LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@24112.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.148 7 10 17 rVB2 12681 12664 1.66% 0.144%
2 1.355 41 44 51 rVB 20453 21975 2.88% 0.250%
3 1.563 71 78 83 rBV7 4985 le004 1.31% 0.114%
4 2.386 207 213 224 rBV 59581 97586 12.81% 1.109%
5 2.550 230 240 250 rBV 13838 25710 3.38% 0.292%
6 2.971 298 309 319 rBV3 15944 36632 4.81% 0.416%
7 4.574 561 572 587 rBV 22059 62159 8.16% 0.706%
8 5.397 696 707 722 rBV 92957 270830 35.55% 3.077%
9 5.562 722 734 746 rBV 141653 407703 53.52% 4.633%
106 5.964 790 800 812 rBV 102762 270850 35.56% 3.078%
11 6.647 904 912 923 rBV2 6769 17592 2.31% 0.200%
12 6.769 923 932 947 rVB 228903 543597 71.36% 6.177%
13 7.464 1030 1046 1056 rBvV2 33168 71234 9.35% 0.809%
14 7.653 1071 1077 1086 rVB 5148 10610 1.39% 0.121%
15 7.909 1112 1119 1126 rBV2 11223 21657 2.84%  0.246%
16 8.580 1222 1229 1234 rBV2 12485 20144 2.64% 0.229%
17 8.653 1234 1241 1248 rVV 495815 761768 100.00%  8.656%
18 8.720 1248 1252 1261 rVV4 8624 17136  2.25% 0.195%
19 8.805 1263 1266 1272 rVB2 6910 9910 1.30% 0.113%
20 9.250 1331 1339 1343 rBv2 7130 12883 1.69% 0.146%
21  9.311 1343 1349 1358 rVB2 13112 21682 2.85% 0.246%
22 9.433 1364 1369 1377 rBV 47041 66078 8.67% 0.751%
23 9.647 1395 1404 1408 rBV5 3637 9029 1.19% 0.103%
24 10.055 1460 1471 1477 rBV 485653 663722 87.13%  7.542%
25 10.214 1491 1497 1500 rBV3 10222 17688 2.32% 0.201%
26 10.244 1500 1502 1505 rVB 10141 9337 1.23% 0.106%
27 10.305 1509 1512 1519 rVB3 5723 9280 1.22% ©.105%
28 10.390 1519 1526 1529 rBV 28865 44117 5.79% ©0.501%
29 10.506 1540 1545 1549 rBV2 8569 12267 1.61% 0.139%
30 10.646 1564 1568 1571 rBV2 6939 9738 1.28% 0.111%
31 10.683 1571 1574 1579 rVB 13571 16779 2.20% 0.191%
32 10.768 1581 1588 1595 rBV 83544 108807 14.28% 1.236%
33 10.878 1599 1606 1614 rBV6 12821 29912 3.93% 0.340%
34 10.951 1614 1618 1621 rBV4 6955 9690 1.27% 0.110%
35 11.024 1626 1630 1634 rBvV2 8421 11528 1.51% 0.131%

