
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 53
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
Abundance Scan 1865 (12.257 min): VX014245.D (-1862) (-) m/z 57.10 100.00%
g7
5000 41
& 12.00 12.20 12.40 12.60
98 : : : :
o ...,....l,...' - 113 132 152 179 208 231 250 269 299 m/z 41.05 47 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
4 12.00 12.20 12.40 12.60
‘ 3 m/z 43.10 36.86%
98
0 “%?Jh'u"i\'ﬂ“lh"W'%}?""P"'P"'""P"'P'"P"'P"'I“"I“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 55.10 29.87%
41
83 112
ol15 129 157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19191: Octane, 2,3-dimethyl-
57 12.00 12.20 12.40 12.60
m/z 70.10 23.56%
5000 41 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octane, 2,3,6-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.84 18.14 ug/Il 744592 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 53
2 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 50
3 Octane. 3-ethvl- 142 C10H22 005881-17-4 49
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 47
5 Decane, 4-methyl- 156 C11H24 002847-72-5 47

Abundance Scan 1961 (12.842 min): VX014245.D (-1953) (-) m/z 57.10 100.00%

57 71

5000

=

13 12.60 12.80 13.00 13.20

138 160176192207 230245 264 283 299

0 m/z 71.10 82.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28447: Octane, 2,3,6-trimethyl-
57
43
5000 LA L L L L L L LB
12.60 12.80 13.00 13.20
m/z 43.10 61.24%
2 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
57 IIIIIIIIIIIIIIIIIIIIIII
12.60 12.80 13.00 13.20
5000 m/z 41.10 56.83%
27 85
0 113 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19160: Octane, 3-ethyl- R e AR B
43 57 12.60 12.80 13.00 13.20
m/z 55.10 56.14%
5000
2 112
0 Ll ‘\ \\2 . 98 ‘\ 142
T R e T T T e e EREEEEE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1-Decene, 8-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.91 58.48 ug/1 2400960 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene. 8-methvl- 154 C11H22 061142-79-8 50
2 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 47
3 Cvclopentane. 1.1.3.3-tetramethvl- 126 C9H18 050876-33-0 47
4 Oxalic acid. allvl pentadecvl ester 340 C20H3604 1000309-24-3 47
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47
Abundance Scan 1972 (12.909 min): VX014245.D (-1964) (-) m/z 57.10 100.00%

5000

-

12.60 12.80 13.00 13.20
m/z 55.10 85.95%

126143 166 193 217232248 269 296

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27046: 1-Decene, 8-methyl-
55 70
5000 29 LA L L L L L L L LB L |
12.60 12.80 13.00 13.20
m/z 70.10 80.99%
97 125
0 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
41 IIIIIIIIIIIIIIIIIIIIIII
12.60 12.80 13.00 13.20
5000 m/z 41.10 70.33%
83
111
o 126 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11615: Cyclopentane, 1,1,3,3-tetramethyl- T
55 70 12.60 12.80 13.00 13.20
m/z 71.10 64.57%
111
5000 3
15
0 9 126
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 DL-Glutamic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.04 8.53 ug/Il 350315 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DL-Glutamic acid 147 C5H9NO4 000617-65-2 53
2 3.3.3-Trifluoro-1-piperidin-1-vl... 263 C9H11F6NO 1000300-43-7 50
3 2.3.4.5-Tetrahvdropvridazine 84 C4H8N2 000694-06-4 43
4 Piperidine 85 C5H11N 000110-89-4 43
5 Acetic acid, 2-acetoxymethyl-1,2... 230 C12H2204 1000187-50-7 38
Abundance Scan 1993 (13.037 min): VX014245.D (-1992) (-) m/z 43.10 100.00%
U
69
5000
99 12.80 13.00 13.20 13.40
o 126 143157171 195 220 236251264 289 77 8410 98 97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22362: DL-Glutamic acid
84
5000 41
56 12.80 13.00 13.20 13.40
102 m/z 69.10 65.77%
ol 7 129 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
84
12.80 13.00 13.20 13.40
5000 56 m/z 56.10 62.87%
42
70
o 98 112127 149165179194 221 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1355: 2,3,4,5-Tetrahydropyridazine
28 84 12.80 13.00 13.20 13.40
m/z 41.10 52.05%
5000 55
69
0 Wwwwwwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 5-Undecene, 8-methyl-, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.12 18.46 ug/Il 757927 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene. 8-methvl-. (E)- 168 C12H24 039546-85-5 50
2 2- Bromopropionic acid. heptvl e... 250 C10H19BrO2 038674-99-6 50
3 Cvcloheptane 98 C7H14 000291-64-5 49
4 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 47
5 Isopropylcyclobutane 98 C7H14 000872-56-0 38

Abundance Scan 2007 (13.123 min): VX014245.D (-2001) (-) m/z 57.10 100.00%

5000

12.80 13.00 13.20 13.40

126 146 165181 201 225

253270 293

01 m/z 55.10 98.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36805: 5-Undecene, 8-methyl-, (E)-
43
5000 70 LA L L L L L LB |

