LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20781.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.477 60 64 72 rVB 74361 85629 1.86% 0.208%
2 2.331 199 204 213 rVB 33551 66764 1.45% 0.162%
3 5.471 705 719 731 rBV 244996 693241 15.09% 1.681%
4 5.635 734 746 763 rVB 415939 1128709 24.57% 2.738%
5 6.037 800 812 823 rBV 241961 629164 13.70% 1.526%
6 6.836 930 943 958 rBV 622159 1487938 32.39% 3.609%
7 8.696 1242 1248 1255 rVVW 1305910 1988977 43.29% 4.824%
8 9.561 1383 1390 1394 rBv4 32270 54736 1.19% 0.133%
9 10.098 1472 1478 1484 rBV 1227362 1677581 36.52% 4.069%
10 10.232 1494 1500 1505 rBV 44991 67643 1.47% 0.164%
11 10.342 1510 1518 1524 rVVW 207167 343524  7.48% 0.833%
12 10.396 1524 1527 1540 rVB2 33176 54983 1.20% 0.133%
13 10.622 1557 1564 1568 rBV2 41657 78702 1.71% 0.191%
14 10.683 1568 1574 1583 rVB 128978 193740 4.22% 0.470%
15 10.793 1587 1592 1595 rBV 32779 50653 1.10% 0.123%
16 10.896 1604 1609 1613 rBV2 83077 124206 2.70% 0.301%
17 10.982 1619 1623 1628 rBvV2 52102 90170 1.96% 0.219%
18 11.030 1628 1631 1640 rVB2 26803 57871 1.26% 0.140%
19 11.122 1640 1646 1651 rBV 1045884 1300630 28.31% 3.155%
20 11.341 1678 1682 1685 rBV 38760 48628 1.06% ©0.118%
21 11.421 1690 1695 1701 rVV 191168 382295 8.32% 0.927%
22 11.488 1701 1706 1708 rVV2 122628 204417 4.45% 0.496%
23 11.518 1708 1711 1715 rVB2 102616 131391 2.86% 0.319%
24 11.652 1728 1733 1739 rBV3 137736 209279 4.56% 0.508%
25 11.793 1751 1756 1761 rBV 478356 613270 13.35% 1.487%
26 11.902 1766 1774 1775 rBV6 41014 85200 1.85% 0.207%
27 11.927 1775 1778 1781 rVV2 42507 65061 1.42% ©.158%
28 11.963 1781 1784 1789 rVV3 102757 186107 4.05% 0.451%
29 12.006 1789 1791 1795 rVV3 73067 877860 1.91% 0.213%
30 12.061 1795 1800 1806 rVB2 1302956 1725450 37.56%  4.185%

31 12.140 1806 1813 1823 rBV2 3394117 4594018 100.00% 11.
32 12.286 1833 1837 1838 rBV 107966 133253 2.90%
33 12.305 1838 1840 1844 rVB 148518 164900 3.59%
34 12.353 1844 1848 1855 rBv4 311270 496462 10.81%
35 12.457 1861 1865 1869 rBV3 91620 104972  2.28%