36 11.085 1634 1640 1650 rVV 435244 543284 71.32% 6.173%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X081721W.M
Title : SW846 8260
37 11.171 1650 1654 1660 rvv3 11617 19016 2.50% 0.216%
38 11.299 1667 1675 1681 rBV2 14725 29737 3.90% 0.338%
39 11.360 1681 1685 1693 rBv3 5593 12382 1.63% 0.141%
40 11.433 1693 1697 1700 rBV 10947 14659 1.92% 0.167%
41 11.482 1700 1705 1712 rVB 145421 187581 24.62%  2.131%
42 11.561 1714 1718 1722 rBV 19778 24971 3.28% 0.284%
43 11.604 1722 1725 1730 rBV 21174 29391 3.86% 0.334%
44 11.665 1731 1735 1739 rVB 22385 30066 3.95% 0.342%
45 11.738 1744 1747 1748 rBV 8930 9865 1.30% ©0.112%
46 11.841 1759 1764 1768 rBV 41108 50804 6.67% 0.577%
47 11.902 1769 1774 1781 rVB6 9609 19257 2.53% 0.219%
48 11.975 1781 1786 1789 rVB4 4882 7789 1.02% 0.089%
49 12.024 1789 1794 1801 rVB 504162 609494 80.01% 6.925%
50 12.091 1801 1805 1808 rBV2 11748 17069 2.24% 0.194%
51 12.134 1808 1812 1813 rBV3 7065 9045 1.19% 0.103%
52 12.152 1813 1815 1821 rVB4 13106 17589 2.31% 0.200%
53 12.219 1822 1826 1829 rBV 40560 54918 7.21% 0.624%
54 12.286 1834 1837 1840 rVB2 11040 12080 1.59% 0.137%
55 12.427 1854 1860 1862 rBV2 24809 38577 5.06% 0.438%
56 12.463 1862 1866 1871 rVV5 18296 37965 4.98% 0.431%
57 12.518 1871 1875 1877 rVWV 24926 33581 4.41% 0.382%
58 12.549 1877 1880 1889 rvB3 22986 47105 6.18% ©.535%
59 12.683 1894 1902 1906 rBvVS8 13766 36046 4.73% 0.410%
60 12.768 1912 1916 1919 rBV3 11326 17630 2.31% 0.200%
61 12.927 1938 1942 1945 rBV2 22046 29214  3.84% 0.332%
62 12.963 1945 1948 1956 rVB3 17442 29456 3.87% 0.335%
63 13.030 1956 1959 1964 rVB7 6077 10091 1.32% 0.115%
64 13.164 1973 1981 1985 rBV3 24995 40665 5.34% 0.462%
65 13.292 1998 2002 2009 rVB3 32695 54021 7.09% 0.614%
66 13.420 2017 2023 2031 rBV8 23687 57796 7.59% 0.657%
67 13.512 2035 2038 2041 rBV5S 6733 10029 1.32% 0.114%
68 13.585 2047 2050 2055 rBV4 8373 12742 1.67% 0.145%
69 13.707 2068 2070 2073 rVB3 7831 7831 1.03% 0.089%
70 13.780 2078 2082 2089 rVB 68042 103444 13.58% 1.175%
71 13.841 2090 2092 2099 rVB7 9931 16094 2.11% 0.183%
72 13.914 2100 2104 2106 rBVS5 8169 13387 1.76% 0.152%
73 14.073 2126 2130 2133 rBV5 17238 28036 3.68% 0.319%
74 14.103 2133 2135 2139 rVB4 13530 16308 2.14% 0.185%
75 14.182 2143 2148 2150 rVV5 10060 18517 2.43% 0.210%
76 14.219 2151 2154 2158 rVB4 17043 26463 3.47% 0.301%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X081721W.M

Title : SW846 8260

77 14.640 2216 2223 2226 rBV 96906 146859 19.28% 1.669%
78 14.670 2226 2228 2232 rVB2 32103 34250 4.50% 0.389%
79 14.725 2234 2237 2239 rVV 18837 21354 2.80% 0.243%
80 14.755 2239 2242 2244 rVWV2 40306 49796 6.54% 0.566%
81 14.786 2244 2247 2253 rVB2 91139 138151 18.14% 1.570%
82 14.847 2254 2257 2261 rBV5 23352 35607 4.67% 0.405%
83 14.963 2273 2276 2285 rVB7 38479 72502 9.52% 0.824%
84 15.182 2307 2312 2314 rBV5 34469 62172 8.16% ©.706%
85 15.213 2315 2317 2321 rVB2 41370 49719 6.53% ©0.565%
86 15.377 2341 2344 2347 rBV3 51316 63453  8.33% 0.721%
87 15.420 2347 2351 2356 rVB2 118270 170226 22.35% 1.934%
88 15.481 2356 2361 2367 rBV 160217 270326 35.49% 3.072%
89 15.615 2378 2383 2386 rBV 230794 333042 43.72% 3.784%
90 15.652 2386 2389 2398 rVV 143376 290899 38.19%  3.305%
91 15.743 2400 2404 2411 rVB3 119419 205959 27.04%  2.340%
92 15.841 2412 2420 2429 rVV3 85783 318951 41.87% 3.624%
93 15.987 2442 2444 2450 rVB3 70760 104973 13.78% 1.193%
94 16.091 2457 2461 2467 rBV6 47737 92981 12.21% 1.057%
95 16.603 2542 2545 2550 rVB3 49985 82744 10.86%  0.940%