12.80 13.00 13.20 13.40
m/z 70.10  97.72%

il

08
‘ ‘L 124140 168

Ot I T P e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.80 13.00 13.20 13.40
5000 a1 o8 m/z 98.10 82.08%
26 83 |yq5 135193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3303: Cycloheptane
55 70 12.80 13.00 13.20 13.40
98 m/z 43.10 74_.92%
3
5000
15
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.15 55.09 ug/1 2261900 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 50
2 1-Octanol. 3.7-dimethvl- 158 C10H220 000106-21-8 47
3 3-Heptene. 2.6-dimethvl- 126 C9H18 002738-18-3 45
4 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 43
5 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 35
Abundance Scan 2011 (13.147 min): VX014245.D (-2008) (-) m/z 55.10 100.00%
55
5000
3
12.80 13.00 13.20 13.40
ol 126142157173 191 216 238 266 290 n/z 57.10  90.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104186: 5-Octadecene, (E)-
55
83
5000
12.80 13.00 13.20 13.40
29 m/z 41.10 87 .62%
0 J A1 126 154 181196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
a1 12.80 13.00 13.20 13.40
5000 m/z 43.10 73.24%
71
97 112
ol.18 140 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11558: 3-Heptene, 2,6-dimethyl-
55 12.80 13.00 13.20 13.40
m/z 69.10 71.48%
5000 0
27 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 2-Decene, 4-methyl-, (2)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.18 76.20 ug/1 3128460 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 4-methvl-. (2)- 154 C11H22 074630-30-1 56
2 2-Dodecene. 4-methvl- 182 C13H26 056851-45-7 56
3 1-Heptanol. 4-methvl- 130 C8H180 000817-91-4 56
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 45
5 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 45
Abundance Scan 2016 (13.178 min): VX014245.D (-2014) (-) m/z 69.10 100.00%
69
43
5000
| i 111126 143158 176 196 213229 251 271288 12,80 13,00 13.20 1340
Obrre et e lll o JAL126 143158 176 196 213229 251 271288 | sz 56.10  56.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27070: 2-Decene, 4-methyl-, (2)-
69
41
5000
12.80 13.00 13.20 13.40
84 m/z 43.10 52 .48%
ol 24 L Mlps 1se
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
69
41 12.80 13.00 13.20 13.40
5000 m/z 41.10 52 .03%
84
ol 26 111 139 165182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13674: 1-Heptanol, 4-methyl-
1 9 12.80 13.00 13.20 13.40
m/z 70.10 42 _.16%
84
5000
o 2 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Aca On - 24 Dec 2019 15:15

Operator : JC/SP

sample - K6406-02 -
Misc - 5.0mL/MSVOA X/WATER CNER S22 b
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (S)-(+)-6-Methyl-1-octanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.26 16.21 ug/Il 665449 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-(+)-6-Methvl-1-octanol 144 C9H200 110453-78-6 86
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 53
3 Cvclopropane. l-methvl-2-(3-meth... 140 C10H20 062238-07-7 50
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 47
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 47
Abundance Scan 2030 (13.263 min): VX014245.D (-2027) (-) m/z 55.10 100.00%
56
97
5000 70

13.00 13.20 13.40 13.60

126143 162 187202217 235 265279294

Ot m/z 97.10 56.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21160: (S)-(+)-6-Methyl-1-octanol
55 97
70
5000 LA L L L L L L LB
13.00 13.20 13.40 13.60
29 m/z 41.10 52.65%
b L 12107143
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
RS S a e e
13.00 13.20 13.40 13.60
5000 m/z 56.10 45 _47%
112
39 70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18069: Cyclopropane, 1-methyl-2-(3-methylpentyl)-
11 7 13.00 13.20 13.40 13.60
m/z 70.10 45 .09%
5000
111
ol 2 H 5 140
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA X\DATA\VX122419\

Data File : VX014245.D

Acg On - 24 Dec 2019 15:15

Operator : JC/SP

Sample - K6406-02 -
Misg - 5.0mL/MSVOA_X/WATER CWATER 12201
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X121319W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Hexanol, 2-ethyl- 12.26 9.8 ug/Il 400838 4 12.07 2052900 50.0
Octane, 2,3,6-tri... 12.84 18.1 ug/I1 744592 4 12.07 2052900 50.0
1-Decene, 8-methyl- 12.91 58.5 ug/1 2400960 4 12.07 2052900 50.0
DL-Glutamic acid 13.04 8.5 ug/Il 350315 4 12.07 2052900 50.0
5-Undecene, 8-met... 13.12 18.5 ug/I1 757927 4 12.07 2052900 50.0
5-Octadecene, (E)- 13.15 55.1 ug/1 2261900 4 12.07 2052900 50.0
2-Decene, 4-methy... 13.18 76.2 ug/1l 3128460 4 12.07 2052900 50.0

4

(S)-(+)-6-Methyl-... 13.26 16.2 ug/l 665449 12.07 2052900 50.0
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