LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X042021W.M

Title : SW846 8260

Signal : TIC: VX@21795.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.441 54 58 61 rBv 26169 29277  2.79% 0.207%
2 1.776 109 113 120 rVB 35134 46025 4.39% 0.326%
3 2.373 204 211 224 rVB 117005 233511 22.25% 1.653%
4 2.825 274 285 295 rBV 226167 498351 47.49%  3.528%
5 2.916 295 300 311 rvB2 9686 21160 2.02% 0.150%
6 3.154 330 339 347 rVB3 8806 21594 2.06% 0.153%
7 4.117 489 497 508 rBV2 6570 19878 1.89% 0.141%
8 4.282 513 524 533 rVWW2 37998 112816 10.75% ©.799%
9 4.507 550 561 574 rBvV6 9606 37674 3.59% 0.267%
10 5.202 664 675 691 rBV5 11427 44349 4.23% 0.314%
11 5.464 707 718 728 rBV 96953 281453 26.82%  1.993%
12 5.629 735 745 751 rBV 156897 444339 42.34% 3.146%
13 5.696 751 756 770 rVB2 80038 232786 22.18% 1.648%
14 5.922 782 793 801 rBV3 12976 39520 3.77% 0.280%
15 6.031 802 811 822 rWV 98110 248676 23.70% 1.761%
16 6.263 841 849 850 rBV 10819 21272 2.03% 0.151%
17 6.318 852 858 868 rVv2 30085 88994 8.48% 0.630%
18 6.428 869 876 885 rVB2 9756 27543  2.62% 0.195%
19 6.830 931 942 952 rBV 252170 601047 57.28% 4.255%
20 7.232 1001 1008 1014 rVB3 10216 21313 2.03% 0.151%
21  7.421 1031 1039 1050 rVB2 19335 49897 4.76%  ©.353%
22 7.555 1054 1061 1066 rBV4 8093 16274 1.55% 0.115%
23 7.824 1099 1105 1112 rVB3 14739 31191 2.97% 0.221%
24  8.037 1131 1140 1151 rVB 25962 58368 5.56% 0.413%
25 8.159 1151 1160 1169 rBV2 56143 120612 11.49% 0.854%
26 8.360 1186 1193 1200 rBVS8 8825 23019 2.19% 0.163%
27  8.555 1217 1225 1233 rVB6 13448 32857 3.13% 0.233%
28 8.695 1242 1248 1259 rVB 524782 828831 78.99% 5.868%
29 9.000 1294 1298 1306 rVB3 57235 102812 9.80% 0.728%
30 9.086 1306 1312 1317 rBV 54871 88309 8.42% 0.625%
31 9.147 1317 1322 1327 rW 21751 36937 3.52% 0.262%
32 9.201 1327 1331 1341 rWV 37948 64280 6.13% 0.455%
33 9.494 1370 1379 1384 rBv2 54159 102030 9.72% 0.722%
34 9.549 1384 1388 1394 rVB3 14444 26387 2.51% 0.187%
35 9.695 1408 1412 1424 rVB3 8059 17967 1.71% 0.127%
36 9.805 1424 1430 1433 rBvV3 15242 26430 2.52% 0.187%