96 16.712 2559 2563 2568 rVB 72017 130484 17.13% 1.483%

Sum of corrected areas: 8800741
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
500000

400000

300000

200000

100000

0

: M3646-15
: 5.0mL/MSVOA_X/WATER
: 24 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\

© VX024112.D
: @3 Sep 2021 19:01

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VX024112.D\data.ms

5.562

5.397 5.964
2.386

;/](18,};:/5\551'563 2.550 2971 4.574

Time-->
Abundance
500000

400000

300000

200000

100000

H"\H\'ﬁ\ﬁ\‘HH‘HH‘HH‘HH‘\ L L L L L L L L L L I L I Y L B B

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: VX024112.D\data.ms
8.653 10.055

11.085

6.769

11.48:

10.768

9.433

Time-->
Abundance
500000

400000

300000

200000

100000

7.464 390
6.64 ~/\_7.653 7909 8.581®805 92%#@-647 %W%M
T T T T ‘ T T T T T T T T ‘ \,_’\ T T T ‘ T T T T ‘ T T T T

I
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
TIC: VX024112.D\data.ms

12.024

15.84d 987 16.6071
6.091

.841 12.1
Tsanpe

Time-->

‘ T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.640 12.05 ug/l 146859 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 Cl1l1H10 002443-46-1 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 2223 (14.640 min): VX024112.D\data.ms (-2216) (- m/z 142.05 100.00%

142.1
5000
1151
—— —
390 630 ggg 14.50 15.00
e e W 1850 1942 0 941 65 87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — —r=
115.0 14.50 15.00
m/z 115.05 36.03%
510 0 o0 | ||
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
~ T —
14.50 15.00
m/z 139.00 12.00%
5000 115.0
300 630 890 |
I 1l ol ul Wl n
R B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene T —T
141.0 14.50 15.00
115.0 m/z 143.05 10.67%
5000
63.0 89.0
_“‘_“‘NLMW‘NL‘“‘h“‘qu“w““_““‘ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Benzocycloheptatriene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.786  11.33 ug/l 138151 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 93
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 87

Abundance Scan 2247 (14.786 min): VX024112.D\data.ms (-2244) (- m/z 142.05 100.00%

14p.1
5000 115.1
1450 1500
39.0 630 891 : :
: 172.2
621933 hyz 141,00 95.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— —
115.0 14.50 15.00
m/z 115.10  39.32%
‘\\\\‘\5(\)‘\-0\“‘\7\]“.\"9‘\9\2\'9‘\\\‘\“\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene
141.0
~5 —
14.50 15.00
5000 ITI/Z 129.05 29.24%
115.0
39.0 63.0 89.0
‘\‘\\\“‘HHH“‘\‘\‘H\‘H\”\“\\‘\H‘\“\\‘Hwhm‘\m\‘m\\‘\\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene T ——
141.0 14.50 15.00
115.0 m/z 139.05 12.95%
5000
39.0 930 ggp
‘m\N“MHH“N\“‘\”:“\“1“\\‘HH‘H“muw\H‘HH‘HH‘HH e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.420 13.96 ug/l 170226 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 38
3 1-Anthracenamine 193 C14H11N 000610-49-1 22
4 1H-Pyrazole, 3,5-bis(1,1-dimethy... 208 C13H24N2 125281-21-2 22
5 2-Anthracenamine 193 C14H11N 000613-13-8 22

Abundance Scan 2351 (15.420 min): VX024112.D\data.ms (-2347) (-  m/z 193.20 100.00%
198.2

411 691

5000 100.1
15.50
165.2
,281" m/z 69.10  58.45%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

137.2

:

123.0
95.0

55.0 15.50
m/z 41.10 54.21%
L e 1
1

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

g

5000

%

193.0
15.50
5000 55.0 m/z 109.10 46.11%
109.0
1 70
Lol b 2820 L 222.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #68069: 1-Anthracenamine 7
193.0 15.50
m/z 123.10  45.88%
5000 165.0 MMJLM/JW\
620 160 ||
preep e b S S e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 1,7-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.481 22.18 ug/l 270326 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 2361 (15.481 min): VX024112.D\data.ms (-2356) (-  m/z 156.10 100.00%

156.1
5000
A
77.0 115-7 15.50
39.0 . -
I T W ‘M“ 18812183 28LL  n/7 141.05  72.04%
miz--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 J
15.50
m/z 155.10 34.07%
115.0
39.0 7.0 ‘ H
T T ‘\ ‘\ i‘ \h T ‘H‘\ ‘\ ‘ T T ‘m\ ‘i‘ ‘H T T T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
e
15.50
5000 ITI/Z 128.05 15.74%
115.0
390 760
L e T — —
miz--> 50 100 150 200 250
Abundance #33147: Naphthalene, 2,7-dimethyl- .
156.0 15.50
m/z 157.10 14.30%
5000
41.0 77.0 115.0
e \‘\"m‘h\‘ ‘\L‘ — “‘ '] “H\‘ — — e
mlz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.615 27.32 ug/l 333042 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 2383 (15.615 min): VX024112.D\data.ms (-2378) (- m/z 156.10 100.00%
1

156.
5000
115.1
77.0 ‘ 15.50 16.00
51.0 .
H“H‘q‘wuﬁhuw_w‘qu‘N‘WMﬂﬂ~Mh‘u‘%99%‘H??ﬁf m/z 141.05 93.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A= L
15.50 16.00
115.0 m/z 155.10 29.80%
76.0 ‘
51.0
\\\‘2\7‘\-9\"\\“\ \“‘h\‘\‘\“lh‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
Pl e
15.50 16.00
5000 ITI/Z 115.10 19.82%
77.0 115.0
51.0
2 APl VN RN | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl- —— ——
156.0 15.50 16.00
m/z 128.05 17.92%
5000
77.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 2,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.652 23.86 ug/l 290899 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93

Abundance Scan 2389 (15.652 min): VX024112.D\data.ms (-2386) (- m/z 156.20 100.00%

156.2
5000
190.3 15.50 16.00
22183 n/z 141.05  62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
5000 A L
15.50 16.00
70 m/z 155.10 40.27%
128.0
\\\‘2\7‘\9\“\1‘.\1“”1\\“H“\\?-\()‘2\\()\‘1‘\‘!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
Pl e o
15.50 16.00
5000 ITI/Z 115.05 18.95%
77.0 115.0
510
.o Y PR o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl- —— —
156.0 15.50 16.00
m/z 128.00 17.40%
5000
115.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\ T ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl5.743 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.743 16.90 ug/l 205959 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 2(1H)-Benzocyclooctenone, decahy... 194 C13H220 055103-66-7 38
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 35
4 2-Anthracenamine 193 C14H11N 000613-13-8 35
5 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000351-50-1 30
Abundance Scan 2404 (15.743 min): VX024112.D\data.ms (-2400) (- m/z 193.25 100.00%
193.3
41.1 691
5000
— 5 =
15.50 16.00
2243 n/z 69.10  67.98%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 990 — ——
15.50 16.00
m/z 41.10 61.14%
‘ ‘ 151.0
\\\‘\\\‘\‘\ \\“}\\‘!‘\‘\‘\\‘!\\\“\\‘}\‘\\\\“\\{‘\‘\!\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #69331: 2(1H)-Benzocyclooctenone, decahydro-4a-meth;
55.0
—— —
810 15.50 16.00
5000 ITI/Z 55.10 58.16%
194.
123.0 94.0
‘ 151.0
T P |
R Ema e e A
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am —— —
105.0 193.0 15.50 16.00
m/z 109.10 52.69%
52.0 1330 1640
5000 79.0
m/z--> 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01

