LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 52 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@28715.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 24 29 51 rBV 411116 1515020 18.06% 4.196%
2 2.380 204 212 217 rBV 385308 643032 7.66% 1.781%
3 2.538 229 238 251 rBV 310994 713455 8.50% 1.976%
4 5.391 692 706 722 rBV 181031 531526 6.34% 1.472%
5 5.556 722 733 748 rVB 280774 792795 9.45% 2.196%

6 5.958 788 799 810 rBV 198556 507577 6.05%
7 6.763 921 931 947 rBV 468537 1111749 13.25%
8 8.574 1221 1228 1234 rBV 54667 93860 1.12%
9 8.653 1234 1241 1247 rVV 950720 1517620 18.09%

8.720 1247 1252 1260 rVB 139942 215889 2.57%
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11  9.031 1297 1303 1314 rBV 85966 141209 1.68%
12 10.055 1465 1471 1483 rVB 1174030 1557917 18.57%
13 10.305 1505 1512 1518 rVB 86348 124031 1.48%
14 10.506 1540 1545 1554 rBV 131265 171673 2.05%
15 11.079 1634 1639 1651 rVB 1070268 1356705 16.17%
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B
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16 11.378 1683 1688 1694 rBV 59471 120312 1.43%
17 11.75@ 1745 1749 1759 rVB 133513 186563 2.22%
18 12.024 1789 1794 1800 rVB 1144792 1404134 16.74%
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19 12.103 1800 1807 1813 rBvV2 391837 621711  7.41% 722%
20 12.219 1821 1826 1833 rBV 7065583 8389658 100.00% 23.237%
21 12.317 1838 1842 1848 rVB3 164092 303758 3.62% ©0.841%
22 12.530 1873 1877 1879 rBV 79883 105607 1.26% 0.292%
23 12.555 1879 1881 1884 rVV 85754 96577 1.15% 0.267%
24 12.615 1887 1891 1894 rVB 118355 141478 1.69% ©.392%
25 12.701 1900 1905 1913 rBv4 40613 93182 1.11% ©.258%
26 12.792 1913 1920 1923 rBV3 61718 123151 1.47% 0.341%
27 12.859 1926 1931 1938 rVV2 666797 991420 11.82%  2.746%
28 12.920 1938 1941 1944 rVV 112770 147567 1.76% ©.409%
29 12.969 1944 1949 1956 rVV2 473997 766500 9.14%  2.123%
30 13.067 1960 1965 1968 rVV 466078 770163 9.18%  2.133%

31 13.103 1968 1971 1973 rVV 1763978 2324351 27.70%
32 13.128 1973 1975 1985 rVV3 1845357 3550732 42.32%
33 13.213 1985 1989 1995 rVWW 763661 1102323 13.14%
34 13.292 1999 2002 2007 rVB2 262753 344800
35 13.420 2020 2023 2033 rVB 181932 266899
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36 13.512 2033 2038 2041 rBV3 106858 159033 1.90%  0.440%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 52 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 13.585 2046 2050 2057 rVB4 58517 100049 1.19% 0.277%
38 13.731 2070 2074 2078 rBV2 310560 521068 6.21% 1.443%
39 13.774 2078 2081 2088 rVB 333445 464991 5.54% 1.288%
40 13.859 2088 2095 2097 rBV2 146386 246276  2.94% 0.682%
41 13.890 2097 2100 2104 rVV 159134 195485 2.33% 0.541%
42 14.036 2121 2124 2128 rVB 108854 115344 1.37% 0.319%
43 14.231 2150 2156 2163 rVB 159892 262290 3.13% 0.726%
44 14.481 2193 2197 2206 rVB4 126130 209186 2.49% ©.579%
45 14.615 2215 2219 2221 rBV 127399 177083 2.11% 0.490%
46 14.640 2221 2223 2226 rW 126466 138107 1.65% 0.383%
47 14.755 2239 2242 2245 rBV 138258 158291 1.89% 0.438%
48 15.182 2308 2312 2314 rBV 80999 107192 1.28% ©.297%
49 15.213 2314 2317 2320 rVB2 76197 96747 1.15% 0.268%
50 15.487 2357 2362 2367 rBV2 128527 210591 2.51% ©.583%
51 16.377 2503 2508 2516 rvVB2 54285 98501 1.17% ©.273%
Sum of corrected areas: 36105178
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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