82X042021W.M Thu Apr 22 17:29:00 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X042021W.M
Title : SW846 8260
37 9.982 1452 1459 1464 rBV 40284 59835 5.70% 0.424%
38 10.092 1472 1477 1483 rBV 480134 672427 64.08% 4.761%
39 10.171 1487 1490 1496 rVWv4 9810 16753 1.60% 0.119%
40 10.232 1496 1500 1510 rVB 112843 155066 14.78% 1.098%
41 10.341 1515 1518 1523 rVB 14634 21768 2.07% 0.154%
42 10.677 1570 1573 1580 rVB 15100 21354 2.04% 0.151%
43 10.823 1587 1597 1604 rBV5 13689 35993  3.43% 0.255%
44 10.902 1604 1610 1620 rVB7 7516 22241 2.12% 0.157%
45 11.000 1620 1626 1631 rBV 100628 129140 12.31% 0.914%
46 11.122 1641 1646 1651 rBV 420238 547829 52.21% 3.879%
47 11.341 1678 1682 1692 rVB 112855 155585 14.83% 1.102%
48 11.652 1728 1733 1741 rVB 81782 111049 10.58% 0.786%
49 11.750 1741 1749 1752 rBv4 15030 29547 2.82% 0.209%
50 11.792 1752 1756 1761 rVB 48076 62924 6.00% 0.445%
51 11.902 1768 1774 1776 rBV 51799 70733  6.74% 0.501%
52 11.927 1776 1778 1785 rVB 66802 77156 7.35% 0.546%
53 12.006 1787 1791 1795 rBV2 23135 30029 2.86% 0.213%
54 12.061 1795 1800 1805 rBV 559549 705069 67.19% 4.992%
55 12.213 1822 1825 1830 rVB 40629 49125 4.68% ©0.348%
56 12.286 1830 1837 1841 rBV 464063 578289 55.11% 4.094%
57 12.353 1843 1848 1855 rVB2 176340 254386 24.24% 1.801%
58 12.445 1858 1863 1869 rBV2 126159 167364 15.95%  1.185%
59 12.506 1869 1873 1879 rVB2 78118 123917 11.81% 0.877%
60 12.567 1879 1883 1886 rBV 102692 135371 12.90%  ©.958%
61 12.591 1886 1887 1892 rVV 49111 40725 3.88% 0.288%
62 12.652 1892 1897 1901 rVB 178378 200867 19.14% 1.422%
63 12.737 1906 1911 1919 rBV 765259 1049336 100.00% 7.429%
64 12.798 1919 1921 1924 rVB 27252 27137  2.59% 0.192%
65 12.835 1924 1927 1929 rBV2 14368 16495 1.57% 0.117%
66 12.878 1929 1934 1939 rVB 71910 100321 9.56% 0.710%
67 12.957 1939 1947 1951 rBV 427247 566400 53.98% 4.010%
68 13.000 1951 1954 1960 rVB 412787 464854 44.30%  3.291%
69 13.067 1960 1965 1972 rVB2 113398 185105 17.64% 1.311%
70 13.176 1972 1983 1989 rBV4 92010 198903 18.96% 1.408%
71 13.231 1989 1992 1997 rVB2 62121 84548 8.06% 0.599%
72 13.292 1997 2002 2005 rBV2 68323 100132 9.54% 0.709%
73 13.323 2005 2007 2013 rVB 33522 47330 4.51% ©0.335%
74 13.384 2013 2017 2022 rBV4 66054 95043 9.06% 0.673%
75 13.463 2027 2030 2035 rVB3 62830 86324 8.23% 0.611%
76 13.536 2035 2042 2046 rBV 39872 72444 6.90% 0.513%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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\82X042021W.M
Title : SW846 8260
77 13.585 2046 2050 2052 rBV 126792 144123 13.73% 1.020%
78 13.615 2052 2055 2057 rBV2 109554 115568 11.01% 0.818%
79 13.682 2062 2066 2068 rVvV 190603 272905 26.01% 1.932%
80 13.713 2068 2071 2075 rVB 99044 134556 12.82% ©.953%
81 13.786 2080 2083 2086 rBV 18555 23677 2.26% ©.168%
82 13.835 2086 2091 2097 rVB5 22860 41660 3.97% 0.295%
83 13.896 2097 2101 2105 rVB3 32841 48130 4.59% 0.341%
84 13.969 2105 2113 2117 rBV2 62061 86362 8.23% 0.611%
85 14.012 2117 2120 2124 rBV2 19678 25399 2.42% ©.180%
86 14.115 2132 2137 2143 rBV 68792 91374 8.71% 0.647%
87 14.255 2155 2160 2164 rBV2 51851 87261 8.32% ©0.618%
88 14.359 2173 2177 2182 rBV 115918 144184 13.74% 1.021%
89 14.414 2182 2186 2198 rVB 147549 213314 20.33% 1.510%
990 14.524 2199 2204 2208 rBV2 24210 38098 3.63% 0.270%
91 14.566 2208 2211 2216 rVB3 14699 20282 1.93% ©.144%
92 14.639 2216 2223 2231 rBV2 69712 130921 12.48% 0.927%
93 14.713 2232 2235 2239 rVB3 22106 30150 2.87% 0.213%
94 14.822 2248 2253 2258 rBV2 44438 79601 7.59% 0.564%
95 15.225 2314 2319 2327 rBV 17858 36274 3.46% ©.257%
96 15.456 2353 2357 2361 rVB 14158 20105 1.92% 0.142%
97 15.560 2370 2374 2381 rVBS8 7689 15669 1.49% 0.111%
98 15.658 2386 2390 2394 rVVv4 8909 16090 1.53% 0.114%
99 15.865 2418 2424 2427 rBV 11186 20286 1.93% 0.144%
100 16.042 2448 2453 2465 rVB2 11015 22013 2.10% 0.156%
Sum of corrected areas: 14124695
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021795.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Butane, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.373  26.28 ug/l 233511  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 90
2 Heptane, 3-ethyl-5-methyl- 142 C10H22 052896-90-9 72
3 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 64
4 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 64
5 Propanoic acid, 2-methyl-, anhyd... 158 C8H1403 000097-72-3 50