Operator JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.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, 1,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.841 26.17 ug/1 318951 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 94
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93

Abundance Scan 2420 (15.841 min): VX024112.D

\data.ms (-2412) (-]
1

m/z 156.10 100.00%

156
5000
115.0 - e
390 771 ‘ ‘ M 1662 15.50 16.00
e tlla o L M 1862 2183 0 141 05 91.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
5000 = s
15.50 16.00
115.0 m/z 155.10 27.66%
51.0 77.0 ‘
\\\‘\\\\“\\“\\“h\‘\\HU“\\‘\\"\\\{‘\“!‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
p= P
15.50 16.00
5000 m/z 115.00  22.51%
76.0 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl- — ——
156.0 15.50 16.00
m/z 128.05 19.70%
5000
76.0 115.0
L S W | — - i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 1,6-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.987 8.6l ug/l 104973  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 clami2 000582-16-1 83

2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 83
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 78
4 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 64
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 64

Abundance Scan 2444 (15.987 min): VX024112.D\data.ms (-2442) (- m/z 141.05 100.00%

141.1,
5000
188.2 ==
ﬂ ‘ 16.00
\u‘uu““u“u “”‘“‘W\““”““ \‘H\‘\“U‘!‘ MH‘W 18.3 281.( m/z 156.15 94.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 1
16.00
m/z 132.05 45.33%
410 770 1150
’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
——
16.00
77.0 115.0
39.0
A maaa e R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0 16.00
m/z 123.10  20.92%
5000
76.0 115.0
BN S WA o I 1 SO —
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : 03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 3-Fluorobenzoic acid, 3-met... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.712 10.70 ug/l 130484 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 52
2 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 52
3 4-(3-Hydroxy-2,6,6-trimethylcycl... 222 C14H2202 097306-57-5 50
4 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000278-98-1 47
5 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 47

Abundance Scan 2563 (16.712 min): VX024112.D\data.ms (-2559) (-  m/z 123.15 100.00%
128.2

5000
501 811 207.3

16.40  16.60
151.1 ‘
bl , ‘1”“‘,””_‘1‘7‘?‘2‘”_:”““” m/z 55.10  32.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester

123.0
68.0
5000 e
16.40 16.60
95.0 o
41.0 m/z 69.10 29.94%
‘ h‘ \ “\ \“ | 163.0 208.0
\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84685: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester
128.0
T
16.40 16.60
5000 68.0 m/z 81.10 28.55%

41.0 ‘ 950

L ‘\ | 149.0 179.0 208.0

‘ L ‘
R R R R i AR EERRERNRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101759: 4-(3-Hydroxy-2,6,6-trimethylcyclohex-1-enyl)pe T
43.0 123.0 16.40 16.60

m/z 95.10  27.16%

5000

151.0 207.0
1790 ‘ ‘

\H \“\ “P\M\\H\M M\ | QL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX090321\
Data File : VX024112.D

Acqg On : @03 Sep 2021 19:01
Operator : JC/MD

Sample : M3646-15

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.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|
Naphthalene, 1-... 14.640 12.1 ug/l 146859 4 12.024 609494 50.0
Benzocyclohepta... 14.786 11.3 ug/l 138151 4 12.024 609494 50.0
Decahydro-1,1,4... 15.420 14.0 ug/l 170226 4 12.024 609494 50.0
Naphthalene, 1,... 15.481 22.2 ug/l 270326 4 12.024 609494 50.0
Naphthalene, 2,... 15.615 27.3 ug/l 333042 4 12.024 609494 50.0
Naphthalene, 2,... 15.652 23.9 ug/l 290899 4 12.024 609494 50.0
unknown15.743 15.743 16.9 ug/l 205959 4 12.024 609494 50.0
Naphthalene, 1,... 15.841 26.2 ug/l 318951 4 12.024 609494 50.0
Naphthalene, 1,... 15.987 8.6 ug/l 104973 4 12.024 609494 50.0
3-Fluorobenzoic... 16.712 10.7 wug/l 130484 4 12.024 609494 50.0
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