OrRrOOR
IS
(o)
IS
R

36 12.500 1869 1872 1878 rVB3 110232 175120 3.81% 0.425%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X012521W.M
Title : SW846 8260
37 12.567 1878 1883 1885 rBV2 167570 231502 5.04% ©.562%
38 12.591 1885 1887 1890 rVV 121077 139020 3.03% ©0.337%
39 12.652 1894 1897 1900 rVB 123612 140267 3.05% 0.340%
40 12.701 1900 1905 1908 rBV3 97412 153684 3.35% ©.373%
41 12.756 1908 1914 1919 rBV5 154788 330413 7.19% 0.801%
42 12.798 1919 1921 1924 rVB3 47556 47952 1.04% 0.116%
43 12.853 1925 1930 1933 rBV2 369984 514376 11.20%  1.248%
44 12.890 1933 1936 1939 rVB3 288761 321986 7.01% ©.781%
45 12.933 1939 1943 1944 rBV2 56341 70067 1.53% ©0.170%
46 12.963 1944 1948 1951 rVB 189234 229994 5.01% ©.558%
47 13.006 1951 1955 1962 rBv4 247517 470166 10.23% 1.140%
48 13.079 1963 1967 1969 rBv4 93819 131925 2.87% ©.320%
49 13.103 1969 1971 1973 rVV 157608 173442 3.78% 0.421%
50 13.134 1973 1976 1981 rVB 454901 551181 12.00% 1.337%
51 13.292 1997 2002 2005 rBV5 101108 201315 4.38% 0.488%
52 13.329 2005 2008 2013 rVB3 511914 680047 14.80%  1.649%
53 13.457 2023 2029 2036 rBV2 2354607 3322143 72.31% 8.058%
54 13.548 2040 2044 2053 rVV5 520417 918003 19.98%  2.227%
55 13.628 2053 2057 2060 rVV3 154710 221838 4.83% ©.538%
56 13.701 2067 2069 2071 rBV 121323 142029 3.09% 0.3447%
57 13.743 2073 2076 2080 rVV 667258 810313 17.64% 1.965%
58 13.786 2080 2083 2085 rVV3 194674 289495 6.30% ©0.702%
59 13.841 2089 2092 2095 rVB2 221638 260352 5.67% 0.631%
60 13.890 2095 2100 2104 rBV 562472 887885 19.33%  2.154%
61 13.926 2104 2106 2108 rVVv2 179517 212816 4.63% ©.516%
62 13.963 2109 2112 2117 rVB4 277213 384734 8.37%  0.933%
63 14.109 2131 2136 2139 rBV5 252543 373703 8.13% ©.906%
64 14.207 2148 2152 2153 rBV3 146901 203474  4.43%  0.494%
65 14.231 2153 2156 2157 rVV3 255971 319489 6.95% ©.775%
66 14.268 2157 2162 2166 rVB3 688090 1111746 24.20% 2.697%
67 14.445 2187 2191 2194 rBV 649407 743951 16.19%  1.804%
68 14.518 2200 2203 2208 rBV2 483074 706239 15.37% 1.713%
69 14.591 2212 2215 2217 rBV3 111902 143397 3.12% 0.348%
70 14.652 2222 2225 2231 rBV 605767 972564 21.17%  2.359%
71 14.713 2231 2235 2239 rVV2 477998 557633 12.14% 1.353%
72 14.792 2245 2248 2251 rBV3 185431 225352 4.91% 0.547%
73 14.829 2251 2254 2257 rVVW4 190199 272673 5.94% 0.661%
74 14.883 2261 2263 2268 rVB3 266796 329049 7.16% ©.798%
75 14.999 2280 2282 2291 rVB3 288823 502442 10.94% 1.219%
76 15.225 2315 2319 2322 rBV3 248889 394168 8.58% ©.956%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\VOASRV\HPCHEM1\MSVOA_ X\METHOD\82X012521W.M
Title . SW846 8260

77 15.426 2349 2352 2355 rBV2 194985 213778 4.65% ©.519%
78 15.463 2355 2358 2362 rVB 176633 233622 5.09% ©.567%
79 15.609 2377 2382 2387 rVB 1626264 2280679 49.64% 5.532%
80 16.145 2467 2470 2476 rVB7 74685 122836 2.67% 0.298%

81 16.773 2569 2573 2575 rBV3 65924 102135 2.22%  ©0.248%

Sum of corrected areas: 41228339
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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

Abundance TIC: VX020781.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000 5.635
5.471 6.037
1477 2.331

OL\\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
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: VX020781.D\data.ms

