LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N3059-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X051222W.M

Title : SW846 8260

Signal : TIC: VX@29011.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.252 23 27 42 rBV 599420 1331102 73.73% 4.895%
2 1.453 57 60 72 rVvV3 32106 68629 3.80% 0.252%
3 1.544 72 75 82 rVB 39198 48473 2.68% 0.178%
4 1.745 104 108 114 rVB 26365 37518 2.08% 0.138%
5 1.953 138 142 150 rVvB2 15655 24835 1.38% 0.091%
6 2.062 155 160 170 rVB4 10286 22841 1.27% 0.084%
7 2.373 205 211 216 rBV 367464 602298 33.36% 2.215%
8 2.422 216 219 230 rVB 67862 107355 5.95% 0.395%
9 2.532 230 237 251 rBV 162757 361442 20.02% 1.329%
106 4.556 560 569 589 rVB 56578 165097 9.14% 0.607%
11 5.007 633 643 657 rBV2 14770 53287 2.95% 0.196%
12 5.385 692 705 718 rBV 216575 633851 35.11% 2.331%
13 5.556 722 733 752 rVB 341067 962527 53.31% 3.539%
14 5.958 785 799 808 rBV 222791 585179 32.41% 2.152%
15 6.037 808 812 822 rVB2 20554 53637 2.97% 0.197%
16 6.763 921 931 944 rBV 545473 1303801 72.21% 4.794%
17 8.580 1221 1229 1234 rBV 71270 117806 6.52% 0.433%
18 8.653 1234 1241 1247 rVV 1137925 1788174 99.04% 6.576%
19 8.720 1247 1252 1259 rVB 289441 449264 24.88% 1.652%
20 9.031 1295 1303 1314 rBV 62096 105865 5.86% 0.389%
21  9.945 1449 1453 1460 rVB 13272 19328 1.07% 071%

22 10.055 1465 1471 1484 rVB 1223289 1638798 90.77%
23 10.195 1489 1494 1500 rBV 187773 247036 13.68%
24 10.299 1506 1511 1518 rBV 799695 1095298 60.67%
25 10.506 1538 1545 1553 rBV 36519 51793 2.87%

oOhr,oOOO®
O
[
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B

26 10.640 1562 1567 1572 rBV 318015 412842 22.87%

=
1%
=
]
S

27 10.683 1572 1574 1583 rVB 23077 30836 1.71% ©0.113%
28 10.774 1583 1589 1594 rBV 25925 39812 2.21% ©.146%
29 10.860 1594 1603 1614 rVB1o 9918 28276 1.57% 0.104%

30 11.085 1628 1640 1651 rBV 1001495 1361365 75.40% 5.006%

31 11.305 1669 1676 1679 rBV 21807 41392  2.29% ©.152%
32 11.378 1684 1688 1694 rVV 52537 105997 5.87% 0.390%
33 11.439 1694 1698 1703 rVw4 59365 136137 7.54% 0.501%
34 11.481 1703 1705 1715 rVB4 39331 68504 3.79% 0.252%
35 11.616 1722 1727 1731 rBV 25220 34938 1.94% ©0.128%

