LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044211.D

Acq On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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\82X112124W.M

Title : SW846 8260

Signal : TIC: VXe44211.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.142 6 9 20 rVB 150434 156463 12.36% 1.427%
2 1.264 26 29 33 rBV 33389 29982 2.37% 0.273%
3 1.368 43 46 52 rBV 72042 77027 6.08% 0.703%
4 1.550 69 76 77 rBvV5 18160 33164 2.62% 0.302%
5 1.703 98 101 107 rVB3 48404 73098 5.77% 0.667%
6 1.922 133 137 145 rVB2 22675 32388 2.56% 0.295%
7 2.947 298 305 313 rBV7 5746 14510 1.15% 0.132%
8 3.081 321 327 338 rVB3 5734 12748 1.01% 0.116%
9 3.434 376 385 392 rBV2 8019 18553 1.47% 0.169%
10 3.690 415 427 436 rBvV2 13688 40688 3.21% 0.371%
11 5.385 693 705 713 rBV2 70487 207532 16.39% 1.893%
12 5.544 722 731 748 rVB2 110507 331668 26.20% 3.025%
13 5.836 769 779 789 rBV7 7852 27976 2.21% 0.255%
14 5.952 789 798 805 rVV 86905 228401 18.04% 2.083%
15 6.031 805 811 825 rVB 83473 227276 17.95% 2.073%
16 6.611 898 906 914 rVB4 5373 13763 1.09% 0.126%
17 6.757 922 930 947 rBV 182409 457726 36.15% 4.175%
18 7.251 1006 1011 1018 rBV3 6952 17186 1.36% 0.157%
19 7.373 1023 1031 1039 rVB3 28301 65316 5.16% 0.596%
20 8.647 1234 1240 1247 rVWV 397523 630289 49.78% 5.749%
21 8.714 1247 1251 1268 rVB 188381 311892 24.63% 2.845%
22 9.488 1373 1378 1386 rBV5 9633 17996 1.42% 0.164%
23 10.055 1465 1471 1485 rVB2 393252 631298 49.86% 5.758%
24 10.195 1485 1494 1503 rVB 37156 61033 4.82% 0.557%
25 10.299 1503 1511 1518 rBV 159234 227460 17.97% 2.075%
26 10.640 1562 1567 1577 rVB 75777 106511 8.41% 0.971%
27 10.756 1582 1586 1595 rBV 27222 43712 3.45% 0.399%
28 11.079 1634 1639 1650 rBV 316749 418184 33.03% 3.814%
29 11.293 1670 1674 1682 rBV5S 12325 26564 2.10% 0.242%
30 11.384 1684 1689 1694 rvv2 37783 79857 6.31% 0.728%
31 11.451 1697 1700 1708 rVB3 25940 44170 3.49% 0.403%
32 11.573 1716 1720 1723 rBV2 22520 30889 2.44% 0.282%
33 11.610 1723 1726 1734 rVV2 43116 64669 5.11% 0.590%
34 11.683 1734 1738 1745 rVWV 82127 110874 8.76% 1.011%
35 11.750 1745 1749 1760 rVB 101548 131271 10.37% 1.197%

36 11.988 1782 1788 1791 rBV 590371 750415 59.27%  6.845%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044211.D

Acq On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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\82X112124W.M
Title : SW846 8260

37 12.018 1791 1793 1800 rVV 415655 538439 42.53% 4.911%
38 12.085 1800 1804 1810 rVB 37619 55926 4.42% ©.510%
39 12.219 1821 1826 1837 rBV 911933 1266114 100.00% 11.548%
40 12.311 1837 1841 1853 rVV5 53501 128897 10.18% 1.176%

41 12.420 1855 1859 1863 rVV3 18250 32192 2.54%  0.294%
42 12.463 1863 1866 1873 rVv2 12357 23182 1.83% 0.211%
43 12.530 1873 1877 1879 rVVv2 15893 22308 1.76% ©.203%
44 12.555 1879 1881 1884 rVV 17378 19591 1.55% ©0.179%
45 12.609 1885 1890 1894 rVV 27060 41885 3.31% ©.382%
46 12.652 1894 1897 1901 rVV5 11526 19607 1.55% ©0.179%
47 12.701 1901 1905 1914 rVB6 10236 25163 1.99% ©.230%
48 12.811 1915 1923 1926 rVW4 16386 38999 3.08% ©.356%
49 12.847 1926 1929 1933 rwv2 10557 14775 1.17% ©.135%
50 12.920 1933 1941 1944 rVW4 26256 52238 4.13% 0.476%
51 12.963 1944 1948 1956 rVWV 28647 47841 3.78% 0.436%
52 13.042 1956 1961 1964 rVv7 6489 13061 1.03% 0.119%
53 13.073 1964 1966 1973 rVB4 6154 12995 1.03% 0.119%
54 13.170 1978 1982 1985 rBV2 13168 19360 1.53% 0.177%
55 13.268 1993 1998 1999 rBV2 29025 35781 2.83% 0.326%
56 13.292 1999 2002 2008 rVB2 35549 52162 4.12% ©0.476%
57 13.420 2019 2023 2025 rBV3 21055 29489 2.33% 0.269%
58 13.457 2025 2029 2034 rVB 274932 313684 24.78% 2.861%
59 13.609 2046 2054 2061 rBV2 106549 174440 13.78% 1.591%
60 13.676 2061 2065 2071 rVV2 59072 81621 6.45% 0.744%
61 13.750 2072 2077 2078 rVV3 23226 35219 2.78% ©.321%
62 13.774 2078 2081 2088 rVV 47064 72092 5.69% ©0.658%
63 13.847 2088 2093 2099 rVB4 54797 93327 7.37% 0.851%
64 13.920 2099 2105 2116 rBV7 48430 113949 9.00% 1.039%
65 14.036 2120 2124 2127 rVW 70393 75405 5.96% ©.688%
66 14.140 2137 2141 2143 rBV 21982 25785 2.04% ©.235%
67 14.225 2149 2155 2159 rBV3 69441 114454 9.04% 1.044%
68 14.268 2159 2162 2165 rVB2 16086 16376 1.29% 0.149%
69 14.323 2167 2171 2172 rBV4 10593 13022 1.03% ©.119%
70 14.347 2172 2175 2177 rBV3 12850 15877 1.25% 0.145%
71 14.432 2183 2189 2193 rVB2 31269 50732 4.01% ©.463%
72 14.475 2193 2196 2206 rVBS5 39837 87244 6.89% 0.796%
73 14.566 2206 2211 2214 rBV6 11536 19718 1.56% ©.180%
74 14.634 2215 2222 2226 rBV3 112485 238294 18.82% 2.174%
75 14.670 2226 2228 2232 rVB2 21455 23959 1.89% ©0.219%
76 14.725 2233 2237 2239 rBV4 11160 16197 1.28% 0.148%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044211.D

