LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMXTR092820WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.160 9 12 17 rVB2 84477 76072 9.32% 0.664%
2 1.240 21 25 29 rBv2 19474 19774 2.42% 0.173%
3 1.386 44 49 61 rBv2 141091 175281 21.48% 1.529%
4 1.477 61 64 69 rvv 39364 53165 6.52% 0.464%
5 1.697 96 100 108 rBV 86012 102459 12.56% 0.894%
6 1.935 136 139 143 rVB5 8667 10386 1.27% 0.091%
7 1.983 143 147 153 rVB9 6173 10535 1.29% 0.092%
8 2.343 200 206 215 rBV 204971 328764 40.29% 2.869%
9 2.435 215 221 229 rVB 16669 39327 4.82% 0.343%
10 2.556 235 241 244 rBV 11043 16721 2.05% 0.146%
11 2.825 279 285 287 rBV7 6631 11568 1.42% 0.101%
12 2.867 287 292 299 rVB 29965 61665 7.56% 0.538%
13 3.154 331 339 346 rBV 61131 138285 16.95% 1.207%
14 3.386 371 377 382 rBV9 5380 11667 1.43% 0.102%
15 3.501 388 396 408 rBV2 96740 215294 26.39% 1.879%
16 3.672 417 424 427 rBv4 7223 15379 1.88% 0.134%
17 4.105 491 495 504 rvVvB6 7485 20415 2.50% 0.178%
18 4.300 516 527 531 rBV6 12484 39079 4_.79% 0.341%

19 4.373 531 539 550 rvB 59469 176921 21.68% 1.544%
20 4.544 554 567 579 rBV 99291 319381 39.14% 2.787%

21 5.141 653 665 680 rvB2 120129 386202 47.33% 3.370%
22 5.544 725 731 732 rBV6 7587 11456 1.40% 0.100%
23 6.044 801 813 828 rBv4 276813 815936 100.00% 7.119%
24 6.830 931 942 952 rBvV2 208473 504605 61.84% 4.403%
25 7.367 1023 1030 1040 rBV2 164651 362397 44.41% 3.162%

26 7.635 1069 1074 1081 rBv4 9263 19461 2.39% 0.170%
27 8.373 1188 1195 1203 rBV 114702 187585 22.99% 1.637%
28 8.696 1241 1248 1254 rBV 441117 673874 82.59% 5.880%
29 8.763 1254 1259 1269 rVB 493639 754509 92.47% 6.583%
30 8.994 1291 1297 1304 rBV 83530 126288 15.48% 1.102%

31 9.348 1351 1355 1358 rBV5 6858 8796 1.08% 0.077%
32 9.427 1362 1368 1374 rBV 552253 764703 93.72% 6.672%
33 9.561 1386 1390 1394 rBvV4 24450 33871 4._.15% 0.296%

34 10.098 1472 1478 1491 rVB 431867 611350 74.93% 5.334%

SOMXTR092820WMA_.M Tue Oct 06 13:21:08 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMXTR092820WMA .M
Title - TRACE VOA SOMO1.0

35 10.238 1491 1501 1506 rBV 38147 65873 8.07% 0.575%
36 10.342 1510 1518 1524 rVV2 88238 162210 19.88% 1.415%
37 10.397 1524 1527 1537 rVB3 35894 58792 7.21% 0.513%
38 10.494 1539 1543 1547 rBV7 6851 10673 1.31% 0.093%
39 10.622 1557 1564 1568 rBV4 45207 86961 10.66% 0.759%

40 10.683 1568 1574 1578 rVV 65789 107288 13.15% 0.936%

41 10.720 1578 1580 1588 rVB2 18578 27811 3.41% 0.243%
42 10.811 1588 1595 1600 rBV4 47981 104041 12.75% 0.908%
43 10.896 1600 1609 1619 rBV4 76171 143002 17.53% 1.248%

