LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20759.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.471 59 63 74 rBV 238847 279641 3.85% 0.783%
2 2.099 158 166 199 rBV 4173510 7269761 100.00% 20.354%
3 2.416 212 218 232 rBV 1193372 1952284 26.85% 5.466%
4 5.464 707 718 733 rBV 214234 606147 8.34% 1.697%
5 5.629 733 745 761 rVB 351728 999476 13.75% 2.798%

6.031 799 811 820 rBV 230803 606545 8.34%
6.830 931 942 0959 rBV 568252 1327246 18.26%
8.695 1241 1248 1253 rBV 1162783 1843123 25.35%
8.762 1253 1259 1270 rVB 2040410 3046867 41.91%
10 10.092 1472 1477 1487 rBV 1186432 1623258 22.33%
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11 10.232 1495 1500 1567 rBV 167592 220203 3.03%
12 10.341 1510 1518 1524 rBV 647561 874240 12.03%
13 10.683 1568 1574 1584 rVB 383232 514167 7.07%
14 11.122 1640 1646 1657 rBV 983948 1287592 17.71%
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15 11.341 1677 1682 1688 rBV 103936 126705 1.74% 355%
16 11.414 1689 1694 1702 rVW 375675 683573 9.40%  1.914%
17 11.488 1702 1706 1716 rVB 194105 264236 3.63% ©.740%
18 11.652 1728 1733 1741 rVB 234781 308955 4.25% ©0.865%
19 11.792 1751 1756 1762 rVB 798400 983319 13.53% 2.753%
20 12.006 1783 1791 1795 rBV 66993 94681 1.30% ©.265%
21 12.061 1795 1800 1806 rVV 1335857 1598501 21.99%  4.475%
22 12.128 1806 1811 1816 rVV 334715 430155 5.92% 1.204%
23 12.280 1829 1836 1839 rBV 305744 438043 6.03% 1.226%
24 12.305 1839 1840 1844 rVB 181023 144823 1.99% ©0.405%
25 12.353 1844 1848 1856 rVB3 275988 430343 5.92% 1.205%
26 12.457 1856 1865 1868 rBV3 46945 92676 1.27% 0.259%
27 12.500 1868 1872 1878 rVB 123377 152137 2.09% 0.426%
28 12.567 1878 1883 1885 rBV 158718 201337 2.77%  ©.564%
29 12.591 1885 1887 1892 rVB 161830 175167 2.41% 0.490%
30 12.652 1892 1897 1900 rBV 229661 270254  3.72% 0.757%
31 12.737 1906 1911 1914 rBV 149093 231125 3.18% ©.647%
32 12.884 1931 1935 1939 rVB2 90801 124596 1.71% 0.349%
33 12.957 1939 1947 1951 rBV 154401 222546 3.06% ©0.623%
34 13.000 1951 1954 1961 rVB 253516 305753  4.21% ©.856%
35 13.207 1980 1988 1992 rBvV2 228391 334173 4.60% ©.936%
36 13.292 1998 2002 2004 rBV2 74661 114788 1.58% 0.321%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82X012521W.M
Title : SW846 8260
37 13.329 2004 2008 2013 rVB2 536833 714932 9.83% 2.002%
38 13.463 2025 2030 2038 rVB 437103 575335 7.91% 1.611%
39 13.542 2038 2043 2046 rBvV2 54883 77678 1.07% 0.217%
40 13.579 2046 2049 2052 rBV 76429 99398 1.37% 0.278%
41 13.621 2052 2056 2061 rVV3 106438 170590 2.35% 0.478%
42 13.701 2067 2069 2075 rVB2 110023 158458 2.18% 0.444%
43 13.816 2082 2088 2093 rBV 208473 265358 3.65% 0.743%
44 13.890 2094 2100 2106 rVB 191407 284280 3.91% 0.796%
45 13.963 2106 2112 2117 rBV3 185801 287357 3.95% 0.805%
46 14.115 2133 2137 2141 rBV 128471 152232 2.09% 0.426%
47 14.268 2155 2162 2169 rBV 481498 742141 10.21% 2.078%
48 14.414 2182 2186 2190 rVB2 123669 149557 2.06% 0.419%
49 14.518 2199 2203 2209 rBV2 298813 416392 5.73% 1.166%
50 14.652 2221 2225 2227 rBV 187597 241177 3.32% 0.675%
51 14.676 2227 2229 2232 rW 173307 201537 2.77% 0.564%
52 14.713 2232 2235 2240 rVB2 109237 143304 1.97% 0.401%
53 14.822 2250 2253 2256 rVvv2 66162 86968 1.20% 0.243%
54 14.859 2256 2259 2261 rVWV 69534 94276 1.30% 0.264%
55 14.883 2261 2263 2269 rVB2 59765 75884 1.04% 0.212%
56 14.944 2269 2273 2280 rBv2 61722 116003 1.60% 0.325%
57 15.225 2314 2319 2327 rBV2 134684 287668 3.96% 0.805%
58 15.530 2364 2369 2373 rBV3 71899 118956 1.64% 0.333%
59 15.664 2386 2391 2395 rBV3 47715 79368 1.09% 0.222%
Sum of corrected areas: 35717285
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

