LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@31521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 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\82X031521W.M
Title : SW846 8260
Signal : TIC: VX@21233.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.158 171 182 210 rBv2 34288 200576 12.40%  2.244%
2 2.434 222 229 257 rVB 64883 167202 10.34% 1.871%
3 5.464 732 744 755 rBV 48366 140092 8.66% 1.568%
4 5.623 760 771 784 rVB 75057 207694 12.84%  2.324%
5 6.029 829 840 848 rBV 53935 142237 8.79% 1.592%
6 6.105 848 853 866 rVB2 10499 28113 1.74%  0.315%
7 6.829 964 976 985 rBV 123641 322046 19.91% 3.604%
8 8.694 1282 1293 1299 rBV 263968 414268 25.61% 4.636%
9 8.764 1299 1305 1316 rVB 244351 382848 23.66% 4.284%
10 10.094 1525 1531 1536 rBV 311914 427340 26.41% 4.782%
11 10.229 1551 1554 1565 rVB2 112111 199832 12.35%  2.236%
12 10.341 1568 1573 1580 rVB 334627 482481 29.82% 5.399%
13 10.682 1626 1631 1643 rVB 188243 258682 15.99%  2.895%

14 11.041 1686 1692 1701 rVW 976814 1617817 100.00% 18.103%
15 11.118 1701 1705 1728 rVB 274911 399453 24.69%

IN
IS
N
®
R

16 11.341 1739 1743 1748 rVB 42208 51195 3.16%
17 11.418 1751 1756 1764 rVV 174430 292370 18.07%
18 11.488 1764 1768 1778 rVB 90368 115668  7.15%

AR R WO
N
[t
&
R

19 11.653 1791 1796 1804 rVB 72581 94372 5.83% 056%
20 11.788 1814 1819 1826 rBV 344726 424005 26.21% 745%
21 12.059 1860 1865 1870 rBV 329664 409295 25.30% 4.580%
22 12.124 1871 1876 1881 rVV 104795 124304 7.68% 1.391%
23 12.282 1895 1903 1905 rBV 94160 126734 7.83% 1.418%
24 12.306 1905 1907 1911 rWV 66675 69906 4.32% 0.782%
25 12.353 1911 1915 1923 rVB4 99898 153418 9.48% 1.717%
26 12.447 1926 1931 1935 rVV5 9291 21563 1.33% 0.241%
27 12.500 1935 1940 1947 rW 40526 81050 5.01% ©.907%
28 12.571 1947 1952 1954 rW 65425 97142 6.00% 1.087%
29 12.594 1954 1956 1961 rVV 60641 66684  4.12% 0.746%
30 12.653 1961 1966 1969 rVV 91677 115324  7.13%  1.290%
31 12.682 1969 1971 1976 rVB 16536 18228 1.13% ©.204%
32 12.741 1976 1981 1990 rBV2 43494 75814 4.69% 0.848%
33 12.888 2001 2006 2010 rVB 25608 35028 2.17% 0.392%
34 12.959 2010 2018 2021 rBV 61428 78015 4.82% 0.873%
35 13.000 2021 2025 2031 rVB 90605 105049 6.49% 1.175%
36 13.059 2032 2035 2037 rBV 13520 16941 1.05% 0.190%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@31521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 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\82X031521W.M
Title : SW846 8260
37 13.206 2052 2060 2064 rBvV2 68437 97985 6.06% 1.096%
38 13.247 2064 2067 2071 rVB2 14633 18101 1.12% 0.203%
39 13.294 2071 2075 2077 rBV2 17592 24436 1.51% 0.273%
40 13.330 2077 2081 2087 rVV2 118360 161887 10.01% 1.812%
41 13.406 2091 2094 2099 rVB 14763 16808 1.04% 0.188%
42 13.459 2099 2103 2111 rVB 43061 58482 3.61% 0.654%
43 13.541 2113 2117 2120 rBv2 15920 20783 1.28% 0.233%
44 13.583 2120 2124 2127 rBV 24590 32184 1.99% 0.360%
45 13.618 2127 2130 2137 rBV3 29551 52638 3.25% 0.589%
46 13.706 2142 2145 2151 rVB2 28854 45499 2.81% 0.509%
47 13.818 2159 2164 2170 rBV 81090 105542 6.52% 1.181%
48 13.894 2173 2177 2182 rVB2 17130 24948 1.54% 0.279%
49 13.965 2184 2189 2194 rBV3 22581 35407 2.19% 0.396%
50 14.112 2211 2214 2220 rBV 23955 28337 1.75% 0.317%
51 14.265 2234 2240 2247 rVB3 37727 70927 4.38% 0.794%
52 14.412 2261 2265 2269 rBV 21517 27727 1.71% 0.310%
53 14.524 2279 2284 2289 rVB2 18322 26492 1.64% 0.296%
54 14.677 2302 2310 2314 rBV 63558 98581 6.09% 1.103%
55 14.818 2331 2334 2338 rBV 23768 27024 1.67% 0.302%
Sum of corrected areas: 8936574
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1666-04 200X
: 5.0mL/MSVOA_X/WATER
: 50