44 10.988 1620 1624 1629 rVB7 8354 13685 1.68% 0.119%
45 11.043 1629 1633 1636 rBvV4 11856 18150 2.22% 0.158%
46 11.122 1642 1646 1648 rBV5 12262 14533 1.78% 0.127%
47 11.171 1650 1654 1657 rVB5 15642 19564 2.40% 0.171%
48 11.232 1659 1664 1668 rBVY 190072 265271 32.51% 2.315%
49 11.341 1679 1682 1685 rBVY 14433 17900 2.19% 0.156%
50 11.372 1685 1687 1691 rVV5 12403 21910 2.69% 0.191%
51 11.421 1691 1695 1700 rVVv2 46094 96231 11.79%% 0.840%
52 11.470 1700 1703 1705 rVV3 35498 54320 6.66% 0.474%
53 11.512 1708 1710 1715 rVB5 41008 51326 6.29% 0.448%
54 11.567 1715 1719 1722 rBV6 12001 15005 1.84% 0.131%
55 11.610 1722 1726 1729 rBV 96521 112081 13.74% 0.978%
56 11.652 1729 1733 1740 rVB4 56506 96370 11.81% 0.841%
57 11.719 1740 1744 1747 rBV5 6724 9813 1.20% 0.086%
58 11.756 1747 1750 1752 rBV4 6744 9210 1.13% 0.080%
59 11.793 1752 1756 1762 rBV 73744 104129 12.76% 0.909%
60 11.872 1766 1769 1770 rBV3 10901 11795 1.45% 0.103%
61 11.927 1776 1778 1782 rVB5 10168 10339 1.27% 0.090%
62 11.982 1782 1787 1790 rVV3 26715 43016 5.27% 0.375%
63 12.012 1790 1792 1795 rVB4 13952 12731 1.56% 0.111%
64 12.061 1795 1800 1806 rBV 510344 630258 77.24% 5.499%
65 12.128 1806 1811 1814 rVV 25709 31188 3.82% 0.272%
66 12.171 1814 1818 1821 rVB6 6822 11141 1.37% 0.097%
67 12.280 1833 1836 1838 rVV3 30225 38703 4.74% 0.338%
68 12.305 1838 1840 1844 rVVv2 38194 46744 5.73% 0.408%
69 12.360 1844 1849 1858 rVB 615852 815702 99.97% 7.117%
70 12.439 1858 1862 1863 rBV4 10947 13273 1.63% 0.116%
71 12.500 1867 1872 1877 rVB 28478 43619 5.35% 0.381%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMXTR092820WMA .M
Title - TRACE VOA SOMO1.0
72 12.567 1878 1883 1885 rBV 36535 45644 5.59% 0.398%
73 12.597 1885 1888 1893 rVVv2 33613 45699 5.60% 0.399%
74 12.652 1893 1897 1901 rVB 65007 76091 9.33% 0.664%
75 12.756 1908 1914 1920 rBV7 18567 44809 5.49% 0.391%
76 12.890 1932 1936 1941 rVB2 56795 70691 8.66% 0.617%
77 12.963 1941 1948 1951 rBV 71624 93892 11.51% 0.819%
78 13.000 1951 1954 1961 rVB 42627 55910 6.85% 0.488%
79 13.061 1961 1964 1966 rBV3 10528 13278 1.63% 0.116%
80 13.140 1974 1977 1981 rVB5 7466 12256 1.50% 0.107%
81 13.207 1981 1988 1993 rBV5 17654 35093 4._30% 0.306%
82 13.292 1998 2002 2004 rVv2 14850 21436 2.63% 0.187%
83 13.329 2004 2008 2014 rVv2 50749 77486 9.50% 0.676%
84 13.408 2018 2021 2024 rVVv 11864 13219 1.62% 0.115%
85 13.463 2024 2030 2034 rVB7 13374 27518 3.37% 0.240%
86 13.622 2051 2056 2062 rVB4 26579 48109 5.90% 0.420%
87 13.725 2067 2073 2076 rBV6 16769 26946 3.30% 0.235%
88 13.817 2081 2088 2094 rBV 49339 79244 9.71% 0.691%
89 13.969 2107 2113 2116 rBVS 6629 13518 1.66% 0.118%
90 14.006 2116 2119 2123 rVB5 7000 11696 1.43% 0.102%
91 14.073 2127 2130 2133 rVB5 6448 8574 1.05% 0.075%
92 14.262 2157 2161 2166 rVB7 9197 15698 1.92% 0.137%
93 14.359 2172 2177 2180 rBV7 5761 10630 1.30% 0.093%
94 14.487 2192 2198 2199 rVV6 5819 8639 1.06% 0.075%
95 14.518 2201 2203 2210 rVBS8 6354 9678 1.19% 0.084%
96 14.676 2222 2229 2233 rBV3 22148 40799 5.00% 0.356%
97 14.823 2249 2253 2256 rVB3 10839 12881 1.58% 0.112%
98 15.426 2346 2352 2355 rBV6 6172 10247 1.26% 0.089%
99 15.524 2364 2368 2374 rVB3 9731 13240 1.62% 0.116%
100 15.664 2387 2391 2396 rBV5 12615 20050 2.46% 0.175%

