LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX011119\

Data File : VX007011.D

Aca On - 11 Jan 2019 14:10

Operator : JC/SP

Sample - K1100-01

Misc - 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH Sie el
ALS Vial : 9 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\82X010819W.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 1.073 88 91 101 rBV 570636 670016 27.22% 2.840%
2 1.670 169 189 190 rBvV7 76399 341828 13.89% 1.449%
3 5.505 806 818 830 rBV2 284789 803702 32.65% 3.406%
4 5.657 832 843 855 rBV 517737 1428547 58.03% 6.054%
5 6.066 897 910 925 rBV2 307522 792665 32.20% 3.359%

6.858 1029 1040 1052 rBV 765043 1778352 72.24% 7.537%
8.711 1337 1344 1353 rBV 1585854 2461755 100.00% 10.433%
1568 1574 1584 rBV 1612002 2170465 88.17% 9.199%
11.138 1736 1742 1756 rBV 1394460 1835194 74 .55% 7.778%

QOO ~NO®
=
o
=
=
N

1 11.528 1802 1806 1812 rVB 31863 42466 1.73% 0.180%
11 12.077 1891 1896 1902 rBV 1852520 2398860 97.45% 10.166%
12 12.223 1918 1920 1928 rVB4 24153 40100 1.63% 0.170%
13 12.369 1940 1944 1951 rVB3 45576 81042 3.29% 0.343%
14 12.473 1958 1961 1966 rVB 103998 124549 5.06% 0.528%
15 12.522 1966 1969 1974 rVB4 30783 48822 1.98% 0.207%
16 12.632 1978 1987 1994 rBVS8 43820 116143 4.72% 0.492%
17 12.692 1994 1997 2001 rBV6 17803 30962 1.26% 0.131%
18 12.784 2008 2012 2014 rBV4 24231 37945 1.54% 0.161%

19 12.875 2023 2027 2033 rVB3 197490 257614 10.46% 1.092%
20 12.942 2033 2038 2044 rBV5 64478 143396 5.82% 0.608%

21 12.997 2044 2047 2049 rBV3 30992 35426 1.44% 0.150%
22 13.040 2049 2054 2060 rVB5 122025 211253 8.58% 0.895%
23 13.095 2060 2063 2068 rBV2 113768 140664 5.71% 0.596%
24 13.144 2068 2071 2078 rVB7 32556 64682 2.63% 0.274%
25 13.235 2078 2086 2089 rBv4 45373 110938 4_.51% 0.470%

26 13.290 2092 2095 2096 rBVZ2 33127 33720 1.37% 0.143%
27 13.320 2096 2100 2102 rBV 425979 445600 18.10% 1.888%
28 13.351 2102 2105 2110 rVB 331286 419650 17.05% 1.778%
29 13.406 2110 2114 2117 rBV3 104885 147310 5.98% 0.624%
30 13.436 2117 2119 2122 rBV 112495 137311 5.58% 0.582%

31 13.473 2122 2125 2127 rBV2 190115 228081 9.26% 0.967%
32 13.552 2134 2138 2143 rVB4 136297 200965 8.16% 0.852%
33 13.607 2144 2147 2150 rBv4 42694 51775 2.10% 0.219%
34 13.650 2150 2154 2157 rBV3 89599 132589 5.39% 0.562%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On - 11 Jan 2019 14:10

Operator : JC/SP

Sample - K1100-01

Misc - 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH Sie el
ALS Vial : 9 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W_.M
SW846 8260

35 13.735 2164 2168 2169 rBV3 120298 152530 6.20% 0.646%

36 13.753 2169 2171 2174 rVV3 150558 224366 9.11% 0.951%
37 13.790 2174 2177 2180 rVVv2 212275 302602 12.29% 1.282%
38 13.820 2180 2182 2185 rVV3 173101 179621 7.30% 0.761%
39 13.857 2185 2188 2191 rVV2 202948 302202 12.28% 1.281%
40 13.893 2191 2194 2198 rVV3 246500 395810 16.08% 1.677%