Abundance TIC: VX020759.D\data.ms
4000000 2.099

3500000
3000000

2500000

2000000

1500000
2.416

1000000

500000 1471 5.462629

6.031

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX020759.D\data.ms
4000000

3500000
3000000

2500000

8.762
2000000

1500000
8.6 10.092

1000000 11.122
6.830 10.341
500000 10.683 11.414

(. ot 17|

‘ — — ‘ — ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX020759.D\data.ms

4000000

3500000
3000000
2500000
2000000
1500000 12.061

1000000

14.268

14,
216ah0:CI853 1 15 14414 s 1 15225
eSS ) e 2520 15390

500000

T T ‘ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Acetaldehyde Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.471 13.99 ug/1l 279641  Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 56
2 Ethylene oxide 44 C2H40 000075-21-8 5
3 Propane 44 C3H8 000074-98-6 4
4 Alanine 89 C3H7NO2 000056-41-7 4
5 1,2-Propanediamine 74 C3H1ON2 000078-90-0 4

Abundance  Scan 63 (1.471 min): VX020759.D\data.ms (-59) (-) m/z 44.05 100.00%

44.0
5000 L\jL‘
AR EEEE s e s e e o
1.20 1.40 1.60 1.80
Ol 089 202 2301 2071 wyz 43.18 54.57%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde
29.0
5000 L L L
1.20 1.40 1.60 1.80
m/z 42.05 17.45%
O\‘\\\“‘\‘\‘h}\\“‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #75: Ethylene oxide
29.0
REEEE e e
1.20 1.40 1.60 1.80
5000 m/z 41.00 6.98%
0 ,
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #79: Propane e ARARE
29.0 1.20 1.40 1.60 1.80
m/z 45.05 2.73%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.099 363.68 ug/l 7269760  Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 166 (2.099 min): VX020759.D\data.ms (-158) (-) m/z 45.05 100.00%

45.0
5000

1.80 2.00 2.20 2.40

Ol el e e BB e O 2o m/z 46.10  42.49%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #96: Ethano
31.0
5000 L L L L BN I R
1.80 2.00 2.20 2.40
m/z 43.10 21.05%
02'0Mluu \‘
\‘H\\‘\H’\H\‘HH‘H\\‘HH‘HH‘HH‘\H\‘H\\‘HH‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #98: Dimethyl ether
45.0
R R R
15.0 1.80 2.00 2.20 2.40
5000 ITI/Z 42.05 8.03%
0Lt e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #92: Methane, nitroso- R RAREEREEES s
30.0 1.80 2.00 2.20 2.40
m/z 44.05 2.52%
5000
o‘_H“\_“lm,“\“ww‘mwwm‘w_Wwwww‘ R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.414 21.38 ug/l 683573  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Mesitylene 120 C9H12 000108-67-8 90

Abundance Scan 1694 (11.414 min): VX020759.D\data.ms (-1689) (-~ m/z 105.10 100.00%