Sum of corrected areas: 11460800
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
Abundance

600000

9.43
8.76
8.7

500000
10.10

400000

300000

6.83 11.23

200000 737

100000

0
Time-->
Abundance

600000

TIC: VX018733.D

12.06
500000

400000

300000

200000

100000},

—T —T T T T T
15.50

—T —T— T 1 R B
13.50 14.00 14.50 15.00 16.00 16.50

SOMXTR092820WMA .M Tue Oct 06 13:21:10 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 3-Butenoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

1.16 0.75 ug/L 76072 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 83
2 Imidazol-5(2H)-one. 4-amino-2-(2... 196 C7H8N403 318259-17-5 72
3 Aluminum. tripropvl- 156 C9H21Al 000102-67-0 64
4 Furan, 2.5-dihvdro- 70 C4H60 001708-29-8 64
5 Acetamide, 2-chloro-N,N-di-2-pro... 173 C8H12CINO 000093-71-0 56

Abundance Scan 12 (1.160 min): VX018733.D (-9) (-) m/z 41.10 100.00%
1
5000

1.20 1.30 1.40 1.50 1.60

o L0 74 o4 113 136 187 209 288 20| "m/z 38.95  80.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1659: 3-Butenoic acid
3
5000
1.20 1.30 1.40 1.50 1.60
58 86 m/z 42.10 54 _43%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
39
52 80 o5 1.20 1.30 1.40 1.50 1.60
5000 196 m/z 44.00 25.53%
108
6 149 6 179
6 122135 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29170: Aluminum, tripropyl- R R B ABAR
29 1.20 1.30 1.40 1.50 1.60

m/z 43.05 24 .49%

5000

RERE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 unknown-01 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

1.48 0.53 ug/L 53165 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-Alanine 89 C3H7NO2 000302-72-7 9
2 DL-Cvystine 240 C6H12N204S2 000923-32-0 7
3 Acetaldehvde 44 C2H40 000075-07-0 7
4 dl-Alanine 89 C3H7NO2 000302-72-7 7
5 1,2-Propanediamine 74 C3H10N2 000078-90-0 7

Abundance Scan 64 (1.477 min): VX018733.D (-61) (-) m/z 44.00 100.00%
4
5000

1.20 1.40 1.60 1.80

o 68 85 101116 154 182 207 251 275 m/z 43.00 46 . 46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2155: dl-Alanine
44
5000
28 1.20 1.40 1.60 1.80
m/z 41.95 22 .28%
0 58 74 g9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
1.20 1.40 1.60 1.80
5000 m/z 41.00 8.08%
28 59 74
ol 12 100 126140 160 177192206 224 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71: Acetaldehyde
29 44 1.20 1.40 1.60 1.80
m/z 40.10 2.45%
5000 15
S B N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

2.87 0.61 ug/L 61665 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 56
3 Pentane. 2-bromo- 150 C5H11Br 000107-81-3 38
4 Pentane 72 C5H12 000109-66-0 35
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 32