Abundance TIC: VX028715.D\data.ms
7000000

6000000
5000000
4000000
3000000
2000000

1000000
1.264 2.380.538 5.39%.556 5.958

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

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance TIC: VX028715.D\data.ms
7000000

6000000
5000000
4000000
3000000

2000000

10.055 11.079
1000000 8.653

6.763
0 A 8574720 9031 10.3050.506 11.378
—T A ‘ ‘ — T

I I T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX028715.D\data.ms
7000000 12.219

6000000
5000000
4000000
3000000

2000000 B8

1000000 12,
i ST ,03543114.4m;55

1 i a6
0‘11'750 /\J 31t 19 et S

T ‘ T T ‘
Time--> 12.00 12.50 13.00 13.50 14.00

1B61803 15.487 16.377

T ‘ T
16.50

‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 3
R.T. EstConc Area Relative to ISTD R.T.
1.264 95.55 ug/l 1515020  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
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 29 (1.264 min): VX028715.D\data.ms (-24) (-) m/z 64.00 100.00%

64.0
5000 L
R ammnanan e
1.20 140 1.60
o e m/z 48.00 51.09%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LA LA L B IR
1.20 140 1.60
m/z 65.90 4.76%
32.0
0\\\1‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
R Ramenan o
1.20 140 1.60
5000 m/z 50.00 2.48%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- B an e EEER AR
64.0 1.20 140 1.60
m/z 65.00 0.75%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e A an s e
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 Eucalyptol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.103 22.14 ug/1 621711 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 43
3 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 35
4 5-Isopropyl-2-methylbicyclo[3.1.... 154 C10H180 000546-79-2 32
5 2-Cyclohexen-1-o0l, 1-methyl-4-(1... 154 C1@H180 029803-81-4 25
Abundance Scan 1807 (12.103 min): VX028715.D\data.ms (-1800) (- m/z 43.85 100.00%
81.0
5000 108.1
139.1
—4 —
‘ ‘ i 12.00 12.50
] S ‘M M ‘H il ‘ MH Mp LL 1961 sz 81,05 58.07%
m/z--> 20 40 80 100 120 140 160
Abundance #30918.EucaWpKﬂ
43.0
81.0
108.0
5000 — =
154.0 12.00 12.50
m/z 71.05 45.26%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3 ‘\‘\‘H‘ \‘\H\“\h\\li\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
69.0 12.00 12.50
5000 108.0 154.0 m/z 108.10 44 .08%
T
S H | ”‘Mu‘u‘ﬂ“wwm
miz--> 20 40 80 100 120 140 160
Abundance #31129: 4—Isopropyl—l—methylcyclohex—Z—enol —A4 —
43.0 12.00 12.50
m/z 93.05 41.58%
5000
71.0 139.0
93.0 111.0
o — ‘ “‘p‘ \m H M‘\H m el “w‘ . ! i“ L =
m/z--> 20 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\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 298.75 ug/l 8389660 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 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
5 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 43

Abundance Scan 1826 (12.219 min): VX028715.D\data.ms (-1821) (- m/z 57.05 100.00%

57.0
5000
83.1
1200 1250
112.1
ol 3T L L HEL 1551 1862 ;4105 39.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 —— —
12.00 12.50
29.0 83.0 m/z 43.0 31.47%
[ ==Y
O\\\‘\\\\‘\\\"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160 180
Abundance #15693: 2-Propyl-1-pentano
57.0
‘ —
1200 12.50
5000 ITI/Z 55. 29.42%
29.0
83.0
0 Y
o bl e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #92371: Heptane, 1,1'-oxybis- —
57.0 12.00 12.50
m/z 70.05  25.20%
5000
290H k 98.0
o L 770 I 1350 1710 -

—
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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-Octene, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.859 35.30 ug/l 991420 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 6-methyl- 126 CSH18 013151-10-5 52
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47
3 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 43
4 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 35
5 Diisoamyl ether 158 C10H220 000544-01-4 35

