LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20765.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.471 60 63 70 rvB 23136 28665 1.48% 0.132%
2 1.587 73 82 87 rBV7 9384 21674 1.12% 0.100%
3 2.331 198 204 211 rBV 9522 21898 1.13% 0.101%
4 2.989 304 312 322 rvB2 8418 21556 1.12% 0.099%
5 5.464 706 718 733 rBV 224818 637931 33.02%  2.935%
6 5.629 733 745 758 rVB 379867 1051178 54.41% 4.837%
7 6.031 800 811 829 rBV2 240489 631519 32.69% 2.906%
8 6.830 928 942 958 rBV 582518 1386302 71.75% 6.379%
9 8.696 1241 1248 1256 rBV 1244797 1932133 100.00% 8.890%
10 10.092 1471 1477 1492 rVB 1267068 1716396 88.83% 7.898%
11 10.342 1511 1518 1524 rBV 41638 67671 3.50% 0.311%
12 10.622 1556 1564 1568 rBV5 10959 21488 1.11% 0.099%
13 10.683 1568 1574 1581 rVB 25323 40766 2.11% ©0.188%
14 10.896 1604 1609 1613 rBV3 18067 28851 1.49% 0.133%
15 10.982 1618 1623 1629 rBV4 11364 20474 1.06% 0.094%
16 11.122 1640 1646 1656 rBV 1034396 1344365 69.58% 6.186%
17 11.415 1690 1694 1701 rBV 49030 97695 5.06% 0.450%
18 11.488 1701 1706 1708 rVV3 32361 54814 2.84% 0.252%
19 11.512 1708 1710 1715 rVB3 27878 34698 1.80% 0.160%
20 11.652 1728 1733 1740 rBV3 35519 60017 3.11% 0.276%
21 11.793 1751 1756 1761 rBV 123973 163246 8.45% 0.751%
22 11.902 1766 1774 1775 rBV5 12968 24981 1.29% 0.115%
23 11.982 1782 1787 1789 rBVv4 11894 21742 1.13% 0.100%
24 12.061 1794 1800 1806 rVB 1387570 1695139 87.73% 7.800%
25 12.140 1806 1813 1827 rBV2 1122072 1492058 77.22% 6.865%
26 12.280 1833 1836 1838 rBV 24124 30714 1.59% 0.141%
27 12.305 1838 1840 1844 rVB 43856 46329 2.40% 0.213%
28 12.353 1844 1848 1855 rVB4 84978 135073 6.99% 0.622%
29 12.457 1862 1865 1869 rVB3 28099 29460 1.52% 0.136%
30 12.500 1869 1872 1878 rVB3 33552 52830 2.73% 0.243%
31 12.567 1878 1883 1885 rBV2 47998 69142 3.58% ©0.318%
32 12.591 1885 1887 1892 rVV 34464 41391 2.14% 0.190%
33 12.646 1894 1896 1900 rVB 34170 39498 2.04% 0.182%
34 12.701 1900 1905 1908 rBV4 23294 36571 1.89% 0.168%
35 12.756 1908 1914 1918 rBV5 43135 94004 4.87% 0.433%

36 12.853 1925 19360 1933 rBV2 104041 148791 7.70%  0.685%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\82X012521W.M
Title . SW846 8260
37 12.890 1933 1936 1939 rVB3 53079 62867 3.25% ©.289%
38 12.963 1939 1948 1951 rBV4 63530 112144 5.80% ©.516%
39 13.006 1951 1955 1963 rBV5 79413 152705 7.90% 0.703%
40 13.079 1964 1967 1969 rBv4 20288 24342 1.26% 0.112%
41 13.109 1969 1972 1973 rVWV 41455 45124  2.34%  0.208%
42 13.134 1973 1976 1981 rVB 126031 152515 7.89% 0.702%
43 13.292 1997 2002 2005 rvw4 29819 64275 3.33% 0.296%
44 13.329 2005 2008 2013 rVB2 157594 218116 11.29% 1.004%
45 13.457 2023 2029 2036 rBV2 801810 1189153 61.55% 5.472%
46 13.548 2040 2044 2048 rBV3 176901 264779 13.70%  1.218%
47 13.628 2053 2057 2060 rVB4 48833 71281 3.69% ©.328%
48 13.707 2067 2070 2072 rBV2 34353 45381 2.35% ©.209%
49 13.743 2073 2076 2079 rVV 193895 213851 11.07% ©.984%
50 13.841 2089 2092 2095 rVB2 67422 79195 4.10% 0.364%
51 13.890 2095 2100 2104 rBV2 192737 305434 15.81% 1.405%
52 13.926 2104 2106 2109 rVV 50377 57564  2.98% 0.265%
53 14.109 2132 2136 2139 rBv4 80568 115086 5.96% ©.530%
54 14.231 2148 2156 2158 rBV3 249410 410738 21.26%  1.890%
55 14.268 2159 2162 2166 rVB4 256499 366649 18.98% 1.687%
56 14.445 2187 2191 2194 rBV 269016 306551 15.87% 1.411%
57 14.524 2200 2204 2212 rBV3 217486 347213 17.97%  1.598%
58 14.591 2212 2215 2217 rBV3 56040 70666 3.66% ©.325%
59 14.658 2222 2226 2232 rVV2 266998 435329 22.53% 2.003%
60 14.713 2232 2235 2238 rBV 194850 224985 11.64% 1.035%
61 14.792 2246 2248 2251 rBV2 97960 110289 5.71% ©.507%
62 14.829 2252 2254 2257 rVV3 95428 113890 5.89% 0.524%
63 14.890 2261 2264 2268 rVB4 136550 171498 8.88% 0.789%
64 15.225 2315 2319 2322 rBV3 164238 272121 14.08% 1.252%
65 15.426 2349 2352 2355 rBV2 124220 153618 7.95% ©.707%
66 15.469 2355 2359 2362 rVV3 111520 148717 7.70%  0.684%
67 15.609 2377 2382 2388 rVB 1257587 1794199 92.86%  8.256%
68 16.139 2467 2469 2475 rVB4 95192 151952 7.86% ©.699%
69 16.773 2570 2573 2575 rBV2 113207 140031 7.25%  0.644%

