LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007522.D

Aca On : 13 Feb 2019 16:04

Operator : JC/SP

Sample : K1460-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X020119W.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 1.605 66 74 79 rBv5 24226 57959 2.34% 0.364%
2 2.446 206 212 219 rBV 43952 75198 3.04% 0.473%
3 3.031 301 308 313 rBV2 11557 26857 1.08% 0.169%
4 5.220 653 667 676 rBV 49722 151167 6.10% 0.951%
5 5.506 702 714 729 rBV 309029 884245 35.69% 5.560%
6 5.665 729 740 753 rBV 509705 1417904 57.23% 8.916%
7 6.067 797 806 819 rBV 306014 795516 32.11% 5.002%
8 6.860 926 936 950 rBV 774598 1790720 72.28% 11.260%
9 7.896 1099 1106 1115 rVB2 24467 50001 2.02% 0.314%
10 8.713 1232 1240 1247 rBVY 1609594 2477609 100.00% 15.580%
11 8.780 1247 1251 1257 rVB 86453 137076 5.53% 0.862%
12 9.335 1335 1342 1348 rBV 39272 63243 2.55% 0.398%
13 9.585 1375 1383 1389 rBvV2 19741 33424 1.35% 0.210%
14 10.109 1463 1469 1477 rBV 1612221 2192255 88.48% 13.785%
15 10.353 1505 1509 1515 rVB 22162 33940 1.37% 0.213%

16 10.823 1582 1586 1597 rBV 81431 112302 4_.53% 0.706%
17 11.140 1631 1638 1644 rBV 1329357 1766030 71.28% 11.105%

18 11.518 1695 1700 1706 rVB8 13613 24857 1.00% 0.156%
19 12.078 1786 1792 1799 rBV 1760283 2166321 87.44% 13.622%
20 12.158 1799 1805 1810 rVB9 15195 26247 1.06% 0.165%
21 12.267 1819 1823 1831 rBV2 28305 48639 1.96% 0.306%
22 12.908 1923 1928 1933 rBV3 21171 29762 1.20% 0.187%
23 13.151 1965 1968 1972 rVB2 33633 43038 1.74% 0.271%
24 13.474 2017 2021 2028 rBV 143311 193820 7.82% 1.219%
25 13.535 2028 2031 2035 rBV2 31963 46128 1.86% 0.290%
26 13.645 2044 2049 2059 rBV2 294270 418736 16.90% 2.633%
27 13.804 2072 2075 2078 rVB 30458 36243 1.46% 0.228%
28 13.913 2089 2093 2095 rBV 43918 54931 2.22% 0.345%

29 13.944 2095 2098 2108 rVB2 82519 126540 5.11% 0.796%
30 14.249 2144 2148 2162 rBV 253070 391789 15.81% 2.464%

31 14.505 2185 2190 2193 rBvV4 26121 41445 1.67% 0.261%
32 14.541 2193 2196 2205 rVB2 27182 42737 1.72% 0.269%
33 14.651 2211 2214 2216 rBV2 23489 27235 1.10% 0.171%
34 14.682 2216 2219 2226 rVB3 38974 59243 2.39% 0.373%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007522.D

Aca On : 13 Feb 2019 16:04

Operator : JC/SP

Sample : K1460-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 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\82X020119W.M

Title - SW846 8260

35 14.974 2262 2267 2273 rBV 37723 59708 2.41% 0.375%
Sum of corrected areas: 15902865
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007522.D

Aca On : 13 Feb 2019 16:04

Operator : JC/SP

Sample : K1460-01

Misc - 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
SW846 8260

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

Abundance TIC: VX007522.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007522.D

Aca On : 13 Feb 2019 16:04

Operator : JC/SP

Sample - K1460-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 1 Bicyclo[4.1.0]heptane, 3,7,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.65 9.66 ug/Il 418736 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01lheptane. 3.7.7-tri... 138 C10H18 000554-59-6 94
2 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 018968-23-5 94
3 Cvclohexane. l1-methvl-4-(l-methv... 138 C10H18 001879-07-8 90
4 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 68
5 L-Menthyl chloroformate 218 C11H19CIl02 014602-86-9 68
Abundance Scan 2050 (13.651 min): VX007522.D (-2044) (-) m/z 95.05 100.00%
5000
180 13.40 13.60 13.80 14.00
ol 208222 250 281 n/z  81.00 98 94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16972: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
95
81
67
5000 41
13.40 13.60 13.80 14.00
7 123138 m/z 41.10 57.69%
109
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha....
95
81
13.40 13.60 13.80 14.00
5000 4 87 138 m/z 71.00 55.74%
123
27
109
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17005: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis-
81 95 13.40 13.60 13.80 14.00
m/z 55.05 53.25%
67
5000 41
138
o.np.nm.”“JJW.J.L”“.”“.”“.”..”..”..”..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX021419\
Data File : VX007522.D

Aca On : 13 Feb 2019 16:04

Operator : JC/SP

Sample - K1460-01

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .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 2 Bromoacetic acid, decyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.25 9.04 ug/l 391789 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. decvl ester 278 C12H23Bro02 005436-93-1 87
2 Formic acid. decvl ester 186 C11H2202 005451-52-5 86
3 Cvclooctane 112 C8H16 000292-64-8 81
4 1-Decanol 158 C10H220 000112-30-1 80
5 2-Dodecene, (2)- 168 C12H24 007206-26-0 72
Abundance Scan 2148 (14.249 min): VX007522.D (-2144) (-) m/z 55.10 100.00%

5000

14.00 14.20 14.40 14.60
m/z 41.05 88.31%

140155

o 186 207 229 258 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125406: Bromoacetic acid, decyl ester
43 70

14.00 14.20 14.40 14.60
m/z 56.10 83.21%

5000

140

185
o 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50076: Formic acid, decyl ester
55 70

14.00 14.20 14.40 14.60
m/z 43.05 82.93%

5000

140

168 186

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6629: Cyclooctane e AR RS e S
41 96 14.00 14.20 14.40 14.60
m/z 70.05 79 .55%
5000
0 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX021419\
Data File : VX007522.D

Acq On : 13 Feb 2019 16:04

Operator : JC/SP

Sample - K1460-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X020119W .M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Bicyclo[4.1.0]hep... 13.65 9.7 ug/l 418736 4 12.08 2166320 50.0
Bromoacetic acid,... 14.25 9.0 ug/Il 391789 4 12.08 2166320 50.0
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