36 11.756 1745 1750 1758 rVB 174189 230494 12.77%  ©0.848%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N3059-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X051222W.M
Title : SW846 8260
37 11.835 1758 1763 1766 rBV 114277 156773 8.68% 0.576%
38 11.890 1766 1772 1780 rVV2 646235 1493602 82.73% 5.492%
39 11.951 1780 1782 1789 rVV2 140956 258672 14.33% 0.951%
40 12.024 1789 1794 1801 rVV 1355481 1805483 100.00% 6.639%
41 12.103 1801 1807 1811 rVV2 415795 613434 33.98%  2.256%
42 12.152 1811 1815 1818 rVv2 85012 159231 8.82% 0.586%
43 12.219 1822 1826 1831 rVvV 649007 955869 52.94% 3.515%
44 12.280 1831 1836 1839 rVV3 372757 765775 42.41%  2.816%
45 12.311 1839 1841 1847 rVV2 366801 490311 27.16% 1.803%
46 12.384 1847 1853 1857 rVVv4 78424 195838 10.85% 0.720%
47 12.426 1857 1860 1863 rVB 89335 103662 5.74% 0.381%
48 12.463 1863 1866 1873 rVB2 28373 43724  2.42% 0.161%
49 12.530 1873 1877 1879 rBv2 23922 32135 1.78% 0.118%
50 12.579 1882 1885 1889 rBV2 75038 84761 4.69% 0.312%
51 12.768 1912 1916 1918 rBV 185032 245244 13.58%  0.902%
52 12.859 1927 1931 1937 rBV 371090 519774 28.79% 1.911%
53 12.969 1945 1949 1951 rBv2 89679 121672 6.74% 0.447%
54 12.993 1951 1953 1956 rvv2 110488 150279 8.32% 0.553%
55 13.024 1956 1958 1960 rvVv 63503 84197 4.66% 0.310%
56 13.067 1960 1965 1968 rvv3 123307 289281 16.02%  1.064%
57 13.103 1968 1971 1974 rVV 304386 479210 26.54% 1.762%
58 13.140 1974 1977 1986 rVV5 252955 552669 30.61% 2.032%
59 13.219 1986 1990 1994 rvV 80107 123661 6.85% 0.455%
60 13.268 1994 1998 2000 rVV 148690 188361 10.43% 0.693%
61 13.292 2000 2002 2007 rVB3 95704 113281 6.27% 0.417%
62 13.384 2014 2017 2020 rBV2 29121 33312 1.85% 0.122%
63 13.420 2020 2023 2032 rVB 103609 166331 9.21% 0.612%
64 13.512 2033 2038 2046 rBv2 97885 168312 9.32% 0.619%
65 13.585 2047 2050 2058 rVB8 30309 48507 2.69% 0.178%
66 13.682 2060 2066 2068 rBV5 31229 64223  3.56% 0.236%
67 13.737 2071 2075 2078 rBV4 60270 84348 4.67% 0.310%
68 13.774 2078 2081 2088 rVB2 94968 140529 7.78% 0.517%
69 13.847 2088 2093 2098 rBV3 69153 151146 8.37% 0.556%
70 13.890 2098 2100 2103 rBV3 21596 26398 1.46% 0.097%
71 14.042 2120 2125 2128 rBV 168342 189982 10.52% 0.699%
72 14.072 2128 2130 2133 rBV2 18428 21607 1.20% 0.079%
73 14.231 2151 2156 2161 rVB 88954 145216 8.04% 0.534%
74 14.322 2166 2171 2175 rBV6 15003 28736 1.59% 0.106%
75 14.371 2176 2179 2181 rBV2 19389 23492 1.30% 0.086%
76 14.408 2181 2185 2188 rBV3 22225 33387 1.85% 0.123%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N3059-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 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\82X051222W.M

Title : SW846 8260

77 14.481 2193 2197 2199 rBV3 66432 100992 5.59% 0.371%
78 14.566 2207 2211 2215 rVB2 29688 40984  2.27% ©0.151%
79 14.615 2215 2219 2221 rBV2 88195 109077 6.04% 0.401%
80 14.670 2226 2228 2234 rVB3 29554 41192 2.28% 0.151%
81 14.755 2239 2242 2245 rBV 177096 188611 10.45% 0.694%
82 14.786 2245 2247 2251 rVB4 26315 32572 1.80% 0.120%
83 15.042 2285 2289 2293 rBV6 9823 18245 1.01% 0.067%
84 15.103 2295 2299 2302 rBV4 17954 32133 1.78% 0.118%
85 15.182 2308 2312 2314 rBV2 42176 53858 2.98% 0.198%
86 15.212 2314 2317 2321 rVV2 77700 98223 5.44% 0.361%
87 15.280 2324 2328 2332 rVB4 32630 47155 2.61% ©.173%
88 15.377 2340 2344 2347 rBV6 14099 19872 1.10% 0.073%
89 15.493 2357 2363 2369 rBV 163663 242325 13.42% 0.891%
90 15.560 2370 2374 2380 rVwV 70688 136965 7.59%  0.504%
91 15.615 2380 2383 2397 rVB7 32973 95870 5.31% ©.353%
92 15.889 2424 2428 2433 rVB4 13172 26163 1.45% 0.096%
93 16.090 2457 2461 2468 rBV8 18186 49599 2.75% 0.182%
94 16.377 2502 2508 2516 rVB 86331 142336 7.88% 0.523%

Sum of corrected areas: 27194424
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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: N3059-01
: 5.0mL/MSVOA_X/WATER
. 25

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe52622\

: VX029011.D
: 26 May 2022 19:55

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. SW846 8260

: C:\Database\NIST20.L

LSCINT.P
TIC: VX029011.D\data.ms
1.252
5.385 5.958
2.532
1.46844 la2
1.7451 95362 4.556 5.007 037

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
TIC: VX029011.D\data.ms
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TIC: VX029011.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.252  69.15 ug/l 1331100  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 27 (1.252 min): VX029011.D\data.ms (-23) (-) m/z 64.00 100.00%