Sum of corrected areas: 21733318
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
1600000
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: M1217-16 50X
: 5.0mL/MSVOA_X/WATER
. 26

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\

: VX020765.D
: 26 Jan 2021 19:48

Jc/sp

Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VX020765.D\data.ms

5.629
5.464

6.031

1471587 2.331 2.989

Time-->
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TIC: VX020765.D\data.ms
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0
Time-->
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1600000
1400000
1200000
1000000
800000
600000
400000

200000
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Eucalyptol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.140 44.01 ug/l 1492060 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 50
3 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 35
4 Terpinen-4-ol 154 C10H180 000562-74-3 25
5 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
Abundance Scan 1813 (12.140 min): VX020765.D\data.ms (-1806) (- m/z 43.05 100.00%
43.0
81.1
108.1
5000
154.2
—— 2
Ll el
0 ww;um‘ M 320 L2022 s g11p 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26615: Eucalyptol
43.0
81.0
108.0
5000 —— ——
154.0 12.00 12.50
m/z 71.05 55.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
43.0
—— 2
69.0 12.00 12.50
5000 108.0 154.0 m/z 108.10 54.00%
;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11375: 5-Hepten-2-one, 6-methyl- —= —
43.0 12.00 12.50
m/z 84.10 48.48%
5000
69.0 108.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.457 35.08 ug/l 1189150 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
2 1-Nonanol 144 C9H200 000143-08-8 68
3 Cycloheptane 98 C7H14 000291-64-5 58
4 Chloroacetic acid, nonyl ester 220 C11H21Cl02 005451-96-7 58
5 1-Decene 140 C1oH20 000872-05-9 53

Abundance Scan 2029 (13.457 min): VX020765.D\data.ms (-2023) (- m/z 55.10 100.00%
55.1

104.1
5000 83.1
132.1
T
13.50
0! 36. Ll \\1692 m/z 56.10 97.29%
‘\\\‘\\\\’\\\\‘\\\\‘\\ . . (]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 -
13.50
m/z 41.10 79.22%
78.0
27.0 51.0 ‘ H ‘
0 \H‘\‘\H“\\“V\"m\\”i“\H\“H\\M\‘M\‘\’HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21105: 1-Nonano
56.0
—
13.50
5000 ITI/Z 70.10 78.07%
83.0
29.0
0 L “\ \Hw 1260
T \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3301: Cycloheptane T
56.0 13.50
m/z 69.05 72.45%
98.0
5000
29.0
0 L R LRI R e e T
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.890 9.01 ug/l 305434 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 86
2 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 46
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10OH100 000530-93-8 46
4 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38
5 Phthalic acid, methyl 2-phenylet... 284 C17H1604 1000315-57-6 35
Abundance Scan 2100 (13.890 min): VX020765.D\data.ms (-2095) (-  m/z 104.05 100.00%
104.1
5000 146.1 A/th
57.1 177.2 — NS
) ‘ ‘ 13.50 14.00
0 LA bbb 2071 s 14605 44.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000
13.50 14.00
m/z 91.10 33.45%
270 510 780 ‘
0 \\\‘\‘\.\ \“‘\ \“\‘\ “UH\H‘\\‘}\““Hhh‘\‘“w\‘\“\ LR R R B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21587: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0
— ——
13.50 14.00
5000 146.0 m/z 163.10 27.30%
39.0 78.0
0“wwwuhwmﬂm‘uw‘ﬁ‘wk‘“m“J‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21571: 2(1H)-Naphthalenone, 3,4-dihydro- = e
104.0 13.50 14.00
146.0 m/z 177.20  26.04%
5000
39.0 78.0 ‘
Y S YR N [N MO - b
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 4-Dodecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.231 12.12 ug/1 410738 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Dodecene, (E)- 168 C12H24 007206-15-7 94
2 1-Decanol 158 C10H220 000112-30-1 91
3 1-Dodecanol 186 C12H260 000112-53-8 91
4 Cyclooctane 112 C8H16 000292-64-8 87
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 86