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\

1 VX021233.D
: 16 Mar 2021 05:18

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: VX021233.D\data.ms

2.434

5462623

6.029
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.158 48.29 ug/l 200576  Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
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 Methyltartronic acid 134 C4H605 000595-98-2 2

Abundance Scan 182 (2.158 min): VX021233.D\data.ms (-171) (-) m/z 45.00 100.00%

45.0
5000 k
R AR
63.9 1.80 2.00 2.20 2.40
b 20 e M/Z 46,00 39.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #94: Ethano
31.0
5000 45.0 T T T T T T T
1.80 2.00 2.20 2.40
m/z 42.95 21.79%
15.0
O \\‘H\\‘HH}H\HHZ\if%}\L H\‘HH‘\}!\ !\H‘\\H‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #98: Dimethyl ether
45.0
29.0
R e R
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.00 7.71%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #92: Methane, nitroso- AR
30.0 1.80 2.00 2.20 2.40
45.0 ITI/Z 43.95 3.30%
5000
15.0
o‘wwwl‘\ww‘;!!: L — .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.418 35.72 ug/1 292370 1,4-Dichlorobenzene-d4 12.065
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 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1756 (11.418 min): VX021233.D\data.ms (-1751) (- m/z 105.05 100.00%
105.1
5000
L
390 77\'0 \ 128 8 157.2 207.1 1150
Ol sl ol i Al 4288 1572 2071 /7 120.10 29.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\/\ ‘/\‘
11.50
m/z 91.00 13.29%
39.0 77.0
O \\\‘\‘\\\“\\“\\“\‘\\\““!\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
i
11.50
5000 m/z 76.95 13.23%
77.0 ‘
27.0
0 "“‘H“_n‘u“UH““_u‘m‘Uw‘um‘w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 11 50
m/z 79.00 8.56%
5000
27.0 51 o 70
0 | by ual ‘\\ Ll ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.124 15.19 ug/1 124304 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 1876 (12.124 min): VX021233.D\data.ms (-1871) (- m/z 105.00 100.00%

105.0
5000
39.0 770 12.00 12.50
Obrrrrrerebtenti LUl 142.11650 2071 15 159 19 39.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 AL : J\ —
12.00 12.50
m/z 76.95 15.00%
39.0 77.0
150 | gy |
O\\\‘\}\\“\\w\“\\\1‘\\\\‘\\\‘\"‘\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0
e 7
12.00 12.50
5000 m/z 91.00 11.87%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl- P A
105.0 12.00 12.50
m/z 119.00 9.04%
5000
39.0 77.0
O\\\Mh\“HJMWUHLHHMwHMWW\H\’H\\M\\w\\H‘\H\
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\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.282 15.48 ug/l 126734 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 86
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 83
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64

Abundance Scan 1903 (12.282 min): VX021233.D\data.ms (-1895) (- m/z 117.05 100.00%

117.1
5000
91.0
39.0 63.0 12.00 12.50
o l14921711 2071 .5 118,10 53.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117.0
5000 /\ T I T T T \M
12.00 12.50
m/z 115.00 36.46%
39.0 63.0 9L.0
O\1\5\‘0\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8960: Benzene, 2-propenyl-
117.0
12.00 12.50
5000 ITI/Z 119.10 31.06%
91.0
51.0
N Y N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8954: (Z)-1-Phenylpropene
11y.0 12.00 12.50
m/z 105.05 27.06%
5000
91.0
o 2o bl by b L L
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\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.353 18.74 ug/l 153418 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 1915 (12.353 min): VX021233.D\data.ms (-1911) (- m/z 119.10 100.00%

119.1
5000
91.0
39.0 65.0 ‘ ‘ 12.00 12.50
0Ll gt b b L 440 1853 0 165 10 40.88%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
91.0 m/z 134.00  36.81%
65.0
O \‘\9‘\5\.?\‘\7?)\9“;9\“\‘\ "i‘\ T \‘H‘ T \‘} T “H“\ \Ml T \‘\ ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 f\
fln Al
12.00 12.50
5000 m/z 91.00  26.66%
91.0
39.0 650 ‘
ol 280, Tl L
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl- - T
119.0 12.00 12.50
m/z 76.95 14.81%
5000
91.0
150 %90 680 T/
0 et e e T —
m/z--> 0O 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 o0-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.653 14.09 ug/l 115324 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 1966 (12.653 min): VX021233.D\data.ms (-1961) (- 119.05 100.00%
119.1 ﬂ
5000
950 J' 12.50 13.00
39.0 65.0
0 m_Hﬂ,um,m“,H‘H‘M‘H‘wa“lﬁ 1870 1993 nm/z 134.05  27.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119.0
5000 ‘ /‘\ ; /\ LB,
12.50 13.00
91.0 91.00 17.09%
41.0 65.0 ‘ | ‘
O \\\‘\‘\\\"‘\\‘\\H"\‘\\\"\\\\‘W\\U‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12 50 13 00
5000 77 .00 9.42%
91.0
ot %00, 2L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0 12 50 13 00
117.00 9.27%
5000
91.0
150 390 650, |
0L et per et e el e e