Abundance Scan 1931 (12.859 min): VX028715.D\data.ms (-1926) (- m/z 57.10 100.00%
57.1

97.1
5000
— =
Ju 119.1 12.50 13.00
Ol S8 M WP I 14331660 0 55,19 90.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13185: 1-Octene, 6-methyl-
55.0
29.0
5000 — e
97.0 12.50 13.00
m/z 70.05 87.57%
\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4996: 1-Butanol, 2-ethyl-
43.0
— =
12.50 13.00
5000 70.0 m/z 41.10 76.20%
| N T .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7654: Hexane, 2-methyl-4-methylene- — =
70.0 12.50 13.00
m/z 71.05 69.70%
43.0
5000
112.0
bl — SAR
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 unknownl2.969 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.969  27.29 ug/l 766500 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 30
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 25
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 25
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 25
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 25

Abundance Scan 1949 (12.969 min): VX028715.D\data.ms (-1944) (-  m/z 57.05 100.00%
57.0

119.1
5000
39 84.1 A
H ‘ ‘J 13.00
0 bl Ll 3399 1650y s 71 10 74.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4374: Cyclopentanol, 3-methyl-
57.0
5000 T
13.00
39 82.0 m/z 41.10 66.69%
0\]-\5\.(‘)\‘1“‘\\M “\i‘l\““\‘\\].\()?.\()\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
=
13.00
5000 ITI/Z 43.05 65.29%
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- =
119.0 13.00
m/z 119.05 59.77%
5000
390 91.0
: 65.0
NEECT I SN PR I S
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 unknownl3.067 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.067 27.42 ug/1l 770163 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 47
2 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 47
3 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 38
4 Oxalic acid, cyclobutyl undecyl ... 298 C17H3004 1000309-70-2 38
5 1-Hexanethiol, 2-ethyl- 146 C8H18S 007341-17-5 35

Abundance Scan 1965 (13.067 min): VX028715.D\data.ms (-1960) (-  m/z 57.10 100.00%
57.1

5000
97.1
T
13.00
26.1
Olrrrrrrpre M‘ ‘ MH“ ‘ :“ potiae0 1862 L/, 7116 76.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #181686: Carbonic acid, 2-ethylhexyl octyl ester
57.0
112.0
5000 =T ‘
83.0 13.00
m/z 43.10 71.49%
29.0 ‘ ‘ ‘
O \‘\\\\‘\w‘\ \“‘i\\‘ “ \‘ \“‘\‘\ T \“\\‘\‘\‘\\\%‘4\5\.\()\‘\1\7\\5.‘(\)\ T \‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #75515: Carbonic acid, octyl vinyl ester
57.0
T
13.00
5000 m/z 41.10 70.46%
29.0 83.0 1120
0 L Y
(O B B o o B BARmBREmmammms
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2057: Butane, 2,2-dimethyl- T ‘
43.0 13.00
71.0 m/z 55.10 64.64%
5000
15.0 ‘
0"H‘MHM‘thu‘M‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 unknownl13.103 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.103 82.77 ug/l 2324350 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 43
2 1-Octene, 6-methyl- 126 C9H18 013151-10-5 38
3 Cyclopropane, 1,1,2,3-tetramethyl- 98 C7H14 074752-93-5 38
4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 38
5 Cyclooctane, methyl- 126 CSH18 001502-38-1 38

Abundance Scan 1971 (13.103 min): VX028715.D\data.ms (-1968) (- m/z 57.10 100.00%
57.1

5000 84.1 W

E e
13.00 13.50

126.1
—" 051 S 14891681 n/; 41.10  89.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47360: 1-Undecanol
58.0
5000 = =
83.0 13.00 13.50
29.0 m/z 55.10  86.46%
0 ‘\“ “\ 1110 413501540
f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13185: 1-Octene, 6-methyl-
55.0
= =
13.00 13.50
29.0 m/z 43.10 75.71%
5000 97.0
, e L 1260
e el A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3826: Cyclopropane, 1,1,2,3-tetramethyl-

= =
55.0 13.00 13.50
m/z 69.05 70.24%

83.0
5000
29.0
0 H M n \H I ‘

e
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

82X051222W.M Mon May 16 13:32:29 2022

Page:

10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 1-Heptanol, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.128 126.44 ug/1 3550730 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 50
2 Cyclopropanecarboxylic acid, 2-e... 198 C12H2202 103604-31-5 50
3 d1-Ornithine 132 C5H12N202 000616-07-9 45
4 3-Methylpentyl acetate 144 C8H1602 035897-13-3 42
5 3-Ethyl-4-methylpentan-1-ol 130 C8H180 038514-13-5 38
Abundance Scan 1975 (13.128 min): VX028715.D\data.ms (-1973) (- m/z 69.10 100.00%
69.1
41.1
5000
=L —
I H H 971 13.00 13.50
Obrrr el TS 1262149.1171.0 2071y ;56,10 61.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: 1-Heptanol, 4-methyl-
41.0 69.0
5000 = s
13.00 13.50
m/z 41.10 57.62%
0150 \‘\‘1“‘\‘\‘\\“‘\“\9\7.‘0\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73692: Cyclopropanecarboxylic acid, 2-ethylhexyl ester
41.0
69.0 SicH S
13.00 13.50
5000 m/z 43.10 52.19%
M 112.0
I O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16266: dI-Ornithine = =
69.0 13.00 13.50
m/z 70.10 46.74%
43.0
5000
P N A A S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 (S)-(+)-6-Methyl-1-octanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.213  39.25 ug/l 1102320 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 59
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 50
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 50
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 47

Abundance Scan 1989 (13.213 min): VX028715.D\data.ms (-1985) (- m/z 55.10 100.00%

55.1
97.1
5000
1300 1350
79 121.1 ’ ’
0 37 0wl P 14821690 197 10 65.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000 L oy
13.00 13.50
29.0 m/z 41.10 58.87%
0+ \\\‘\‘\“\ \“‘\\\ T = \.\0“‘1‘\\1“ T \}2\7\.\0\ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
= =
13.00 13.50
5000 ITI/Z 56.10 49.,40%
27.0
| il wwiq I
ottt e e e
miz--> 20 40 60 80 100 120 140 160
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans- = L
55.0 97.0 13.00 13.50
m/z 70.10 48.66%
5000
27.0
0 w“”-d M ——
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 10 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.292  12.28 ug/l 344800 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 89
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 86

Abundance Scan 2002 (13.292 min): VX028715.D\data.ms (-1999) (- m/z 117.10 100.00%

117.1
5000
0 91.0 13.00 13.50
39.1 : :
0 m‘H‘wkW‘U“Muu‘wm ,‘ul“““ul‘f‘?;‘z_‘1‘7‘?-‘3“2‘9‘7:9 m/z 119.10  39.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
13.00 13.50
o 910 m/z 132.05 36.39%
0\\\‘2\7\\0\“\\“\\“\‘\\\“\1‘\\‘H\‘\\H’\W\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
13.00 13.50
5000 m/z 115.00 31.60%
NS Y O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- s I
117.0 13.00 13.50
m/z 91.00 17.03%
5000
91.0
51.0
270 ‘
) M O Y I ] ALl ke
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051322\
Data File : VX028715.D

Acqg On : 14 May 2022 06:27
Operator : JC/MD

Sample : N2813-02

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 52  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 1.264 95.5 wug/l 1515020 1 5.556 792795 50.0
Eucalyptol 12.103 22.1 wug/l 621711 4 12.024 1404130 50.0
1-Hexanol, 2-et... 12.219 298.8 ug/l 8389660 4 12.024 1404130 50.0
1-Octene, 6-met... 12.859 35.3 ug/l 991420 4 12.024 1404130 50.0
unknownl12.969 12.969 27.3 ug/l 766500 4 12.024 1404130 50.0
unknown13.067 13.067 27.4 ug/l 770163 4 12.024 1404130 50.0
unknownl13.103 13.103 82.8 wug/l 2324350 4 12.024 1404130 50.0
1-Heptanol, 4-m... 13.128 126.4 ug/l 3550730 4 12.024 1404130 50.0
(S)-(+)-6-Methy... 13.213  39.3 ug/l 1102320 4 12.024 1404130 50.0
Benzene, 1-ethe... 13.292 12.3 ug/l 344800 4 12.024 1404130 50.0
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