LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X110723W.M

Title : SW846 8260

Signal : TIC: VX@38743.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 6 10 22 rVB 206526 201234 13.81% 1.161%
2 1.453 56 60 66 rvB 30185 33039 2.27% 0.191%
3 2.294 192 198 205 rBV 15838 25516 1.75% 0.147%
4 2.373 205 211 225 rBV 282593 455414 31.25% 2.628%
5 2.526 230 236 243 rBV 34425 63914 4.39% 0.369%
6 2.593 243 247 252 rVB 9615 15794 1.08% 0.091%
7 2.953 299 306 314 rBV 21805 48531 3.33% 0.280%
8 3.233 347 352 361 rBV 9980 25008 1.72% 0.144%
9 3.331 361 368 380 rVB 9025 22171 1.52% 0.128%
10 4.227 505 515 533 rBV 196842 526960 36.16%  3.040%
11 4.562 561 570 582 rBV 24024 69082 4.74%  0.399%
12 5.385 694 705 722 rBV2 155517 459371 31.52% 2.651%
13 5.556 722 733 749 rW 240971 695714 47.74% 4.014%
14 5.952 788 798 807 rBV 144357 390842 26.82%  2.255%
15 6.037 807 812 820 rVV2 44950 120329 8.26% 0.694%
16 6.111 820 824 837 rVB6 5576 17278 1.19% 0.100%
17 6.342 853 862 877 rVB7 4296 15303 1.05% ©0.088%
18 6.763 921 931 944 rBV 374100 904239 62.05% 5.217%
19 7.208 998 1004 1013 rBV 23052 51739 3.55% 0.299%
20 7.580 1060 1065 1072 rVV2 11590 23523 1.61% 0.136%
21 7.684 1074 1082 1091 rVB5S 5292 17319 1.19% 0.100%
22 8.220 1164 1170 1177 rBV 11213 21090 1.45% 0.122%
23 8.427 1192 1204 1209 rBV4 9805 26792 1.84% 0.155%
24  8.647 1234 1240 1247 rBV 801719 1253910 86.05% 7.235%
25 8.720 1247 1252 1259 rVB 151496 239305 16.42% 1.381%
26 9.445 1366 1371 1375 rBV 73944 111189 7.63% 0.642%
27 9.488 1375 1378 1381 rVWV 30854 45841 3.15% 0.264%
28 9.531 1381 1385 1395 rVV 144724 227210 15.59% 1.311%
29 9.616 1395 1399 1411 rVB 9520 18955 1.30% 0.109%
30 10.055 1465 1471 1484 rBV 882813 1239617 85.07% 7.152%
31 10.195 1490 1494 1502 rVB 32421 48421 3.32% 0.279%
32 10.299 1502 1511 1518 rBV 221420 323900 22.23% 1.869%
33 10.445 1531 1535 1541 rVB 33737 46693 3.20% 0.269%
34 10.646 1562 1568 1578 rBV2 125588 244793 16.80% 1.412%
35 10.750 1582 1585 1597 rVB5 18547 36980 2.54% 0.213%