Abundance Scan 292 (2.867 min): VX018733.D (-287) (-) m/z 43.05 100.00%
43
5000 71

2.60 2.80 3.00 3.20

111
o 88 141 185 203 240 m/z 42.00 54_21%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1825: Pentane, 2-methyl-
43
5000
27 7 2.60 2.80 3.00 3.20
‘ m/z 41.00 51.00%
0 | ‘u h‘ I 86
B B L o O RARRERERRR REans s Ean sy
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
2.60 2.80 3.00 3.20
5000 m/z 71.05 45.11%
27 71
12 86

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24063: Pentane, 2-bromo-

2.60 2.80 3.00 3.20
m/z 39.00 24 _45%

5000

107123 150
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

3.15 1.37 ug/L 138285 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 78
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 64
3 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 56
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 56
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56

Abundance Scan 338 (3.148 min): VX018733.D (-331) (-) m/z 57.10 100.00%
g7
41
5000
71 2.80 3.00 3.20 3.40
86
o 106118 147 76 207 m/z 56.05 86.21%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
2.80 3.00 3.20 3.40
m/z 41.00 62.74%
15| | | moe
e A UL S R B B L W N B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 41 2.80 3.00 3.20 3.40
5000 m/z 43.05 23.23%
> 15 71 86
e A UL SR I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #12723: Hexane, 2,2,3-trimethyl-
57 2.80 3.00 3.20 3.40
m/z 39.00 20.25%
5000 41
oL ,..%4,.&‘..bk.n‘\ ,Jkllééll e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.50 2.13 ug/L 215294 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 87
2 n-Hexane 86 C6H14 000110-54-3 53
3 n-Hexane 86 C6H14 000110-54-3 53
4 Azetidine 57 C3H7N 000503-29-7 43
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 43

Abundance Scan 396 (3.501 min): VX018733.D (-388) (-) m/z 57.05 100.00%
57
41

5000

3.20 3.40 3.60 3.80

100 124

158

o m/z 40.95 74 .64%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1821: n-Hexane
57
41
5000
3.20 3.40 3.60 3.80
‘ 86 m/z 42.95 59.75%
o .,....,?%..‘i...‘“,..‘..,....,....,....,....,....,....,....,....,....,....,...
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41
3.20 3.40 3.60 3.80
5000 m/z 56.05 49 .98%
86
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1822: n-Hexane e B o
57 3.20 3.40 3.60 3.80
41 m/z 39.00 30.57%
5000
15 ‘ 86
o L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 6 (DEL) Alkane: Cyclic4.37 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4_37 1.75 ug/L 176921 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
3 Cvclohexane 84 C6H12 000110-82-7 72
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64

Abundance Scan 538 (4.367 min): VX018733.D (-531) (-) m/z 56.10 100.00%

5000

4.00 420 4.40 4.60 4.80

192207

0 m/z 41.10 49 _.99%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
4.00 4.20 4.40 4.60 4.80
m/z 69.10 43.24%
84
2
0!
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 4.00 420 4.40 4.60 4.80
5000 m/z 55.00 26.05%
84
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1458: Cyclohexane
56 4.00 4.20 4.40 4.60 4.80
84 m/z 39.05 23.51%
5000 4l
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 8 (DEL) Alkane: Cyclicl0.62 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.62 0.71 ug/L 86961 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 87
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 87
4 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 80
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 80

Abundance Scan 1564 (10.622 min): VX018733.D (-1557) (-) m/z 97.10 100.00%

55 g7

5000

10.40 10.60 10.80 11.00

266281

147 165

0 m/z 55.10 87.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
5000
41 10.40 10.60 10.80 11.00
‘ 69 126 m/z 41.00 49 _.74%
27 ‘ ‘
I <
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
AR LR AR maas e
10.40 10.60 10.80 11.00
5000 41 m/z 69.05 32.70%
69
126
o 83 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)  E mEm S ma
55 97 10.40 10.60 10.80 11.00
m/z 126.10 21.01%
5000
41 69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 9 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.81 0.85 ug/L 104041 Chlorobenzene-d5 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Nonen-2-one 140 C9H160 005009-32-5 46
2 2-Heptanone 114 C7H140 000110-43-0 38
3 9-Decen-2-one 154 C10H180 035194-30-0 37
4 2-Heptanone 114 C7H140 000110-43-0 27
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 27