3000000
2500000
2000000

1500000
8.696 10.098
11.122

1000000

6.836
500000

10.342
. 9.561 0. 2%9&&@%}@996
———— — — ‘ ‘ ‘ ‘

T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9 50 10.00 10. 50 11. OO

Abundance TIC: VX020781.D\data.ms
12.140

3000000

13.457
2500000

15.609
2000000

1500000 12,061

14. 2681 4494,
1000000 13'7f§’ 890 4.51 5’213

3 8 4

1 6 il “‘I‘ w‘ n 6.145

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

500000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 1
R.T. EstConc Area Relative to ISTD R.T.
12.140 133.13 ug/l 4594020 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 Terpinen-4-ol 154 C10eH180 000562-74-3 38
4 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 35
5 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 27
Abundance Scan 1813 (12.140 min): VX020781.D\data.ms (-1806) (- m/z 43.10 100.00%
3.1
81.1
5000
154.2
S 2
AL,
oww;mMw‘ Wb e b 285 m/z 81.10 70.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26615: Eucalyptol
43.0
81.0
5000 —— ——
154.0 12.00 12.50
m/z 108.10  54.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101946: Trifluoroacetyl-.alpha.-terpineol
43.0
—— —
12.00 12.50
5000 81.0 1540 m/z 71.10  54.46%
131.0
ol i
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26662: Terpinen-4-ol —— A
71.0 12.00 12.50
m/z 84.10 48.10%
5000 111.0
410
154.0
0! o e
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 1-Nonanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.457 96.27 ug/l 3322140 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 74
2 Cyclopropane, nonyl- 168 C12H24 074663-85-7 72
3 Cycloheptane 98 C7H14 000291-64-5 62
4 3-Heptene 98 C7H14 000592-78-9 43
5 (Z)-3-Heptene 98 C7H14 007642-10-6 43

Abundance Scan 2029 (13.457 min): VX020781.D\data.ms (-2023) (- m/z 56.10 100.00%

56.1
104.1
5000
I 50
135.1 . . :
oL—— Lh i“HH ‘H\“‘\wh“‘\m“\\\\ Al ‘\\1(‘3?2‘ ——— ‘2‘8‘1-; m/z 55.10 98.85%
m/z--> 50 100 150 200 250
Abundance #21105: 1-Nonano
56.0
5000 ]
13.50
97.0 m/z 70.10  78.12%
0 Zd\b T \1\27\0\ L B B B By B B B
m/z--> 50 100 150 200 250
Abundance #36766: Cyclopropane, nonyl-
55.0
T
13.50
5000 m/z 41.10 76.18%
97.0
ozsol f )Ly o0
m/z--> 50 100 150 200 250
Abundance #3301: Cycloheptane T
58.0 13.50
m/z 69.10 73.20%
98.0
5000
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 (+)-2-Bornanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.548 26.60 ug/l 918003 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 97
2 Camphor 152 C10H160 000076-22-2 94
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 93
4 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 46
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 46

Abundance Scan 2044 (13.548 min): VX020781.D\data.ms (-2040) (-  m/z 95.10 100.00%

95.1
5000 41.1
152.2
T T
L - oS
o‘u‘uumﬂuJHW‘W‘mhuww_w‘_ﬁﬁ%%,uu_‘H_‘H_%%¥c m/z 81.65 68.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25105: (+)-2-Bornanone
95.0
5000 —
41.0
152.0 1350
m/z 41.10  39.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25059: Camphor
41.0 95.0
T T
13.50
5000 ITI/Z 108.10 37.82%
152.0
AENE TV T —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P ‘
95.0 13.50
m/z 69.10 34.83%
5000 41.0
152.0
SIS U ' O JUL
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Benzene, 1-methoxy-4-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.743  23.48 ug/l 810313 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-propyl- 150 C10H140 000104-45-0 91
2 Phenol, 2-(1-methylpropyl)- 150 C1eH140 000089-72-5 78
3 Phenol, 4-(1-methylpropyl)- 150 C1@H140 000099-71-8 72
4 2-Propanone, 1-(4-methoxyphenyl)- 164 C1OH1202 000122-84-9 72
5 4-(4-Methoxyphenyl)-1-butanol 180 C11H1602 052244-70-9 72
Abundance Scan 2076 (13.743 min): VX020781.D\data.ms (-2073) (- m/z 121.10 100.00%
121.1
5000
1501 T T T T T T
51.0 78.0 823 13.50 14.00
0l ettt e 2823 2181 /7 150,05 17.64%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #23749: Benzene, 1-methoxy-4-propyl-
121.0
5000 ARV —
13.50 14.00
770 150.0 m/z 122.10 8.93%
27.0 51.0 ‘
O ‘\\\‘\‘\‘1‘\\“‘\\“}‘\“\‘\\\H“\\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #23746: Phenol, 2-(1-methylpropyl)-
121.0
S —
13.50 14.00
5000 m/z 78.05 8.17%
150.0
77.0
150390 Ll
e e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #23744: Phenol, 4-(1-methylpropyl)- R T
121.0 13.50 14.00
m/z 77.10 7.59%
5000
150.0
w0 0
Ol et b et e e e — e
m/z--> 0O 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\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 7
R.T. EstConc Area Relative to ISTD R.T.
13.890 25.73 ug/l 887885 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 91
2 Naphth[1,2-bJoxirene, 1a,2,3,7b-... 146 C10H100 002461-34-9 49
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10OH100 000530-93-8 49
4 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38
5 2,6-Piperidinedione, 3-phenyl- 189 C11H11NO2 014149-34-9 35
Abundance Scan 2100 (13.890 min): VX020781.D\data.ms (-2095) (- m/z 104.05 100.00%
104.1
5000 146.1 }\A_k
77.2
57.0 ‘ A
il 1850 ot
" ‘:M”H“\w‘wH!‘M‘wﬁ bbb 2i5d 2808 n/7 146.05  43.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
146.0
5000
13.50 14.00
m/z 91.10 38.05%
51.0 ‘
O]\-\\‘\H\"\\‘\‘\"”\HH‘H\\“‘HU“\‘Uw\’\‘\H‘HH‘H\\‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21587: Naphth[1,2-bJoxirene, 1a,2,3,7b-tetrahydro-
104.0
— ——
13.50 14.00
5000 146.0 m/z 163.20 29.30%
39.0
om‘n‘ﬂwn‘,:‘w‘;“,‘W?J“‘“MH‘H\‘m‘,m‘Hw‘WH,W,W_WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21571: 2(1H)-Naphthalenone, 3,4-dihydro- ‘ ‘
104.0 13.50 14.00
146.0 m/z 177.20  25.18%
5000
B
Ot - fespe
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31