36 11.079 1634 1639 1645 rBV 837710 1060987 72.81% 6.122%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X110723W.M
Title : SW846 8260
37 11.134 1645 1648 1661 rVvB2 22321 42811 2.94% 0.247%
38 11.311 1673 1677 1682 rVB2 14835 20635 1.42% 0.119%
39 11.378 1683 1688 1696 rBV 29330 62394 4.28% 0.360%
40 11.451 1696 1700 1712 rVB 35154 58235 4.00% 0.336%
41 11.573 1712 1720 1722 rBV2 16701 22792 1.56% 0.132%
42 11.610 1722 1726 1734 rVB3 20883 47188 3.24% 0.272%
43 11.750 1744 1749 1755 rBV 143039 190828 13.10% 1.101%
44 11.805 1755 1758 1761 rVV 21345 29502 2.02% 0.170%
45 11.866 1761 1768 1779 rVV3 30468 80672 5.54% 0.465%
46 11.975 1779 1786 1788 rVV5 9595 22406 1.54% 0.129%
47 12.018 1788 1793 1801 rVV 1117496 1457188 100.00%  8.408%
48 12.085 1801 1804 1809 rVB 27998 38541 2.64% 0.222%
49 12.219 1821 1826 1837 rBV 834151 1218579 83.63% 7.031%
50 12.317 1838 1842 1850 rVvv3 32343 73160 5.02% 0.422%
51 12.414 1853 1858 1863 rVB2 61766 89627 6.15% ©.517%
52 12.530 1873 1877 1879 rBV 10545 14832 1.02% 0.086%
53 12.798 1915 1921 1927 rBv2 73090 119521 8.20% 0.690%
54 12.920 1933 1941 1943 rBV4 21875 39162 2.69% 0.226%
55 12.963 1943 1948 1954 rVV3 45707 78808 5.41%  0.455%
56 13.042 1957 1961 1964 rBV2 15736 18551 1.27% 0.107%
57 13.164 1977 1981 1985 rVB2 16798 21509 1.48% 0.124%
58 13.268 1992 1998 2000 rBV 134836 177794 12.20% 1.026%
59 13.341 2007 2010 2013 rBv4 12466 17770 1.22% 0.103%
60 13.384 2013 2017 2020 rVV2 32981 41905 2.88% 0.242%
61 13.420 2020 2023 2033 rVB4 46250 81185 5.57% 0.468%
62 13.500 2033 2036 2040 rBV4 9812 14908 1.02% 0.086%
63 13.548 2040 2044 2046 rBV3 12292 15932 1.09% 0.092%
64 13.579 2046 2049 2051 rBV3 19811 26876 1.84% 0.155%
65 13.676 2060 2065 2067 rBV3 26151 41855 2.87% 0.241%
66 13.737 2072 2075 2077 rVW 36752 53703 3.69% 0.310%
67 13.774 2077 2081 2087 rVV 160115 239948 16.47%  1.384%
68 13.841 2087 2092 2099 rVB4 97492 162138 11.13% 0.936%
69 13.926 2099 2106 2110 rBV6 21687 45119 3.10% 0.260%
70 14.036 2120 2124 2127 rBV 249122 273559 18.77% 1.578%
71 14.073 2127 2130 2133 rVB2 27911 33587 2.30% 0.194%
72 14.225 2150 2155 2160 rVB2 49277 88480 6.07% 0.511%
73 14.316 2165 2170 2174 rBV2 24457 43638 2.99% 0.252%
74 14.371 2176 2179 2182 rVB2 19613 22006 1.51% 0.127%
75 14.408 2182 2185 2188 rBV3 19886 30422 2.09% 0.176%
76 14.475 2192 2196 2198 rBV2 44504 65251 4.48% 0.376%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX038743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 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\82X110723W.M

Title : SW846 8260

77 14.560 2207 2210 2215 rVB4 20680 31802 2.18% 0.183%
78 14.633 2215 2222 2227 rBV 510847 706406 48.48% 4.076%
79 14.719 2233 2236 2238 rBvV2 17195 23607 1.62% 0.136%
80 14.755 2238 2242 2243 rW 214119 228000 15.65% 1.316%
81 14.780 2243 2246 2251 rVB 423509 534766 36.70% 3.086%
82 15.097 2295 2298 2302 rBvV4 13112 21818 1.50% 0.126%
83 15.207 2308 2316 2321 rBvV2 203744 299522 20.55% 1.728%
84 15.274 2324 2327 2332 rVB5 21541 31025 2.13% 0.179%
85 15.377 2339 2344 2346 rBV 42222 60608 4.16% ©.350%
86 15.408 2346 2349 2354 rVB2 25051 39838 2.73% ©0.230%
87 15.481 2355 2361 2369 rBV2 133573 248141 17.03% 1.432%
88 15.609 2377 2382 2386 rBV 146395 241970 16.61% 1.396%
89 15.646 2386 2388 2395 rVB 98988 139497 9.57% 0.805%
990 15.835 2411 2419 2429 rVB2 52968 135966 9.33% 0.785%
91 15.987 2438 2444 2453 rVB 29092 56395 3.87% ©.325%
92 16.084 2455 2460 2467 rBV3 50430 87644 6.01% 0.506%
93 16.194 2474 2478 2483 rVB4 11419 17053 1.17% 0.098%
94 16.493 2520 2527 2534 rBV4 11457 24642 1.69% 0.142%
95 16.597 2539 2544 2550 rVv2 17040 30841 2.12% 0.178%
96 16.688 2556 2559 2567 rVB4 10809 20848 1.43% 0.120%

Sum of corrected areas: 17331409
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX038743.D\data.ms
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o

1000000
10.055
11.079

800000 8.647

600000

400000 6.763

10.299

200000 720 9531

9.44
0342 7.5p084 8.2208.427 Hefe1e
. - e —E5 SR

— : : A ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00

Abundance TIC: VX038743.D\data.ms
12.018

10.646

0.19510.445 Aﬁ Jl 7451
‘ JROROMS pogso A HE
9.50 10.00 10.50 11.00

7.208

1000000

12.219

800000

600000

400000

200000| 11 750

414 127
8523142 530 12

56’@.8%
‘ T

15.8
e 188104 1610597
T L — T L L L

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

L
I

82X110723W.M Mon Nov 13 16:05:33 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Butanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,227 37.87 ug/l 526960 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
3 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 38
4 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 37
5 Isobutylene epoxide 72 C4H80 000558-30-5 27
Abundance Scan 515 (4.227 min): VX038743.D\data.ms (-505) (-) m/z 44.05 100.00%
44.0 72.1
5000
57.1
o EAEREZRENES
37, ‘ 4.00 4.20 4.40 4.60
Obrprrrmprererreprerprrre e st bbb e M/2 43,100 93.31%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000