105.1
5000
120.1 j\

511 77.1 1150
e e L) 1400 g
O o A A e [ e i m/z 120.10 29.81%
miz--> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 i ‘/\
120.0 11.50

m/z 91.10 12.69%

39.0 77.0
ob— ‘ “‘ , “‘ . “‘5‘9‘9\‘ , “\\‘ . “} , ‘\;“ — \‘w‘ e
m/z--> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0

11.50
120.0
77.0
ol 180, B2 800 L Ll j\A
mfz--> 20 40 60 80 100 120 140 J\
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 11.50
m/z 103.10 8.73%
120.0
5000
s70 510 770 j\/\ j\
ol i ‘\‘ ‘M‘u‘\‘\‘ : “M‘ : ‘M : ‘\;“ ‘\‘\“\‘ R AL
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.128 13.45 ug/1 430155 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 1811 (12.128 min): VX020759.D\data.ms (-1806) (- m/z 105.05 100.00%

105.1
5000
511 77.0 12.00 12.50
Ob oot bl 2840 2070 /s 106,10 39.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 /\ 1 J\ —
12.00 12.50
m/z 77.05 11.73%
39.0 77.0
150 | g L)l
O\\\‘\}\\“\\w\“\\\\‘\1\\‘\\\‘\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
12.00 12.50
5000 ITI/Z 91.05 9.98%
28.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9399: Mesitylene
105.0 12.00 12.50
m/z 119.10 9.54%
5000
39.0 77.0 J\ ﬂA
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.280 13.70 ug/l 438043 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 50

Abundance Scan 1836 (12.280 min): VX020759.D\data.ms (-1829) (- m/z 117.10 100.00%

117.1
5000
91.1
390 63.0 ‘ ‘ 12.00 12.50
bbb 2070 s 118,10 54.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
11y7.0
5000 — —rmaall
12.00 12.50
m/z 115.10 34.97%
39.0 63.0 91.0
O\1\5\‘0\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 119.05 20.46%
5000 91.0
39.0 65.0
om"m_‘“‘“p“‘m“u“mm e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl-
117.0 12.00 12.50
m/z 91.10 20.00%
5000 91.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.353 13.46 ug/l 430343 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91

Abundance Scan 1848 (12.353 min): VX020759.D\data.ms (-1844) (-  m/z 119.10 100.00%
1

119
5000
390 70 . 1200 12.50
Ok b Al 41522 2073 281 o) 105 10 43.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
m/z 134.05 39.00%
77.0
?%QMM M‘kﬂ |
O\H‘HH‘HHHH\’HH“\‘\H‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14811: o-Cymene
119.0
A S
12.00 12.50
5000 m/z 91.10  24.63%
41.0 77.0 |
0\HMMNHWNHMHNNHMHﬂMHwHH“HWHHMHwHHMHwH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.00 12.50
m/z 77.05 12.53%
5000
41.0 77.0
Okttt e rereprereprereprereprrerprrergrereree AL EANU
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.329 22.36 ug/l 714932  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 70
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64

Abundance Scan 2008 (13.329 min): VX020759.D\data.ms (-2004) (-  m/z 117.10 100.00%
117.1

=

5000
390 771 H 13.00 13.50
0 Al 2662 2070 28LY w/z 119.10  47.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000
13.00 13.50
m/z 132.00 32.83%
39.0 77.0‘ ‘
O\‘\‘\\\“\\“\H\“f“\\\‘h‘[ff‘\‘\“‘\“\\H[\f“f‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
T
13.00 13.50
5000 m/z 115.05 30.06%

-

390 770 ‘
0‘thW%WWNM“‘WHNWW\HHMHW‘HWHHM‘HMHWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- s L
117.0 13.00 13.50
m/z 91.10 19.43%
5000
390 770 | ‘
0‘Mhﬁ”wwwwhw‘ﬁ”wwmw””w”w‘”w””w‘”w”w”‘w” T N
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.463 18.00 ug/l 575335 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 53
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 50
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 38

Abundance Scan 2030 (13.463 min): VX020759.D\data.ms (-2025) (-  m/z 104.10 100.00%