64.0
5000 L
i S
1.20 140 1.60
b m/z 48.00 49.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L B B B
1.20 140 1.60
m/z 66.00 4.99%
32.0
0\\\1‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e
1.20 140 1.60
5000 m/z 50.00 2.46%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.20 140 1.60
m/z 65.00 1.00%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e A e el EE
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1-Heptanol, 6-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.890 41.36 ug/l 1493600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 86
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 59
3 Acetic acid, trichloro-, nonyl e... 288 C11H19C1302 065611-32-7 53
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 47
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 47

Abundance Scan 1772 (11.890 min): VX029011.D\data.ms (-1766) (- m/z 69.10 100.00%

43.1  69.1
5000
97.0 — 7
‘ ‘ 1951 1542 11.50 12.00
0’ e m/z 43.10 98.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15698: 1-Heptanol, 6-methyl-
41,0 69.0
5000 i — o
11.50 12.00
m/z 55.10 87.58%
15.0 97.0
O, Il I M ‘H 1]\'5'0
\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15699: 1-Heptanol, 4-methyl-
41.0 69.0
— —
11.50 12.00
5000 ITI/Z 41.05 81.78%
15.0 97.0
o‘m_lw,wm‘_“”,“‘H_m,‘m_m_m
miz--> 20 60 80 100 120 140 160
Abundance #183189.AceUcaud,Umhbn},nonylemer — —
43.0 11.50 12.00
m/z 57.10 70.38%
69.0
5000
98.0
| | 170 1450 1m0
B AR — —
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Eucalyptol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.103 16.99 ug/l 613434 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Cyclohexanol, 1-methyl-4-(1-meth... 154 C1@H180 007299-40-3 47
3 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 43
4 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C10H180 029803-82-5 35
5 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 22
Abundance Scan 1807 (12.103 min): VX029011.D\data.ms (-1801) (- m/z 43.00 100.00%
43.
81.0
108.1
5000
154.2
— —
‘ 3 136\2 12.00 12.50
) bl L m/z 81.65  67.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 = =
154.0 12.00 12.50
m/z 71.05 55.34%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3
miz--> 20 40 60 80 100 120 140 160
Abundance #31264: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, tra
43.0
—— —
12.00 12.50
5000 71.0 m/z 108.10  52.50%
930 1110
‘ 139.0
O “‘w‘m\“\‘HH‘HM‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol —pd —
43.0 12.00 12.50
m/z 93.10 48.88%
69.0
5000 108.0 154.0
LU e
S 81T A S NP S
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.219 26.47 ug/1 955869 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Formic acid, 2-propylpentyl ester 158 C9H1802 1000368-74-8 53
3 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 53
4 Propanoic acid, octyl ester 186 C11H2202 000142-60-9 50
5 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 42

Abundance Scan 1826 (12.219 min): VX029011.D\data.ms (-1822) (- m/z 57.10 100.00%
1

57.
5000
84.1
—= —
39
“ l | e
0 e e e e e m/z 41.10 47.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 —T —
12.00 12.50
83.0 o
29.0 m/z 55.10 37.19%
O\\M’llz.o
m/z--> 20 40 60 80 100 120 140 160
Abundance #35407: Formic acid, 2-propylpentyl ester
57.0
— —
12.00 12.50
5000 84.0 m/z 43.10 36.15%
29.0 112.0
0““‘MM‘MM‘N “Huu‘N“L“““““““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #43530: 1-Decene, 2,4-dimethyl- — T
57.0 12.00 12.50
m/z 69.05 32.14%
83.0
5000
29.0
112.0
‘ 168.0
ol A 1680

—7 7
m/z--> 200 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\

Data File : VX@29011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M

Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Pentene, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.280 21.21 ug/l 765775 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 53
2 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 53
3 3-Methylpentyl acetate 144 C8H1602 035897-13-3 53
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 50
5 1,2-Cyclohexanedione 112 C6H802 000765-87-7 49

Abundance Scan 1836 (12.280 min): VX029011.D\data.ms (-1831) (-
1

m/z 69.10 100.00%

°

o

o

o

69.
41.1
5000
e .
97.1 12.00 12.50
0 LJMWM‘HWe‘l‘??;‘l_WW_H?‘QT:? m/z 55.10  88.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1665: 1-Pentene, 3-methyl-
55.0
5000 P =
27.0 84.0 12.00 12.50
m/z 41.10 74.21%
O\\‘\‘\H\\ \\“}h“\“\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15776: (S)-3-Ethyl-4-methylpentanol
41.0 69.0
e e
12.00 12.50
5000 ITI/Z 84.10 69.86%
SRNE:
Ol o ‘W‘m“mwm_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24088: 3-Methylpentyl acetate — —=
43.0 69.0 12.00 12.50
m/z 43.10 61.73%
- M/\—M
115.0
0l150 AUULLAS
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