57.0 4.00 4.20 4.40 4.60
m/z 72.10  88.93%

\‘HH‘\\]\-ﬁ\(\)\\‘\\H‘l\!\‘\\\ﬁiw\\‘\! ‘\H\iHHi\\H‘HH‘HH‘E\}\‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #787: Propanal, 2-methyl-
43.0

o

27.0 4.00 4.20 4.40 4.60
5000 m/z 41.10 87.02%
72.0
15.0 ‘ 57.0

0 wwm‘,mwwm,mwl‘ e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #721: 2-Propanone, hydrazone R ARAENREERRR S
30.0 57.0 72.0 4.00 4.20 4.40 4.60

m/z 39.10 47.11%

5000 39.0 /\
: R

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.531 9.16 ug/l 227210  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 78

Abundance Scan 1385 (9.531 min): VX038743.D\data.ms (-1381) (-) m/z 83.10 100.00%

83.1
55.1
5000 98.1
39.

‘ T 950
Ot ‘MW“MJ“‘ e m/z 55.10 71.46%
m/z--> 20 40 60 80 100 120 140
Abundance #3653: 3-Penten-2-one, 4-methyl- Jk
55.0 83.0
5000
30. 98.0 950

m/z 98.10 46.22%

O T \“ih\ \Hi“l T — \“ L B B B
miz-> 20 40 60 80 100 120 140
Abundance #3553: 3-Hexen-2-one
55.0

83.0
5000 m z 43. 1@ 34.01%
98.0
i Jt

0 e e e
miz--> 20 40 60 80 100 120 140
Abundance #21809: 2,4-Azetidinedione, 3,3-diethyl-

55.0 83.0 98.0 950

m/z 39.05 21.81%

5000
39.0
‘M“h\ 1l | | 141.0

miz--> 20 40 60 80 100 120 140

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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

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

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 41.81 ug/l 1218580 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 59
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C1l02 005345-58-4 45
Abundance Scan 1826 (12.219 min): VX038743.D\data.ms (-1821) (- | m/z 57.10 100.00%
57.1
5000 jt
83 2 T ‘ T T ‘ T
39
| F “ | 112.2 152.0 12.00 12.50
[ ol e m/z 41.10 37.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 —— ——
12.00 12.50
29.0 83.0 m/z 55.10  31.38%
\\\ I “N \‘ | 1120
O\\\‘\i\\‘\\\‘ ‘\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentano
57.0
— =
12.00 12.50
5000 m/z 43.10 28.95%
29.0
83.0
Lo L Lz
0 \H‘\\‘\\w\\m“\M\“1\H“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- — P
57.0 12.00 12.50
m/z 70.05 26.18%
5000
‘ 97.0
ol ‘ L‘ ‘\‘79‘.‘0 I 117‘.0 ‘ ‘171.0‘
e e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.036 9.39 ug/l 273559 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 2124 (14.036 min): VX038743.D\data.ms (-2120) (- | m/z 57.10 100.00%
57.1
- T N\kaﬁv\Awa~A¥ﬁwK
14.00 |
112.2 141.2 184.3 '
o"‘_H“H;"HuH‘:wh‘m““H"_HWH_MWZ‘Q?? m/z 43.10  70.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 1
14.00
29.0 m/z 71.10 66.55%
\‘ \‘ H \‘ I \1120 141.0 18\40
0\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\!‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
T \
14.00
5000 85.0 m/z 85.20 45.30%
29.0
0 L 130 1410 1690 1980
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane = ‘
57.0 14.00
m/z 41.10 43.29%
5000
85.0
29.0 170.0
oot b 20 210 1700 Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.634  24.24 ug/1 706406 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2222 (14.633 min): VX038743.D\data.ms (-2215) (- | m/z 142.15 100.00%
142.2
5000 M
—— —
630 1131 ’ 14.50 15.00
Obprreorinto o UL Il 17622072 28107 14100 83.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— —
14.50 15.00
m/z 115.10  34.36%
02’\7\.\(\)“\\“\?i‘g‘\:\ﬁ\)”\‘\‘\‘\\‘]T]\_\‘}.‘O\H\‘i‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
14.50 15.00
5000 m/z 143.15 12.10%
ST L R —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene e T
141.0 14.50 15.00
m/z 139.05 10.81%
5000
63.0
02,\7‘\'9“‘\\”u“‘\‘w”\‘v‘?“ﬁl"\'g\u‘l‘u‘u‘{‘;m‘uu‘mwm‘mwm‘mwu S —r—
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.780  18.35 ug/l 534766 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 2-Naphthaleneethanol 172 C12H120 001485-07-0 50
Abundance Scan 2246 (14.780 min): VX038743.D\data.ms (-2243) (-, | m/z 142.20 100.00%
142.2
5000
1151
14 50 15 00
63.1 89.1
ol 39 N i L1833 1934 ) 141,00 88.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22148: Naphthalene, 2-methyl-
142.0
5000
14 50 15 00
115.0 m/z 115.10  33.52%
39.0 ‘
O ‘\\\\“\\H\\“‘\\“\“\‘\9\2\\‘\\\\’\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —
14.50 15. 00
m/z 143.20 1.31%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0 14 50 15 00
115.0 m/z 139.05 1.21%
5000
63.0 89 0
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\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Biphenyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.207 10.28 ug/l 299522  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H1e 000092-52-4 95
2 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 74
3 1-Isoquinolinecarbonitrile 154 C1OH6N2 001198-30-7 47
4 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 47
5 Acenaphthene 154 C12H1e 000083-32-9 43