41 13.930 2198 2200 2202 rVVv2 79644 100160 4_.07% 0.424%
42 13.967 2202 2206 2212 rVB6 147086 276694 11.24% 1.173%
43 14.095 2223 2227 2230 rVB 787965 839432 34.10% 3.558%
44 14.131 2230 2233 2234 rBV2 59525 61022 2.48% 0.259%
45 14.162 2234 2238 2241 rVV2 145594 202683 8.23% 0.859%

46 14.192 2241 2243 2246 rVB3 119908 117354 4.77% 0.497%
47 14.278 2254 2257 2261 rVB3 111710 132102 5.37% 0.560%
48 14.467 2284 2288 2290 rBV3 78177 125529 5.10% 0.532%
49 14.497 2290 2293 2296 rVB2 98641 126874 5.15% 0.538%
50 14.558 2300 2303 2304 rBV 127129 137968 5.60% 0.585%

51 14.613 2309 2312 2318 rVB4 88265 150562 6.12% 0.638%
52 14.668 2318 2321 2326 rBV 148438 162971 6.62% 0.691%
53 14.814 2341 2345 2348 rBV 498225 561302 22.80% 2.379%
54 14.851 2348 2351 2355 rVB2 145070 170916 6.94% 0.724%
55 14.899 2356 2359 2371 rVB5 127828 340540 13.83% 1.443%

56 14.997 2371 2375 2378 rBv4 110000 178161 7.24% 0.755%
57 15.277 2418 2421 2428 rVB5 100726 162277 6.59% 0.688%

58 15.344 2428 2432 2435 rBV2 53753 76296 3.10% 0.323%
59 15.558 2463 2467 2477 rVB2 97548 151409 6.15% 0.642%

Sum of corrected areas: 23595770
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
VX007011.D

11 Jan 2019 14:10

JC/SP

K1100-01
5.05a/10mL/100uL/5.00mL/MSVOA_X/MEOH

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.32 9.29 ug/Il 445600 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Undecane 156 Cl11H24 001120-21-4 83
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 78
Abundance Scan 2100 (13.320 min): VX007011.D (-2096) (-) m/z 57.10 100.00%
4357
5000
85
112 170 13.00 13.20 13.40 13.60
oberrefb AL 227 155100 09207 247 aor o m AR 75 66
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
71
5000
4 13.00 13.20 13.40 13.60
m/z 71.10 57.47%
ol 26 | | | | 9811219714 170
m/z--> ﬁo 45 eb éo 160 150 150 1éo 1éo 260 250 250 2éo 2éo '
Abundance
57
71 13.00 13.20 13.40 13.60
5000 A m/z 41.05 39.84Y%
ol 26 9113 141155 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83024: Hexadecane R
57 13.00 13.20 13.40 13.60
- m/z 85.10 35.33%
5000 4
oL 26 | L) %9113 141155 183 226
m/z--> ﬁo 45 eb éo 160 150 150 1éo 180 200 250 240 2éo 2éo ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 trans,trans-1,6-Dimethylspi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.35 8.75 ug/l 419650 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-1.6-Dimethvilspirol4.... 166 C12H22 1000111-72-1 70
2 cis.trans-1.6-Dimethvlspirol4.51... 166 C12H22 1000111-72-3 55
3 trans. cis-2-Ethvilbicvclol4.4.01... 166 C12H22 066660-39-7 55
4 cis. cis-2-Ethvlbicvclol4.4.01de... 166 C12H22 066660-40-0 49
5 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 45
Abundance Scan 2105 (13.351 min): VX007011.D (-2102) (-) m/z 97.05 100.00%
o7
55 a1
5000 166
4 151
110 13.00 13.20 13.40 13.60
125137
0...|,|....,.-.h."i|‘..-.' ,..]ﬁ..,.'...',..!.,.'!..1,8.2...,.2]1.1.,....,....,.2.7.0. m/z 55.10 71.70%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #35215: trans,trans-1,6-Dimethylspiro[4.5]decane
g P
166
67
5000 109 RN AR R SR UL
13.00 13.20 13.40 13.60
123 m/z 81.10 63.90%
0 ‘ 137151
iz 4 80 80 100 130 130 150 180 200 330 340 2%
Abundance
81 95
. 166 13.00 13.20 13.40 13.60
5000 m/z 95.10 55.81%
109,
o 137151
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35209: trans, cis-2-Ethylbicyclo[4.4.0]decane R T L
81 137 13.00 13.20 13.40 13.60
95 166 m/z 166.10 46.90%
67
5000
109
5 ‘ ‘ ‘ 123
0...|...H£|.”.‘..H“..‘. I||‘|||‘l|||‘|||||||‘||||||||||||| A ARBRARR R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Cyclohexane, eicosyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.79 6.31 ug/l 302602 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 50
2 Cvclohexane. nonadecvl- 350 C25H50 022349-03-7 50
3 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 50
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 47
5 Cyclohexane, propyl- 126 C9H18 001678-92-8 47
Abundance Scan 2177 (13.790 min): VX007011.D (-2174) (-) m/z 83.10 100.00%
a3
43
5000
il oz 13040 1360 1380 1400 1420
ol T o o 225 7 204 m/z 82.05  78.45%
m/z--> 50 100 150 200 250 300 350
Abundance #193366: Cyclohexane, eicosyl-
83
5000 55 AR BRI SURBUR IS I
1340 13.60 13.80 14.00 14.20
- m/z 43.05 64 .59%
oL} m‘\h I ‘111 139 167 195 223 252 280 307 335 364
m/z--> 50 100 150 200 250 300 350
Abundance
83
o 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 56.05%
o 29 111 139 167 266 350
m/z--> 50 100 150 200 250 300 350
Abundance #36764: Cyclohexane, hexyl- A EEE e
83 13.40 13.60 13.80 14.00 14.20
m/z 71.10 42 _.75%
5000 55
29 168
o I\\I \Ih I‘M'“'L .{ Lll:ll'll |1‘!'0 .‘. — T
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