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.000 12.83 ug/l 105049 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 2025 (13.000 min): VX021233.D\data.ms (-2021) (-  m/z 119.10 100.00%

119.1
5000
91.0
39.0 650 ‘ 13.00
Obrreprrr el bt i U 1A5:9169.2 2023 /7 134,05 40.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 \\ /\J
13.00
m/z 91.00 17.38%
41.0 '
O \]-\5\.?\‘\\\“‘\\‘\‘\6‘?.\0\\““\\‘\\‘m\\‘\“l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
T \
13.00
5000 ITI/Z 77 .00 9.98%
39‘.0 65.0 91.0
0"wJH‘“ﬂhﬂhHMHLWWHWL‘M_‘H‘H‘W‘H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- — |
119.0 13.00
m/z 120.00 9.08%
5000
91.0
39.0 65.0 MAJLN
ol2s0 it 2y |l Al

.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.206 11.97 ug/l 97985 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

Abundance Scan 2060 (13.206 min): VX021233.D\data.ms (-2052) (-  m/z 117.10 100.00%
117.1

5000
650 0 13.00 13.50
39.0 : ‘ : :
148.0
Y S i P S ‘ ol ALl B0 7 132,00 37.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 IL e ]LW
13.00 13.50
91.0 m/z 115.10 28.38%
O 1T ‘2\7‘\-0\\“ \5\]“-\.0\““ \7\4>.\p‘ T \“\ T ‘Hi‘\ L“‘ \JF\A:.‘O\ 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
e oy
13.00 13.50
5000 m/z 131.00  21.00%
390 g5 910
ol el L ‘hﬂ, A0
miz--> 20 40 60 80 100 120 140 160
Abundance #14033: 3-Phenylbut-1-ene = =
117.0 13.00 13.50
m/z 91.05 17.81%
5000
91.0
39.0
65.0 ‘ ;4
0““‘V“M‘NM‘HV‘JM‘N;‘HNH L R e -
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.330 19.78 ug/l 161887 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 70
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
5 Indan, 1-methyl- 132 C10H12 000767-58-8 64

Abundance Scan 2081 (13.330 min): VX021233.D\data.ms (-2077) (- m/z 117.00 100.00%

11y.0
5000
51.0 ‘ ‘ 13.00 13.50
ol ikl allige.22702 2002 g 10 0. 50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14034: 1-Phenyl-1-butene
117.0
5000
13.00 13.50
91.0 o
m/z 132.05 34.60%
70 L
O\H‘\‘\‘\\“\\‘1”\“H\\”1“\M\“‘U‘\H‘\‘”\‘\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
= e
13.00 13.50
5000 m/z 115.00 30.43%
91.0
27.0 5%0H \ ‘ |
ottt e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- o m
11y.0 13.00 13.50
m/z 91.00 18.76%
) MML
91.0
270 10
0 bttt e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.677 12.04 ug/l 98581 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 91
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 91

Abundance Scan 2310 (14.677 min): VX021233.D\data.ms (-2302) (-  m/z 142.00 100.00%

142.0
5000
115.1
— —
39.0 629 890 14.50 15.00
Ot i e M 3712 2184 141 65 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 = =
115.0 14.50 15.00
m/z 115.10 37.40%
0 ‘\\:\3\9‘.\()\‘\\“‘3\]‘1.”\()‘\‘\‘\\‘\H‘}‘\‘H\L‘H\\‘HH‘HH‘HH‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19232: Naphthalene, 1-methyl-
142.0
T —
14.50 15.00
m/z 143.05 12.11%
5000 115.0

300 39,890 |

O Frrr ekt el e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- —— ——
141.0 14.50 15.00
m/z 139.00 12.04%

-

5000 115.0

39.0 63.0 ggp ‘

] SR N PR S| EESUN— el o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021233.D

Acqg On : 16 Mar 2021 05:18
Operator : JC/MD

Sample : M1666-04 200X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.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|
Ethanol 2.158 48.3 ug/l 200576 1 5.623 207694 50.0
Benzene, 1l-ethy... 11.418 35.7 wug/l 292370 4 12.065 409295 50.0
Benzene, 1,2,3-... 12.124 15.2 ug/l 124304 4 12.065 409295 50.0
Indane 12.282 15.5 wug/l 126734 4 12.065 409295 50.0
Benzene, 4-ethy... 12.353 18.7 wug/l 153418 4 12.065 409295 50.0
o-Cymene 12.653 14.1 wug/l 115324 4 12.065 409295 50.0
Benzene, 1,2,3,... 13.000 12.8 ug/l 105049 4 12.065 409295 50.0
Benzene, 1-ethe... 13.206 12.0 ug/l1 97985 4 12.065 409295 50.0
1-Phenyl-1-butene 13.330 19.8 wug/l 161887 4 12.065 409295 50.0
Naphthalene, 1-... 14.677 12.0 ug/l 98581 4 12.065 409295 50.0
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