Abundance Scan 1595 (10.811 min): VX018733.D (-1588) (-) m/z 43.00 100.00%

43
5000 %8

10.40 10.60 10.80 11.00 11.20

225241 266

0 m/z 58.10 51.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18655: 8-Nonen-2-one
43
58
5000
71 10.40 10.60 10.80 11.00 11.20
‘ % m/z 41.00 33.95%
5
o....,....,‘...‘.‘,.‘.:.;w‘..‘.‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
T T
58 10.40 10.60 10.80 11.00 11.20
5000 m/z 82.10 31.70%
27 71
o138 85 99 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26650: 9-Decen-2-one
43 10.40 10.60 10.80 11.00 11.20
58 m/z 66.90 28.61%
5000
m \\ 111125 154
O.H.P.H,H.AHL...”H”hw.”.P.” A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 10 (DEL) Alkane: Cyclicl0.90 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.90  1.17 ug/L 143002  Chlorobenzene-ds 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 cvclohexare. proovl- 126 coH18 001678-92-8 68

2 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 68
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 59
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
Abundance Scan 1610 (10.903 min): VX018733.D (-1600) (-) m/z 54.95 100.00%

5000

10.60 10.80 11.00 11.20

180194207 224

149 255

01 m/z 83.10 74 .17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11533: Cyclohexane, propyl-
5! 83
5000 41
10.60 10.80 11.00 11.20
27 126 m/z 41.00 64.25%
9
97
ol 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 83
41 II|IIII|IIII|IIII|IIII|
10.60 10.80 11.00 11.20
5000 m/z 82.10 42.25%
9% 180
0 @ 109123137 152
T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11538: Cyclohexane, propyl-
83 10.60 10.80 11.00 11.20
55 m/z 38.95 36.76%
5000
41
126
m/z--> 20 40 80 100 120 140 160 180 200 220 240 10.60 10. 80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 11 Benzene, l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.42 0.76 ug/L 96231 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 64
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 64
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 64
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 58
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 52
Abundance Scan 1695 (11.421 min): VX018733.D (-1691) (-) m/z 105.05 100.00%
105
5000
120
77
39 9 91 140 11.20 11.40 11.60 11.80
o 186 204 224 247 265281 /7 120.10 >7_ 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 77.00 15.36%
39 7791
o 0 T A S Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
" 1120 11,40 11.60 11.80
5000 m/z 111.20 13.00%
120
| 30 g3 77 9l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 11.20 11.40 11.60 11.80
m/z 69.00 12.12%
5000
120
oL1s 39 63 7ot
m/z--> 20 40 éo 80 160 150 140 160 180 200 220 240 260 280 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 12 4-Heptanone, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.61 0.89 ug/L 112081 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 87
2 Allvl isovalerate 142 C8H1402 002835-39-4 64
3 2.4-Heptanedione. 6-methvl- 142 C8H1402 003002-23-1 64
4 5-Nonanone 142 C9H180 000502-56-7 59
5 5-Nonanone 142 C9H180 000502-56-7 59
Abundance Scan 1726 (11.610 min): VX018733.D (-1722) (-) m/z 57.05 100.00%
57 85
5000 a
142
69 11.20 11.40 11.60 11.80 12.00
100111 127
o/ .|,'|. . .'.|, o 182198 m/z 85.05 80.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 NN AR I R B
41 11.20 11.40 11.60 11.80 12.00
142 m/z 41.10 36 .52%
0 15 ‘ ‘\ y 69 I 1QO 113 1%7 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
41 57
85 NN DL BN B
11.20 11.40 11.60 11.80 12.00
5000 m/z 57.95 18.24%
29
100
69
L S S S WL UL L L W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19683: 2,4-Heptanedione, 6-methyl-
85 11.20 11.40 11.60 11.80 12.00
43 m/z 43.05 16.79%
5000
57 100 127
142
MR O " e i NG AN AR
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 13 unknown-03 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