82X051222W.M Mon May 30 ©9:51:55 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1,3-Propanediol, 2-methyl-2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.311 13.58 ug/1l 490311 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediol, 2-methyl-2-propyl- 132 C7H1602 000078-26-2 50
2 Cyclohexane 84 C6H12 000110-82-7 50
3 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 45
4 1-(1,1-Dioxo-tetrahydro-1.lambda... 267 C9H17N04S2 1000297-28-4 43
5 1-Hexanol, 2-(hydroxymethyl)- 132 C7H1602 1000326-00-5 36

Abundance Scan 1841 (12.311 min): VX029011.D\data.ms (-1839) (- m/z 56.10 100.00%

561 g1
5000
119.0
39 1040 ‘ . 12,00 12'50
0 “““‘ﬂ,"N“MMWNV“M“‘M‘wi“‘ﬁqH‘ - m/z 84.10 83.67%
miz--> 20 40 60 80 100 120 140
Abundance #16573: 1,3-Propanediol, 2-methyl-2-propyl-
56.0 84.0
5000
310 12,00 12'50

m/z 55.10 71.04%

H ‘ 101.0
T ‘ T \‘i‘\ T \‘ “ \‘\‘} T “ ‘\ T i‘\ \]_\1\7‘0\]_\3\3\0‘ L
miz--> 20 40 60 80 100 120 140
Abundance #1643: Cyclohexane

°6.0 84.0

o

12. 00 12 50
5000 m/z 57.10 65.43%
39.0
LR R | Y R —
m/z--> 20 40 60 80 100 120 140
Abundance #7599: 1-Hexene, 3,4-dimethyl-
56.0 12. 00 12 50

m/z 83.10  48.25%

29.0
5000
84.0
0 ‘\H N 1 ‘ 112.0

m/z--> 20 40 60 80 100 120 140 12. 00 12 50

82X051222W.M Mon May 30 ©9:51:56 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Carbonic acid, allyl 2-ethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.859 14.39 ug/l 519774 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, allyl 2-ethylhexy... 214 C12H2203 1000357-80-6 64
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 35
4 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 35
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 27

Abundance Scan 1931 (12.859 min): VX029011.D\data.ms (-1927) (- m/z 57.10 100.00%

57.1
97.0
5000
— ——
H 196.2 12.50 13.00
0! ld 262wz 55.85 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #91853: Carbonic acid, allyl 2-ethylhexyl ester
57.0
5000 — —
83.0 1120 12.50 13.00
' m/z 70.05 87.86%
29.0 ‘ ‘
OH\\‘\‘\“\\M‘}H “\‘H\“HH“‘\H‘\‘HH“H\‘HH‘HH“H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4995: 1-Butanol, 2-ethyl-
43.0
= ——
12.50 13.00
m/z 71.10 74.56%
5000 70.0
otsol b L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126389: Octane, 1,1'-oxybis- = —
57.0 12.50 13.00
m/z 41.10 72.60%
5000 29.0
84.0
112.0
SR T N - 1 LS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

82X051222W.M Mon May 30 ©9:51:57 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknownl3.067 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.067 8.01 ug/1 289281 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane 98 C7H14 000291-64-5 47
2 Cyclohexanone 98 C6H100 000108-94-1 43
3 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38
4 1-Hexanol, 4-methyl- 116 C7H160 000818-49-5 35
5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 35

Abundance Scan 1965 (13.067 min): VX029011.D\data.ms (-1960) (-  m/z 55.05 100.00%
55/0

7 98.1
5000
®.1 119.1 LA \
13.00
148.1
oHH,H?’ﬂmmﬂﬂ‘u‘!uum‘MwuuM bt m/z 57.10  98.08%
miz--> 20 40 60 80 100 120 140
Abundance #3711: Cycloheptane
41.0
70.0
98.0
5000 — ‘
13.00
m/z 70.10 94.00%
N
0\\\‘\’\‘\\\ \\“\H‘\‘\‘\\“1\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #3563: Cyclohexanone
55.0
T T
13.00
5000 ITI/Z 98.10 82.26%
98.0
29.0 ‘ ‘ Hgoo
Ol v e
m/z--> 20 40 60 80 100 120 140
Abundance #3773: 1-Pentene, 2,3-dimethyl- T ‘
41.0 69.0 13.00
m/z 69.10  79.45%
) ANNJ\JkVﬁJJALL\AJ\fL
98.0
0%4b —
m/z--> 20 40 60 80 100 120 140 13.00