Abundance Scan 2316 (15.207 min): VX038743.D\data.ms (-2308) (- m/z 154.15 100.00%
154.2

5000
—1— —
57‘.1 ‘ g5.2 1280 JM 1803 15.00 15.50
Oty L 20627507 Ml 18932113 ;953 50 38.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31485: Bipheny
154.0
5000 —— A,
15.00 15.50
m/z 152.20 27.49%
76.0
51.0 | 1020 1290
0‘\\\\‘\\‘\\“}\\H\‘\\\\“\\\\‘\H\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31492: Naphthalene, 2-ethenyl-
154.0
—— 4
15.00 15.50
5000 ITI/Z 57.10 14 .69%

128.0
270 510 79 1020 T JAH
B ——

.

OHE S o e el
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #31387: 1-Isoquinolinecarbonitrile == ===

154.0 15.00 15.50
m/z 71.15 13.70%

5000
127.0
510 77.0 100.0
ol2Z0 i e et L=
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.481 8.51 ug/1 248141 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
Abundance Scan 2361 (15.481 min): VX038743.D\data.ms (-2355) (- m/z 156.20 100.00%
156.2
5000
57.1
1151 15.50
0! 2901 28200 Tnyz 14120 72.63%
miz-> 50 100 150 200 250
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
15.50
m/z 155.20  34.29%
115.0
0 T 2\8\.0\ ‘ \69\‘0\ T ‘ \‘\““\ ‘{‘ “m\ T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
15.50
5000 m/z 57.15 24.53%
115.0
77.0
oosso o [l
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- —
156.0 15.50
m/z 71.10  19.53%
5000
77.0 115.0
ok u?%%hﬂww‘uV“me‘M‘ ——————— e ey
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.609 8.30 ug/1 241970 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, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 2382 (15.609 min): VX038743.D\data.ms (-2377) (- m/z 156.15 100.00%
156.2
5000
1151
76.0 ‘ 15.50 16.00
39.0 :
ol L4 ‘M‘ —2040 2831 n/7 141.e5  89.55%
m/z--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15.50 16.00
m/z 155.20  29.91%
76.0
0 \‘\\?’9‘\()” ‘\““N“‘\ o ]‘-‘1\0"(\)““\ ‘\‘ ‘M\ L B B B B
m/z--> 50 100 150 200 250
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
15.50 16.00
5000 ITI/Z 115.10 19.82%
115.0
S I N T I R —
m/z-> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl- T =
156.0 15.50 16.00
m/z 128.15 14.66%
5000
77.0 1150
RS0 AN I | — Vo M D
miz--> 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\VX111023\
Data File : VX038743.D

Acqg On : 10 Nov 2023 20:47
Operator : JC/MD

Sample : 05316-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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|
Butanal 4.227 37.9 ug/l 526960 1 5.550 695714 50.0
3-Penten-2-one,... 9.531 9.2 ug/l 227210 3 10.055 1239620 50.0
1-Hexanol, 2-et... 12.219 41.8 wug/l 1218580 4 12.024 1457190 50.0
Tridecane 14.036 9.4 ug/l 273559 4 12.024 1457190 50.0
Naphthalene, 2-... 14.634 24.2 ug/l 706406 4 12.024 1457190 50.0
Naphthalene, 1-... 14.780 18.4 ug/l 534766 4 12.024 1457190 50.0
Biphenyl 15.207  10.3 ug/l 299522 4 12.024 1457190 50.0
Naphthalene, 1,... 15.481 8.5 ug/l 248141 4 12.024 1457190 50.0
Naphthalene, 2,... 15.609 8.3 ug/l 241970 4 12.024 1457190 50.0
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