Operator Jc/sp

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.268 32.22 ug/l 1111750  1,4-Dichlorobenzene-d4  12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95

001680-51-9 93
000769-57-3 87
000769-25-5 55
052161-57-6 55

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14

Abundance Scan 2162 (14.268 min): VX020781.D\data.ms (-2157) (- m/z 131.05 100.00%

131.1
5000
91.1 Ve UL
51.0 14.00 14.50
180.2 :
0 ‘ww“‘uwmw,”waw%?“l‘r m/z 118.10  84.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 AN Vi
300 91.0 14.00 14.50
m/z 146.05 63.27%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
p y Yy
131.0
14.00 14.50
5000 m/z 117.10  40.36%
91.0
39.0 ‘ ‘
O‘H_HJJWWWMMJMNm‘_Mwwu‘uuwuw‘uwuu‘uuwuw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- e ——
131.0 14.00 14.50
m/z 105.10 31.35%
5000 91.0
39.0
0! WMHWHH,HHWH‘_HWH‘WHH_‘ S —
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Anethole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.445  21.56 ug/l 743951 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anethole 148 C10H120 000104-46-1 95
2 Estragole 148 C10H120 000140-67-0 80
3 2-Isopropylbenzaldehyde 148 C10H120 006502-22-3 52
4 N-Amino-1,2,3,4-tetrahydroquinoline 148 C9H12N2 1000305-92-6 50
5 Methanimidamide, N,N-dimethyl-N'... 148 C9H12N2 001783-25-1 49

Abundance Scan 2191 (14.445 min): VX020781.D\data.ms (-2187) (- m/z 148.05 100.00%

148.1
5000
771 1171
P
bl
ol ;MN\M \‘M Al ‘w .| L2 2164 2830 sz 147.05 52.41%
miz--> 50 100 150 200 250
Abundance #22605: Anethole
148.0
5000 i4%d
770 1170 : .
m/z 117.10  28.81%
=, 1L
o) Smmm— “ }‘M‘\M‘m“ ‘i‘ ‘Hu“h‘ fl “ R
miz--> 50 100 150 200 250
Abundance #22611: Estragole
148.0
——
14.50
5000 m/z 77.10 26.77%
117.0
77.0
Sl L]
fo] “ “‘\ MM ‘\M‘HH‘ o ‘w‘\u‘h”‘\ dh “ . — —
m/z--> 50 100 150 200 250
Abundance #22652: 2-Isopropylbenzaldehyde T
148.0 14.50
m/z 105.10  26.03%
5000 105.
oL—— M\ }‘n‘ “M\‘m\‘ i d!h‘ “ ‘ e e —
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31

Operator Jc/sp

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14518 20.47 ug/l 706239  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 95