Abundance Scan 211 (2.373 min): VX021795.D\data.ms (-204) (-) m/z 57.10 100.00%

57.1
5000 ]\
R e RRRETE
‘ | 2.00 2.20 2.40 2.60
el 4830 107.0 1330 2073 n/; 71.15  98.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1835: Butane, 2,2-dimethyl-
57.0
5000 L L B L LI L B
2.00 2.20 2.40 2.60
20.0 m/z 43.05 81.48%
\\\‘\‘\‘\\““\\‘\“ ‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19218: Heptane, 3-ethyl-5-methyl-
57.0 /\
R R AREAR
2.00 2.20 2.40 2.60
5000 m/z 41.10 52.95%
29.0
85.0 113.0
A - 7 T N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68284: Sulfurous acid, isobutyl pentyl ester e e R ama o
57.0 2.00 2.20 2.40 2.60
m/z 56.05 29.19%
5000
29.0
H‘ ‘ 1li) 87 0 123 0 153 0
“““““
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Butane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.825 56.08 ug/l 498351  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Butane, 2-methyl- 72 C5H12 000078-78-4 38
5 Pentane 72 C5H12 000109-66-0 38
Abundance Scan 285 (2.825 min): VX021795.D\data.ms (-274) (-) m/z 43.10 100.00%

43.1
5000
71.1 j\

2.60 2.80 3.00 3.20

T ‘ TTTT ‘ TTT \“ } \\‘\ ‘ TTT \‘\‘\9\6\ ‘1\\ T \‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT \2‘0\\7\2\ m Z 42 05 85.06%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000 T T T T T
71.0 2.60 2.80 3.00 3.20
m/z 41.10 39.29%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1823: Pentane, 2-methyl-
43.0

2.60 2.80 3.00 3.20
5000 m/z 71.10  29.29%

71.0
150“ il \‘
I I
\‘u\\‘\u\‘\u\‘u\\“\\\‘\\\\‘uu‘uu‘uu‘uu‘uu
m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #669: Tetrahydrofuran A REmEE B
42.0 2.60 2.80 3.00 3.20

m/z 39.10 17.25%

5000 720

F:::>

ss0] |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Pentane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.696 26.19 ug/l 232786  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 33
Abundance Scan 756 (5.696 min): VX021795.D\data.ms (-751) (-) m/z 56.10 100.00%
56.1
411
5000 71.2
'5.40 5.60 5.80 6.00
85.2 : . : :
\H’H\\‘HH‘HH“\‘}H“\‘\\“HH"HH‘H‘H‘H:L\O\‘()\.\ZH‘HH’HH’H\ m/z 43.19 79-15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3993: Pentane, 2,3-dimethyl-
56.0
41/0 \
5000 LB R B B R
71.0 5.40 5.60 5.80 6.00
270 m/z 57.10 64.37%
\H’\H\‘\H‘\‘HH“!\H‘\‘\ HHH"‘{H\‘8\‘\5‘\'\0‘\\1\9(‘)\.9\‘HH’HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12720: Hexane, 2,2,4-trimethyl-
57.0
R REmEE e A
5.40 5.60 5.80 6.00
5000 m/z 41.10 62.22%
41.0
71.0
27.0
\‘ “‘\ |, | 850 99.0113.01280
R RRaR A RAARARE aaY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1553: Propane, l-isocyanato- T T T T T T
56.0 5.40 5.60 5.80 6.00
m/z 71.15 46.36%
5000
29.0
84.0
N \
e e e e e e e e A R R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.286 41.01 ug/l 578289 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 83
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64

Abundance Scan 1837 (12.286 min): VX021795.D\data.ms (-1830) (- m/z 119.20 100.00%