13.86 6.30 ug/l 302202 1,4-Dichlorobenzene-d4 12.08

Hit# of 5 Tentative ID

MW  MolForm CAS# Qual

1 trans. cis-3-Ethvilbicvclol4.4.01...

166 C12H22

2 Naphthalene. 2-ethvldecahvdro- 166 C12H22
3 cis.trans-3-Ethvlbicvclol4.4.01d... 166 C12H22
4 Trans. trans-2-ethvlbicvclol4.4.... 166 C12H22
5 trans,trans-3-Ethylbicyclo[4.4.0... 166 C12H22

066660-43-3 90
001618-23-1 89
066660-41-1 87
066660-37-5 81
058462-32-1 81

Abundance Scan 2189 (13.863 min): VX007011.D (-2185) (-) m/z 81.10 100.00%
8l o5 137
55
5000 a1 166
e 1360 13.80 14.00 14.20
182 - : : :
o 207 287 265281 m/z 137.10 83.28%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
81 g5 137
166
5000 67 LA L L L L L LB
13.60 13.80 14.00 14.20
109 m/z 95.05 81.03%
5 ‘ ‘ 124
G N 0 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 137
e o
95 13.60 13.80 14.00 14.20
5000 41 &7 m/z 55.00 61.48%
166
. 27 109193
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35206: cis,trans-3-Ethylbicyclo[4.4.0]decane R e
137 13.60 13.80 14.00 14.20
8l m/z 97.10 61.03%
95
5000 166
67
5
0,,%,,091,23, | A A A AR A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Undecane, 6-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 8.25 ug/Il 395810 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
3 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
Abundance Scan 2193 (13.887 min): VX007011.D (-2191) (-) m/z 57.10 100.00%
57
71
5000
154 13.60 13.80 14.00 14.20
o 00 Fries 227 m/z 71.05 60.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48843: Undecane, 6-ethyl-
57
43 71
5000
13.60 13.80 14.00 14.20
29 85 m/z 43.05 51.90%
| 112 154
O T N o o~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
43 U R BN SUNURN SR
13.60 13.80 14.00 14.20
5000 m/z 41.00 38.23%
29 85
113
o 1271411%%160183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester A EEEEE B L
57 13.60 13.80 14.00 14.20
71 m/z 85.10 26.10%
5000 43
85 113
S I N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.09 17.50 ug/Il 839432 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 2226 (14.089 min): VX007011.D (-2223) (-) m/z 57.10 100.00%

a3 Y
5000 o

13 80 14.00 14.20 14.40

149
Ot bt 212807164 181 203 226243 261 200 m/z 43.10 81.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48832: Tridecane JN\/L\JM
43 57