11.65 0.76 ug/L 96370 1,4-Dichlorobenzene-d4 12.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 38
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 38
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 38
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 38
5 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 38

Abundance

5000

39

Scan 1733 (11.652 min): VX018733.D (-1729) (-)
105

81

120

229 253

282297

0!

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120
i
oL15 39 59
T P A T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
5000
120
i
27 51

WWTWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000
77 120
27\5‘\1\\ |l ‘
O e e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 105.10 100.00%

11.40 11.60 11.80 12.00

m/z 81.00 42_.76%

11.40 11.60 11.80 12. 00

m/z 120.20 35.69%

11.40 11.60 11.80 12.00

m/z 67.05 31.64%

11.40 11.60 11.80 12.00

m/z 96.05 23.87%

11.40 11.60 11.80 12.00

SOMXTR092820WMA .M Tue Oct 06 13:21:23 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 14 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.79 0.83 ug/L 104129 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 91
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1756 (11.793 min): VX018733.D (-1752) (-) m/z 105.05 100.00%

5
5000 120

11.40 11.60 11.80 12.00 12.20

139152 176

215 237

264

0 m/z 120.10 42 _.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9401: Mesitylene
105
120
5000

11.40 11.60 11.80 12.00 12.20
m/z 106.00 17.10%

39 g9 /791

15 AR
(O R RN R B o L B e B e R B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 76.90 16.52%
120
. 15 39 63 77 91
L L N B o B e e S e e R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9399: Mesitylene I RBAE A mE et B S

11.40 11.60 11.80 12.00 12.20
m/z 119.10 14.85%

5000

11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 15 p-Cymene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.65 0.60 ug/L 76091 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 1897 (12.652 min): VX018733.D (-1893) (-) m/z 119.10 100.00%
119
5000
134
91
39 51 65 /7 105 12.40 12.60 12.80 13.00
Ol e syt e M 147 207221 77134 15 28.71%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #14809: p-Cymene
119
5000
12.40 12.60 12.80 13.00
o1 134 m/z 91.10 16.24%
A LR
R N s Aoy AR A tape vy
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 117.00 11.62%
134
91
. 27 41 54 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.40 12.60 12.80 13.00
m/z 77.10 9.51%
5000
91 134
7 105
ECIE ol N N AT I
m/z--> 20 40 60 8 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00

SOMXTR092820WMA .M Tue Oct 06 13:21:25 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 16 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.89 0.56 ug/L 70691 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 83
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 64
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 64
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 64

Abundance Scan 1936 (12.890 min): VX018733.D (-1932) (-) m/z 119.10 100.00%
119
5000 4l 57
134
77 %8 12.60 12.80 13.00 13.20
281 : : : .
o 148 225239254 m/z 41.00 52.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119
5000 LR BRI BRI BN SO
134 nmnmnmnm
g1 m/z 57.20 49 _76%
39 43 77
S T G Y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 56.10 31.69%
134

15 39 63 77 a1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-

119 12.60 12.80 13.00 13.20

m/z 43.05 31.38%
5000
o1 134
7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.96 0.74 ug/L 93892 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
4 Benzene. 1. 2 3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
Abundance Scan 1947 (12.957 min): VX018733.D (-1941) (-) m/z 119.05 100.00%
119
5000 134
Wm 12.60 12.80 13.00 13.20
39 53 105 . . . .
Obrrrrrrrr bbb bl o 109 175 193208 263 | To777934 10 47.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.00 18.36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
R AR AR AR AR
134 12.60 12.80 13.00 13.20
5000 m/z 133.10 10.26%

91
oL15 3953 77 7105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20
m/z 115.00 9.51%