Abundance Scan 2156 (14 231 min): VX020765.D\data.ms (-2148) (- m/z 55.10 100.00%

3.1
5000
112.1 CT LI
135.1 14.00 14.50
1l \\ 177.1 2072
0’ | T A P R U S m/z 70.10 88.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36752: 4-Dodecene, (E)-
55.0
5000 83.0 T ——
290 . 14.00 14.50
168.0 m/z 56.05 83.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29593: 1-Decanol
70.0
43.0 —— ——
14.00 14.50
m/z 43.10 80.05%
5000 97.0
0Ly 1400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50304: 1-Dodecanol T —
55.0 14.00 14.50
83.0 m/z 41.10 78.63%
5000
29.0
111.0
140 0
I |, s
Om_m‘m“H_‘H_H“HH‘HHMH‘HH‘HH —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.268 10.81 ug/l 366649 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 50
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000529-34-0 49
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46

Abundance Scan 2162 (14.268 min): VX020765.D\data.ms (-2159) (- m/z 118.10 100.00%
118.1

146.1

5000

:
=

v
63.1 14.00 14.50
180.2
39.0 bl RS 2081 7 131,05 68.77%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 Ml Al
105.0 14.00 14.50
m/z 146.05 68.61%
39.0 77.0 ‘
O' \‘M\‘\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

%

131.0
14.00 14.50
z 117.10 42.50%
5000 105.0 m/
39.0 77.0
0 Y —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21577: 2-Propyn-1-ol, 3-(4-methylphenyl)- ‘ ‘
146.0 14.00 14.50
m/z 105.10 33.72%
5000 115.0
85.0
630 ‘
0 KA —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Anethole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.445 9.04 ug/l 306551 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anethole 148 C10H120 000104-46-1 93
2 Estragole 148 C10H120 000140-67-0 87
3 4-(Methyleneamino)phenyldimethyl... 148 C9H12N2 147354-14-1 52
4 2-(1-Propenyl)-6-methylphenol 148 C10H120 1000306-52-9 50
5 2-Hydroxymethylbenzimidazole 148 C8H8N20 022128-99-0 49

Abundance Scan 2191 (14.445 min): VX020765.D\data.ms (-2187) (- m/z 148.00 100.00%

148.0
5000
77.0 117.1
P
51.0 14.50
o S LI2 2070 7 147,05 54.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22608: Anethole
148.0
5000 1
117.0 14.50
o m/z 117.05  28.88%
51.0 ‘
O \\\‘\\\\‘w\“”‘\“‘\‘\\w“‘\\\\‘\\\\‘\\u‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22611: Estragole
148.0
e
14.50
5000 1210 m/z 77.05 27.58%
77.0
o L L
P S T M_M N A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #23208: 4-(Methyleneamino)phenyldimethylamine ——
148.0 14.50
m/z 105.10 26.08%
h J\MMW
20,510 1020, | )
S aaaa. —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.524 10.24 ug/l 347213 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 64
5 1H-Benzimidazole, 5,6-dimethyl- 146 CO9H1ON2 000582-60-5 60

Abundance Scan 2204 (14.524 min): VX020765.D\data.ms (-2200) (- m/z 131.05 100.00%

131.1
5000
91.1 L |
411 160.2
2 1933 -y 14.50
0! il A e m/z 118,18 69.63%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

?

5000
14.50

91.0 m/z 146.05 63.83%

39.0 ‘ ‘
H \‘d ‘M h“h Ll \‘u H M \M
’HH‘HH‘HH‘\\H‘HH‘\ \‘\\H‘HH‘HH‘HH‘HH‘HH‘\\H‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

=

14.50
5000 m/z 145.05 47.09%

39.0 91.0
I \‘\

ol “““““
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 14.50

m/z 117.10  33.85%

o

=

5000 118

520 %99 11
e M —

m/z--> 20 40 60 80 100120140160180200220240260280 14.50

2
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.658 12.84 ug/l 435329 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 83
4 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 64
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 50

Abundance Scan 2226 (14.658 min): VX020765.D\data.ms (-2222) (- m/z 118.10 100.00%
1