119.2
5000
91.0
51.0 ‘ ‘ 12.00 12.50
b A L2070 ) 105,10 95.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
119.0
5000
12.00 12.50
91.0 -
m/z 134.20 46.07%
?‘\5\.‘0\‘\\\“‘\\‘\\“\‘\\\“‘\\w\‘”\\‘\"‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
119.0 j\
M UL A
12.00 12.50
5000 m/z 117.10  35.84%
91.0
o8R0 Ll
i I mm i |
el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14843: Benzene, 1,3-diethyl- — O /\ e
119.0 12.00 12.50
m/z 91.05 27.92%
5000
270 519 91.0
"w“L“J‘uhumM‘“‘WHMJ‘mww_ww_m
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\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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, 1-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.652 14.24 ug/l 200867 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 1897 (12.652 min): VX021795.D\data.ms (-1892) (- m/z 119.20 100.00%

119.2
5000
91.1

12.50 13.00

390 650
o"‘_H‘_m‘H‘J"“"‘“‘Mm‘_‘H_MHHZ‘QT? m/z 134.15  29.14%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
110.0
5000 \/\\/\‘ M\/\\ T I

12.50 13.00
m/z 91.10 14.40%

91.0
\]-\5\‘0\\?\9‘“9\‘\\6‘5\\9\“‘\\‘\\“\‘\\‘\‘[‘\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14882: Benzene, 2-ethyl-1,3-dimethyl-
119.0

12.50 13.00
5000 m/z 120.20 9.60%
\39\\0\ 20, 91\.0 Lyl
\ n L,
R R R e N R RS NEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 j\ /\\j\ A
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- Al ‘/\ o ‘/\‘ i
119.0 12.50 13.00

m/z 105.20 8.87%

5000
91.0
65.0 ‘
150 O b L

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\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Indan, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.737 74.41 ug/1 1049340 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 90
4 Benzene, (2-methylcyclopropyl)- 132 C1OH12 1000327-39-0 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90

Abundance Scan 1911 (12.737 min): VX021795.D\data.ms (-1906) (- m/z 117.15 100.00%

11y.2
5000
Ao .
91.1
39.1 63.1 ‘ | 1332 12.50 13.00
0 e e e e e m/z 115. 31.30%
m/z--> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
117.0
5000
12.50 13.00
91.0 m/z 132.1 27.77%
39.0  65.0 ' ‘
\\\‘\‘\\\"\\‘\\“M‘\\\“\\“\\‘\\\1“\1-}‘\‘3\.0‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
—— —
1250 13.00
5000 ITIZ 13.44%
0 91.0
51.
133.0
Lo G0 yme o O
m/z--> 20 40 60 80 100 120 140
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117.0 1250 1300
m/z 118.10 9.50%
5000
91.0
;0 0 T | 10
L | | Il
L N A B L e Ay e
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12

Operator JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. 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 4