104.1
5000 132.1 AJ
o ‘
510 780 ‘ 13.50
oY SN Y W A “_W 2662 2069 47 132.05  49.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 J\
5000 T T T T T T
13.50
m/z 91.10 43.72%
270 51.0 78.0
O \\\‘\\\\“\\“\‘\“‘H\\\H‘\\\\‘H\\M‘\‘\h‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Indan, epoxide
104.0
P
13.50
5000 ITI/Z 115.05 18.38%
51.0 78.0 132.0
ol 240 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30914: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro- e
104.0 13.50
m/z 117.05 14.33%
5000 131.0
160.0
‘hsg‘\.o L ‘7?.0 ‘\‘ H il ‘ A
O ety el b el o By el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.268 23.21 ug/l 742141 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 89
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 76
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 72

Abundance Scan 2162 (14.268 min): VX020759.D\data.ms (-2155) (-~  m/z 131.05 100.00%

131.1
5000
91.1
51.1 ‘ ‘ m | , 14.00 14.50
ol b g M R822 2810 s 918,10 69.59%
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 I —e
39.0 91.0 14.00 14.50
m/z 146.20  59.50%
0 “‘H\‘ H‘ \‘\M “HH“\‘ \“\ ‘\‘\‘ M‘ ‘J“ ‘\“‘ R T R AN B A
miz--> 50 100 150 200 250
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.00 14.50
5000 m/z 117.10 37.01%
39.0 91.0
oL ‘\“ \“\ }‘H ‘\‘\\ ‘m‘h‘ ‘\‘u‘ H H‘ ““‘ : e e
miz--> 50 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- = A
131.0 14.00 14.50
m/z 115.10 29.25%
5000 91.0
39.0
0 e — WALN NI
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.518 13.02 ug/l 416392 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 70
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70

Abundance Scan 2203 (14.518 min): VX020759.D\data.ms (-2199) (- m/z 131.05 100.00%

131.1
5000
91.1
51.0 ‘ Mm ‘ 14.50
ol L LI 612 207.0 0 280€ ., 918 05  64.03%
miz--> 50 100 150 200 250
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
Il M
5000 T \
91.0 14.50
' m/z 146.20 54.54%
39.0 ‘
0l “\‘ i‘d ‘\M ‘h“h‘ \‘\ ‘\‘u‘ “ Jm \‘H‘ I e e
miz--> 50 100 150 200 250
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.50
5000 m/z 117.10 34.29%
39.0 91.0
0 ‘\“ \“\ }‘H ‘\M ‘m‘h‘ ‘\‘u‘ h}‘ ““‘ T
miz--> 50 100 150 200 250
Abundance #21630: Benzene, (3-methyl-2-butenyl)- e
131.0 14.50
m/z 115.10 31.70%
91.0
5000
39.0
0! A SRR
m/z--> 50 100 150 200 250 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020759.D

Acqg On : 26 Jan 2021 17:28
Operator : JC/SP

Sample : M1189-09 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : 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|
Acetaldehyde 1.471 14.0 ug/l 279641 1 5.623 999476 50.0
Ethanol 2.099 363.7 ug/l 7269760 1 5.623 999476 50.0
Benzene, 1l-ethy... 11.414 21.4 ug/l 683573 4 12.061 1598500 50.0
Benzene, 1,2,3-... 12.128 13.4 ug/l 430155 4 12.061 1598500 50.0
Indane 12.280 13.7 ug/l 438043 4 12.061 1598500 50.0
Benzene, 4-ethy... 12.353 13.5 wug/l 430343 4 12.061 1598500 50.0
3-Phenylbut-1-ene 13.329 22.4 ug/l 714932 4 12.061 1598500 50.0
Naphthalene, 1,... 13.463 18.0 ug/l 575335 4 12.061 1598500 50.0
Naphthalene, 1,... 14.268 23.2 ug/l 742141 4 12.061 1598500 50.0
Naphthalene, 1,... 14.518 13.0 ug/l 416392 4 12.061 1598500 50.0
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