118
160.2
5000
T Y
411 77-1‘ ‘ 14.50 15.00
ol WwWWMmeﬂw L‘WMVU“%QFE‘ - _281. m/z 160.20  65.24%
miz--> 50 100 150 200 250
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
160.0
5000 AIVAS Vs
14.50 15.00
30.0 m/z 145.05 59.51%
oL “\\‘ L‘ i“‘ ‘\M " H‘H‘ \“\ ‘\‘\\“H‘ Jm ‘M\“ U B B B B S
miz-> 50 100 150 200 250
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
P e
14.50 15.00
5000 m/Z 117.05 41.48%
160.0
39.0 77-0‘ ‘
[ \‘\‘ “\ i‘” “m“wh\‘ Il ‘\H‘H‘ ‘h\ ‘M“ I P P
miz-> 50 100 150 200 250
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- —— —
118.0 14.50 15.00
160.0 m/z 115.10  30.02%
5000
39.0 770 “
ob— fuarllf n “ ‘M‘H ‘hl” ‘MH“\“ R — —— —
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.225 8.03 ug/l 272121 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 91
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 76
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70

Abundance Scan 2319 (15.225 min): VX020765.D\data.ms (-2315) (-  m/z 145.05 100.00%

145.1
5000
115.1 S ——
411 790 176.2 208.3 15.00 15.50
0 i A Lt 28LY nyz 160.10  41.91%
miz--> 50 100 150 200 250
Abundance #30891: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000 ChAA I
15.00 15.50
105.0 m/z 132.00 25.47%
39.0 ‘ ‘ ‘
‘\ “\ i \\“75“”0\ Al H\“ \H\ \H‘ i
O T T T T ‘ T T T T ‘ T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #30935: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
T —
15.00 15.50
5000 ITI/Z 115.05 21.59%
105.0 ‘
39.0
0Lk ‘M %1"9‘ “ ‘\“HH \H‘\ ‘\h‘ \‘ . — —
miz--> 50 100 150 200 250
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- — ——
145.0 15.00 15.50
m/z 129.05 19.74%
5000
390 770 1190
o | \‘\. fert h‘. ‘\““M“ \HM ‘w“ - — — e —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX@20765.D

Acqg On : 26 Jan 2021 19:48

Operator Jc/sp

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.609 52.92 ug/l 1794200 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 96
2 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 87
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 81
4 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 81
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 74

Abundance Scan 2382 (15.609 min): VX02076
1

5.D\data.ms (-2377) (-

m/z 191.20 100.00%

91.2
5000
57.1 131.1 1 1
‘ 91"1 ‘ ol | ‘ ‘ 15.50 16.00
bt by sl A6TL ] 12240 2820 4/ 006 20 22.00%
miz--> 50 100 150 200 250
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — —
15.50 16.00
57.0 o
131.0 m/z 57.10 19.27%
270 91.0 ‘
0 \“; ‘\‘ ‘”H‘\““\ ‘\‘ ‘H\““\ ”\“\“6\1.\0‘\ \“‘\ LA B s
miz--> 50 100 150 200 250
Abundance #66104: Phenol, 2,4-bis(1,1-dimethylethyl)-
191.0
e e
15.50 16.00
5000 m/z 131.05 18.98%
57.0
27,0 910 1350 |
Y Y A BB Wt YK D B M
m/z--> 50 100 150 200 250
Abundance #66107: Phenol, 2,5-bis(1,1-dimethylethyl)- — ——
191.0 15.50 16.00
m/z 192.20 15.29%
5000
57.0
O 270\ \\88\\0 L ‘13\50 ! L “ \‘\
I e A e e e P o
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020765.D

Acqg On : 26 Jan 2021 19:48
Operator : JC/SP

Sample : M1217-16 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eucalyptol 12.140 44.0 ug/l 1492060 4 12.061 1695140 50.0
Naphthalene, 1,... 13.457 35.1 ug/l 1189150 4 12.061 1695140 50.0
Naphthalene, 1,... 13.890 9.0 ug/l 305434 4 12.061 1695140 50.0
4-Dodecene, (E)- 14.231 12.1 ug/l 410738 4 12.061 1695140 50.0
Naphthalene, 1,... 14.268 10.8 ug/l 366649 4 12.061 1695140 50.0
Anethole 14.445 9.0 ug/l 306551 4 12.061 1695140 50.0
Naphthalene, 1,... 14.524 10.2 ug/l 347213 4 12.061 1695140 50.0
Naphthalene, 1,... 14.658 12.8 ug/l 435329 4 12.061 1695140 50.0
Benzene, 1-(2-b... 15.225 8.0 wug/l 272121 4 12.061 1695140 50.0
Phenol, 2,6-bis... 15.609 52.9 ug/l 1794200 4 12.061 1695140 50.0
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