5000

12.60 12.80 13.00 13.20

SOMXTR092820WMA .M Tue Oct 06 13:21:27 2020 Page: 20



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 18 unknown-04 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.33 0.61 ug/L 77486 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 42
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 41
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 41
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 41
5 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 38
Abundance Scan 2008 (13.329 min): VX018733.D (-2004) (-) m/z 119.10 100.00%
119
5000 134
39 65 77 3 3.00 13.20 13.40 13.60
51 104 | 152 13.00 13.20 13.40 13.
Ol bl -'-.'.'|:'. il l et 29 1 sz 117.00  66.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132

13.00 13.20 13.40 13.60
m/z 134.10 36.97%

91
39 51 63 77 ‘
B A N | O

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

117

13.00 13.20 13.40 13.60
5000 m/z 115.05 26.37%
91 132
27 39 51 g5 77 105
O T T T T T T e T T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-

117 13.00 13.20 13.40 13.60

m/z 91.05 20.00%
132
5000 91
65 77
‘ ‘ 103 ‘
0...“f..“.W.ﬂ Y — A b LA LA

m/z--> 20 40 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX100120\
Data File : VX018733.D

Aca On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOM01.0

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 19 Azulene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.82 0.63 ug/L 79244 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 90
3 Naphthalene 128 C10H8 000091-20-3 90
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 87
Abundance Scan 2089 (13.823 min): VX018733.D (-2081) (-) m/z 128.10 100.00%
148
5000
102 '~ 13.60 13.80 14.00 14.20
51 74 149
R S el e 05, 101207 227 265 297 | nz7137 10 13.26%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11942: Naphthalene
128
5000
13.60 13.80 14.00 14.20
m/z 129.00 12.82%
75 1?2 Il
O T e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
128
13.60 13.80 14.00 14.20
5000 m/z 102.00 9.98%
|2 51 77 102
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11939: Naphthalene
128 13.60 13.80 14.00 14.20
m/z 126.10 7.41%
5000
0 37 \ i 7”7 102
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX100120\
Data File : VX018733.D

Acq On : 01 Oct 2020 20:04

Operator : JC/SP

Sample : L4171-11RE

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTR092820WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Butenoic acid 1.16 0.8 ug/L 76072 1 6.83 504605 5.0
unknown-01 1.48 0.5 ug/L 53165 1 6.83 504605 5.0
(DEL) Alkane: Str... 2.87 0.6 ug/L 61665 1 6.83 504605 5.0
(DEL) Alkane: Str... 3.15 1.4 ug/L 138285 1 6.83 504605 5.0
(DEL) Alkane: Str... 3.50 2.1 ug/L 215294 1 6.83 504605 5.0
(DEL) Alkane: Cyc... 4.37 1.8 ug/L 176921 1 6.83 504605 5.0
(DEL) Alkane: Cyc... 10.62 0.7 ug/L 86961 2 10.10 611350 5.0
unknown-02 10.81 0.8 ug/L 104041 2 10.10 611350 5.0
(DEL) Alkane: Cyc... 10.90 1.2 ug/L 143002 2 10.10 611350 5.0
Benzene, l-ethyl-_.. 11.42 0.8 ug/L 96231 3 12.06 630258 5.0
4-Heptanone, 2,6-... 11.61 0.9 ug/L 112081 3 12.06 630258 5.0
unknown-03 11.65 0.8 ug/L 96370 3 12.06 630258 5.0
Mesitylene 11.79 0.8 ug/L 104129 3 12.06 630258 5.0
p-Cymene 12.65 0.6 ug/L 76091 3 12.06 630258 5.0
Benzene, l-ethyl-_.. 12.89 0.6 ug/L 70691 3 12.06 630258 5.0
Benzene, 1,2,4,5-... 12.96 0.7 ug/L 93892 3 12.06 630258 5.0
unknown-04 13.33 0.6 ug/L 77486 3 12.06 630258 5.0
Azulene 13.82 0.6 ug/L 79244 3 12.06 630258 5.0
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