5000 RN RN RN B

85 13 80 14. 00 14. 20 14. 40
2 m/z 71.05 61.19%

o

R a o o e e R R R S RRAREERsEsnan s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43

13 80 14.00 14.20 14.40

5000 85 m/z 41.00 42 .88%
o 27 113127 155 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83024: Hexadecane L I e e L
43 57 13 80 14. 00 14. 20 14. 40

m/z 85.10 37 .64%

5000
85
2
L 118127 155 g3 226
Obrrrebehr el ey e e e

I ‘ Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.81 11.70 ug/Il 561302 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 10-MethvInonadecane 282 C20H42 056862-62-5 83
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72
Abundance Scan 2344 (14.808 min): VX007011.D (-2341) (-) m/z 57.10 100.00%
g7
43
71
5000
LN DU AU SR B
99 113127 179 198 14.40 14.60 14.80 15.00 15.20
I S WL m/z 43.10 75.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57
43
71
5000 85 AR BUARUAN B SO B
14.40 14.60 14.80 15.00 15.20
29 m/z 71.05 62.22%
old5 | i I %9113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 LN DU SR B B
g5 14.40 14.60 14.80 15.00 15.20
5000 m/z 41.05 42 .54%
29 99
. 113127141155169183197 268 Vq,L/AJWmJ\mij\pMJ\\WNmWVJ\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane AR BRI
57 14.40 14.60 14.80 15.00 15.20
ol m/z 85.05 41.94%
5000 85
29 9%
O e T AISS 0180107 226 AN e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14,40 14.60 14.80 15.00 15.20

82X010819W.M Mon Jan 14 12:45:18 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX011119\
Data File : VX007011.D

Aca On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.050/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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 Oxalic acid, di(cyclohexylm... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.90 7.10 ug/l 340540 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. di(cvclohexvimethvl... 282 C16H2604 1000309-68-5 58
2 Oxalic acid. cvclohexvimethvl tr... 368 C22H4004 1000309-69-1 53
3 Cvclopentane. 1-hvdroxvmethvl-1.._.. 128 C8H160 1000156-73-8 53
4 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 53
5 Oxalic acid, cyclohexylmethyl un... 340 C20H3604 1000309-68-8 53
Abundance Scan 2359 (14.899 min): VX007011.D (-2356) (-) m/z 97.10 100.00%
55 3
5000 81
41 179 Tryrrrryrrrryrrrryrrrrr
123
A L| 137 193508001 245 14.60 14.80 15.00 15.20

m/z 55.05 78 .93%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129126: Oxalic acid, di(cyclohexylmethyl) ester
55 97
5000 LA L L L L L L L L
14.60 14.80 15.00 15.20
41 81 m/z 81.00 42 .35%
A N L,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
AR W
55 14.60 14.80 15.00 15.20
5000 m/z 96.10 42 .09%
41
69 83 227
o2l 111125 141754 182 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12648: Cyclopentane, 1-hydroxymethyl-1,3-dimethyl- R AR EEEEE L
55 9 14.60 14.80 15.00 15.20
! m/z 67.00 30.02%
5000
41 81
0 ,ﬂh.h..nl,nk.ﬂ.... e — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 60 14. 80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX011119\
Data File : VX007011.D

Acq On : 11 Jan 2019 14:10

Operator : JC/SP

Sample : K1100-01

Misc : 5.059/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X010819W .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]
Dodecane 13.32 9.3 ug/Il 445600 4 12.08 2398860 50.0
trans,trans-1,6-D... 13.35 8.8 ug/Il 419650 4 12.08 2398860 50.0
Cyclohexane, eico... 13.79 6.3 ug/Il 302602 4 12.08 2398860 50.0
trans, cis-3-Ethy... 13.86 6.3 ug/Il 302202 4 12.08 2398860 50.0
Undecane, 6-ethyl- 13.89 8.3 ug/Il 395810 4 12.08 2398860 50.0
Tridecane 14.09 17.5 ug/I1 839432 4 12.08 2398860 50.0
Tetradecane 14.81 11.7 ug/I1 561302 4 12.08 2398860 50.0
Oxalic acid, di(c-.. 14.90 7.1 ug/l 340540 4 12.08 2398860 50.0
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