LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\
Data File : VX008780.D

Aca On - 09 Apr 2019 18:55

Operator : JC/SP

sample - K2311-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 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\82X040319W.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 1.629 66 78 86 rvB10 6149 17439 1.52% 0.275%
2 2.440 204 211 225 rBV 50230 95066 8.27% 1.500%
3 2.611 233 239 245 rVB 7275 13716 1.19% 0.216%
4 3.025 298 307 317 rVB2 8157 23445 2.04% 0.370%
5 4.684 570 579 594 rBV3 14400 48934 4.26% 0.772%

6 5.501 702 713 727 rBV 117557 340468 29.61% 5.373%
7 5.659 728 739 755 rVB 217284 608566 52.93% 9.603%
8 6.061 793 805 826 rBV 151643 408264 35.51% 6.442%
9 6.860 925 936 955 rBV 351986 832003 72.37% 13.129%
10 8.713 1232 1240 1249 rBV 752299 1149652 100.00% 18.142%
11 10.109 1463 1469 1483 rBvV 693506 938990 81.68% 14.817%
12 11.018 1613 1618 1623 rBV 8798 11544 1.00% 0.182%
13 11.134 1631 1637 1649 rBV 530382 680759 59.21% 10.742%
14 11.420 1677 1684 1689 rBV 12820 17240 1.50% 0.272%

15 12.079 1786 1792 1799 rBV 627966 791008 68.80% 12.482%

16 12.268 1819 1823 1837 rBV 96652 145571 12.66% 2.297%

17 13.475 2018 2021 2026 rVB3 10905 14962 1.30% 0.236%
18 13.834 2076 2080 2086 rVB2 7951 11991 1.04% 0.189%
19 14.036 2108 2113 2120 rBV2 9631 15571 1.35% 0.246%
20 14.316 2156 2159 2164 rVB 14235 19971 1.74% 0.315%

21 14.529 2188 2194 2201 rVB 121715 151909 13.21% 2.397%

Sum of corrected areas: 6337069
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\

Data File : VX008780.D

Aca On - 09 Apr 2019 18:55

Operator : JC/SP

sample - K2311-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX008780.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\
Data File : VX008780.D

Aca On - 09 Apr 2019 18:55

Operator : JC/SP

sample - K2311-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 9.20 ug/l 145571 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 Oxirane. [T(2-ethvlhexvDoxvimet... 186 C11H2202 002461-15-6 50
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethvl-1-hexanol. trifluoroacetate 226 C10H17F302 1000365-19-6 47
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 47
Abundance Scan 1823 (12.268 min): VX008780.D (-1819) (-) m/z 57.05 100.00%
57
5000 41 fL
70 83 ...................
h | T 12.00 12.20 12.40 12.60
128
el el el et e e || M7z 41.05  43.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13669: 1-Hexanol, 2-ethyl- A\
57
5000 41 LR BN SN BN B
0 12.00 12.20 12,40 12.60
! m/z 43.05 35.15%
"P%?W"”I"”I'”'I'”'I”"I”""'W"??"'ﬁ%?”l'”'l”"P"W"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
12,00 12.20 12,40 12.60
5000 a1 m/z 55.05 33.68%
29 70
83
112
15 98 129 141 157
Wmﬂmmmmﬂﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13662: 2-Propyl-1-pentanol A T
57 12.00 12.20 12,40 12.60
m/z 70.05 22 .86%
5000
98
15 \\ ‘ ‘ M | 112

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA X\DATA\VX040919\

Data File : VX008780.D

Aca On - 09 Apr 2019 18:55

Operator : JC/SP

sample - K2311-07 -
Misc - 5.0mL/MSVOA X/WATER e
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.53 9.60 ug/l 151909 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.2.3.3... 188 C14H20 001203-17-4 96
2 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-22-9 58
3 1.1.4.5.6-pentamethvl-2.3-dihvdr... 188 C14H20 1000374-13-8 55
4 1H-Inden-1-one. 2.3-dihvdro-3.3.... 188 C13H160 054789-23-0 52
5 Benzene, l-tert-butyl-4-cyclopro... 188 C14H20 058249-45-9 50
Abundance Scan 2194 (14.529 min): VX008780.D (-2188) (-) m/z 173.10 100.00%
173
131
5000
188 UL AU BN UL B
081 14.20 14.40 14.60 14.80
m/z 131.10 64 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51785: 1H-Indene, 2,3-dihydro-1,1,2,3,3-pentamethyl-
173
5000 131 UL AU BN UL B
14.20 14.40 14.60 14.80
m/z 128.10 20.40%
43 57 7791 15 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
173
1420 14.40 14.60 14.80
5000 m/z 188.10 17.20%
188

115129
15 39 3770901 14519

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

Abundance #51783: 1,1,4,5,6-pentamethyl-2,3-dihydro-1H-indene i
173 14.20 14.40 14.60 14.80
m/z 115.10 16.29%
5000
158 188
41 63 77 91105 128143%° |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ X\DATA\VX040919\

Data File : VX008780.D

Acg On - 09 Apr 2019 18:55

Operator : JC/SP

Sample - K2311-07 :
Misg - 5.0mL/MSVOA_X/WATER Ly GO s AR
ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X040319W .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]
1-Hexanol, 2-ethyl- 12.27 9.2 ug/Il 145571 4 12.08 791008 50.0
1H-Indene, 2,3-di... 14.53 9.6 ug/Il 151909 4 12.08 791008 50.0
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