R.T. EstConc Area Relative to ISTD R.T.
12.957 40.17 ug/l 566400 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 1947 (12.957 min): VX021795.D\data.ms (-1939) (- m/z 119.15 100.00%
119.2
5000
91.1
381 650 | | 186.2 154.1 12,00
O bt WL IO AL 7 134,00 45.87%
m/z--> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 AXA‘ T
13.00
m/z 91.10 15.70%
39.0 65.0 91.0
\1\5‘\.0‘ T ‘\ T \"‘\ \‘M‘\ "i‘-\ T \‘H‘ T \‘\ T ‘W\ \w‘l T \1\ ‘\6.‘0\ 1T 1
miz-> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
L
13.00
5000 m/z 120.20 9.79%
39.0 91.0
65.0
\\\‘\M\\M\HW\,W\\$\\\L\‘W\Nﬂl\}W§P\\\\ \ ﬁxA
miz--> 20 40 60 80 100 120 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- : ‘A\ : ‘Ar ‘JMMP
119.0 13.00
m/z 133.15 9.32%
5000
91.0
39.0  65.0
150 U2l aseo o JMT)
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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, 1,2,3,5-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.999 32.97 ug/l 464854  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 1954 (13.000 min): VX021795.D\data.ms (-1951) (- m/z 119.20 100.00%
119.2
5000
91.1
390 651 | 1352 13.00
et e e W m/z 134.200 42.38%
miz-> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 /\\\‘A\/\\ T T T
13.00
390 910 m/z 91.10 14.51%
T | Lo
iyl ik I Ll Ll
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
e
13.00
5000 m/z 120.20 9.85%
91.0
39.0 65.0 135.0
\¥59\H\\w\\u\‘Uw\mw\\\\‘w\\Wl\\ﬂ\,\\\\ A
miz--> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- /\ ‘A\ . ‘Jyvﬁ“
119.0 13.00
m/z 133.15 9.11%
5000
91.0
39.0 650 135.0
‘¥%?‘M“W“w“w“ﬂq“k“w"Wﬁ“‘h,““ e e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.682 19.35 ug/l 272905 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 91
2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 91
3 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 72
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 64
Abundance Scan 2066 (13.682 min): VX021795.D\data.ms (-2062) (-  m/z 131.15 100.00%
131.2
5000
511 . ) 13.50 14.00
0 b 281 g 146,20 19.05%
miz--> 50 100 150 200 250
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000 kA A‘\ ' T A\
13.50 14.00
91.0 m/z 132.20 10.36%
39.0
\‘\‘\ ‘\‘ i“\m\ T \‘ "\h\‘”{‘\“ L s Bt B B B
miz--> 50 100 150 200 250
undance #21 : Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
Abund 21680 hyl hyl-2 |
L. WY
AMASVL A
13.50 14.00
5000 m/z 129.20 10.09%
91.0
39.0
hodlod g S —
m/z--> 50 100 150 200 250
Abundance  #68895: Cyclopropane, 2-bromo-1-methyl-1-phenyl- e ‘/MNJA”
131.0 13.50 14.00
m/z 116.10 8.82%
5000
91.0
LN P .Y S R 0 FUTLAR UV
mlz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12

Operator JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. 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 1,4-Methanonaphthalen-9-0l,... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.414  15.13 ug/1 213314 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Methanonaphthalen-9-01, 1,2,... 160 C11H120 055255-94-2 53
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 49

3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 46
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 43
Abundance Scan 2186 (14.414 min): VX021795.D\data.ms (-2182) (- m/z 131.20 100.00%
131.2 n
5000
91.1 ‘ 1450
51.0 .
il ‘ al ‘J‘“%G‘F'?‘ -~ 2181 2810 /7 145.20 55.92%
miz--> 50 100 150 200 250
Abundance #30855: 1,4-Methanonaphthalen-9-ol, 1,2,3,4-tetrahydro-
131.0
5000 T T
14.50
m/z 129.15 50.71%
51.0 91.0
T T ‘\ ‘\ i‘ \‘ T ‘\ \‘ ‘“ \h‘\ \H }Gh.p\ T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
P
14.50
5000 m/z 146.20 36.81%
39.0 91.0
‘L‘ “\ i“‘ ALl “ ‘w‘h\‘ \HM ‘\‘\‘ , — —
miz--> 50 100 150 200 250 JM
Abundance #21623: Benzene, (1-methyl-1-butenyl)- : Pl
131.0 14.50
m/z 128.05 31.24%
91.0
5000
51.0
1‘5\"0“‘ ‘L‘ }‘\‘ ‘\M“m‘\\‘ i \‘M “\‘ . — T =~
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\VX042121\
Data File : VX021795.D

Acqg On : 21 Apr 2021 16:12
Operator : JC/MD

Sample : M2079-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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|
Butane, 2,2-dim... 2.373 26.3 ug/l 233511 1 5.629 444339 50.0
Butane, 2,3-dim... 2.825 56.1 wug/l 498351 1 5.629 444339 50.0
Pentane, 2,3-di... 5.696 26.2 ug/l 232786 1 5.629 444339 50.0
Benzene, 1,2-di... 12.286 41.0 ug/l 578289 4 12.061 705069 50.0
Benzene, 1l-ethy... 12.652 14.2 ug/l 200867 4 12.061 705069 50.0
Indan, 1-methyl- 12.737 74.4 ug/l 1049340 4 12.061 705069 50.0
Benzene, 1,2,3,... 12.957 40.2 ug/l 566400 4 12.061 705069 50.0
Benzene, 1,2,3,... 12.999  33.0 ug/l 464854 4 12.061 705069 50.0
1H-Indene, 2,3-... 13.682 19.4 ug/l 272905 4 12.061 705069 50.0
1,4-Methanonaph... 14.414 15.1 wug/l 213314 4 12.061 705069 50.0
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