002809-64-5 94
006682-71-9 70
004489-84-3 64
074663-81-3 62

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14
5 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2

Abundance Scan 2203 (14.518 min): VX020781.D\data.ms (-2200) (- m/z 131.05 100.00%
1

131

-

5000
105.
—r ‘
s1.0 /71 1601 ;o5 14.50
o sl b T Ty m/z 118.10  58.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 A :
39.0 91.0 14.50
15.0 63.0 m/z 146.00  55.09%
O' ‘\‘\H\“‘\‘\\’\““!\“\“\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

14.50

m/z 117.10  32.97%

5000

o,

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- —— ‘
131.0 14.50
m/z 115.10  29.36%
5000
390 65.0 91.0 |
) S I YD VO W O -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82X012521W.M Mon Feb 01 13:26:10 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.652  28.18 ug/l 972564  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 81
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 74
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 58
5 Benzene, (3-methyl-1-methylenebu... 160 C12H16 038212-14-5 52

Abundance Scan 2225 (14.652 min): VX020781.D\data.ms (-2222) (- m/z 118.10 100.00%
1

18.1
160.2
5000
91.1 A A
57.1 191.2 14.50 15.00
o et ST 2381 m/7 160.15  58.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl-
118.0
160.0
5000 VA UANNS
14.50 15.00
m/z 145.05 54.53%
91.0 ‘
39.0
O ]\_ﬁ.‘o\‘\\\““\\‘\‘\‘6“5}‘.\?\““\\‘\\“H‘\\ \‘MH\\i“‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
c o
160.0 14.50 15.00
5000 ITI/Z 117.10 40.85%
39.0 91.0
63.0
o B —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- —— ——
118.0 14.50 15.00
145.0 m/z 115.05  28.81%
5000
91.0
27.0 51.0 |
o e —r ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

82X012521W.M Mon Feb 01 13:26:11 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 10 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.609 66.09 ug/l 2280680 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 93
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 83
3 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 83
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): VX020781.D\data.ms (-2377) (- m/z 191.20 100.00%
191.2
5000
57.1 131.1 LN T
‘ oL.1 ‘ ™ ‘ 15.50 16.00
ol u‘ by, A6EL | 12223 2811 s 206,20 21.36%
miz--> 50 100 150 200 250
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — —
15.50 16.00
57.0 9
131.0 m/z 57.10 17.61%
270 91.0 ‘
0 \‘r\ ‘\‘ ‘”H‘\““\ ‘\‘ ‘H\““\ ”\“\“6\1.\0‘\ \“‘\ L B
m/z--> 50 100 150 200 250
Abundance #66110: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
e T
15.50 16.00
5000 m/z 131.05 17.48%
57.0
‘ 91.0 1280 161.0 N
Lol et L P O P A Y A
ok H‘_HMHH_H‘_‘ S
m/z--> 50 100 150 200 250
Abundance #66104: Phenol, 2,4-bis(1,1-dimethylethyl)- — —T
191.0 15.50 16.00
m/z 192.20 15.00%
5000
57.0
27,0] 910 1350 |
(R’ N O RN vt SRS S = SR
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\VX012721\
Data File : VX020781.D

Acqg On : 27 Jan 2021 19:31
Operator : JC/SP

Sample : M1217-16 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 12.140 133.1 ug/l 4594020 4 12.061 1725450 50.0
1-Nonanol 13.457 96.3 ug/l 3322140 4 12.061 1725450 50.0
(+)-2-Bornanone 13.548 26.6 ug/l 918003 4 12.061 1725450 50.0
Benzene, 1-meth... 13.743 23.5 ug/l 810313 4 12.061 1725450 50.0
Naphthalene, 1,... 13.890 25.7 ug/l 887885 4 12.061 1725450 50.0
Naphthalene, 1,... 14.268 32.2 ug/l 1111750 4 12.061 1725450 50.0
Anethole 14.445 21.6 ug/l 743951 4 12.061 1725450 50.0
Naphthalene, 1,... 14.518 20.5 ug/l 706239 4 12.061 1725450 50.0
Naphthalene, 1,... 14.652 28.2 ug/l 972564 4 12.061 1725450 50.0
Phenol, 2,6-bis... 15.609 66.1 ug/l 2280680 4 12.061 1725450 50.0
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