82X051222W.M Mon May 30 ©9:51:58 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 5-Dodecene, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.103  13.27 ug/1l 479210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Dodecene, (Z)- 168 C12H24 007206-28-2 50
2 1-Propene, 1-(2-propenyloxy)-, (Z)- 98 C6H100 061142-12-9 43
3 3-Heptene 98 C7H14 000592-78-9 38
4 1-Octene, 3-methyl- 126 C9H18 013151-08-1 38
5 (Z)-2-Heptene 98 C7H14 006443-92-1 38

Abundance Scan 1971 (13 103 min): VX029011.D\data.ms (-1968) (-~ m/z 55.10 100.00%

5000
1300 1350
126.1 : -
0 m_m_m‘lf‘ﬁl‘ 1682 m/z s57.10  91.43%

?

miz--> 100 120 140 160
Abundance #43481 5 Dodecene, (2)-
55.0
5000 — —
13.00 13.50
29.0 m/z 41.10 77.18%
168.0
LIl R T
\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 120 140 160
Abundance #3690.l—Propene,1{21N0penWoxy},(Z}
41.0
— —
13.00 13.50
5000 ITI/Z 69.10 75.73%
69.0
b1
o““‘W“;W“W,‘w“pw‘““““““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #3701: 3-Heptene 7 —T
41.0 13.00 13.50
m/z 56.10 71.43%
69.0
5000
98.0
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X051222W.M Mon May 30 ©9:51:59 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX@29011.D

Acqg On : 26 May 2022 19:55

Operator JC/MD

Sample : N30859-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl3.140 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.140  15.31 ug/l 552669  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 caHieo2 000149-57-5 43

2 Valeraldehyde, 2,2-dimethyl-, oxime 129 C7H15NO
3 2-Butenoic acid, 1-methylethyl e... 128 C7H1202
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806
5 Acetic acid, diethyl- 116 C6H1202

016519-70-3 38
018060-77-0 38
056554-54-2 32
000088-09-5 32

Abundance Scan 1977 (13.140 min): VX029011.D\data.ms (-1974) (- m/z 69.10 100.00%

82X051222W.M Mon May 30 ©9:52:00 2022

69.1 ' '
88.0
5000 41.1
e -
H | 11‘60 1460 13.00 13.50
om‘mw‘mmwumu‘m ;‘_H‘NWH_HW m/z 88.00 80.62%
miz--> 20 80 100 120 140
Abundance #24101. Hexanoic acid, 2-ethyl-
88.0
5000 —— —
a10 270 13.00 13.50
116.0 m/z 73.00 79.68%
0 \\1\8‘0\‘\‘\ T ‘ \ T f‘f‘ ‘ T \M\‘\ “\“\ T “\\ \‘! ‘ T T \1‘4.\4..\0\ \‘
miz--> 20 40 60 80 100 120 140
Abundance #14911: Valeraldehyde, 2,2-dimethyl-, oxime
69.0
43'0 T ‘ T T ‘ T
13.00 13.50
m/z 87.00 49.28%
5000 970 87.0
112.0
0 129.0
miz--> 20 80 100 120 140
Abundance #14114: 2-Butenoic acid, 1-methylethyl ester e e
69.0 13.00 13.50
m/z 41.10 45.06%
5000
113.0
om0 [l || M0, Y Tl
m/z--> 20 40 60 80 100 120 140 13.00 13.50

Page:
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052622\
Data File : VX029011.D

Acqg On : 26 May 2022 19:55
Operator : JC/MD

Sample : N3059-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.252 69.2 ug/l 1331100 1 5.556 962527 50.0
1-Heptanol, 6-m... 11.890 41.4 ug/l 1493600 4 12.024 1805480 50.0
Eucalyptol 12.103 17.0 wug/l 613434 4 12.024 1805480 50.0
1-Hexanol, 2-et... 12.219 26.5 ug/l 955869 4 12.024 1805480 50.0
1-Pentene, 3-me... 12.280 21.2 ug/l 765775 4 12.024 1805480 50.0
1,3-Propanediol... 12.311 13.6 ug/l 490311 4 12.024 1805480 50.0
Carbonic acid, ... 12.859 14.4 wug/l 519774 4 12.024 1805480 50.0
unknown13.067 13.067 8.0 ug/l 289281 4 12.024 1805480 50.0
5-Dodecene, (Z)- 13.103 13.3 ug/l 479210 4 12.024 1805480 50.0
unknown13.140 13.140 15.3 ug/l 552669 4 12.024 1805480 50.0

82X051222W.M Mon May 30 09:52:00 2022 Page: 15