Acq On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 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\82X112124W.M

Title : SW846 8260

77 14.755 2239 2242 2244 rVWV 89707 101866 8.05% 0.929%
78 14.780 2244 2246 2250 rVV 58816 69702 5.51% 0.636%
79 14.847 2254 2257 2260 rVB4 18735 24143 1.91% 0.220%
80 14.914 2263 2268 2273 rBV8 8833 19118 1.51% 0.174%
81 15.103 2294 2299 2301 rBV5 16924 28843 2.28% 0.263%
82 15.182 2308 2312 2314 rBV3 26772 39474 3.12% 0.360%
83 15.207 2314 2316 2320 rVVv2 45734 59958 4.74% 0.547%
84 15.280 2324 2328 2331 rVBS 15102 20759 1.64% 0.189%
85 15.371 2340 2343 2347 rBVS 18387 27654 2.18% 0.252%
86 15.487 2356 2362 2367 rBv2 93340 146756 11.59% 1.339%
87 15.560 2369 2374 2379 rBvV 212336 313659 24.77% 2.861%
88 15.609 2379 2382 2386 rVB2 29685 43446 3.43% 0.396%
89 15.883 2423 2427 2433 rVB5 18234 33584 2.65% 0.306%
90 15.987 2441 2444 2448 rVB6 14088 20212 1.60% 0.184%
91 16.030 2448 2451 2456 rVB4 17241 25649 2.03% 0.234%
92 16.091 2456 2461 2469 rBV7 26640 65212 5.15% 0.595%
93 16.371 2501 2507 2515 rBV2 58405 99613 7.87% 0.909%

Sum of corrected areas: 10963597
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

Abundance TIC: VX044211.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 Propane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.142  23.59 ug/l 156463  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propene 42 C3H6 000115-07-1 9
3 Cyclopropene 40 C3H4 002781-85-3 2
4 Oxiranemethanol, (R)- 74 C3H602 057044-25-4 2
5 (R)-(-)-2-Amino-1-propanol 75 C3HONO 035320-23-1 2

Abundance Scan 9 (1.142 min): VX044211.D\data.ms (-6) (-) m/z 44.05 100.00%

44.0
5000 Mﬁ\\vvvvavww//wwA
381 AR RAERRTaEEEE
‘ ‘ 1.201.301.401.50
Ol e e M/Z 43,10 91.25%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
5000 RN R RN RN R R
1.201.301.401.50
44.0 y
m/z 39.10  79.34%
15.0 38.0 H
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
41.0
H\‘\\\\‘\\\\‘\\\\‘\\\\‘H
1.201.301.401.50
5000 m/z 41.05 54.65%
TTTTTTTTTITTT HH‘HH‘HH‘HH‘HH TTTT T TT T TT T ITTTIT[TTITT
m/z-->
Abundance #54: Cyclopropene
m/z 38.10 22.70%
i NA\KMAvwﬁuMw~»~u
TTTTTT T[T T T T[T T T TTTI[TTTIT HH‘HH‘HH‘\H ‘HH‘HH TTTT TTT TTTT TTTT TTTT TTTT L
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Butane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.368 11.61 ug/l 77027  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane 58 C4H10 000106-97-8 80
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 40
3 Isobutane 58 C4H10 000075-28-5 9

4 Butanal, 2,2-dimethyl- 100 C6H120 002094-75-9 9
5 Propane, 1-nitro- 89 C3H7NO2 000108-03-2 9

Abundance  Scan 46 (1.368 min): VX044211.D\data.ms (-43) (-) m/z 43.10 100.00%

3.1
5000
M 58"1 1.20 140 1.60 1.80
bl o881 m/z 41.10  36.71%
miz-> 20 40 60 80 100 120 140
Abundance #265: Butane
43.0
5000 L L B L L L B B B
27.0 1.20 140 1.60 1.80
58.0 m/z 39.10 20.46%
OH“““"H‘i‘lHN“‘H“HH‘HH‘HH“
m/z--> 20 40 60 80 100 120 140
Abundance
43.0
\‘\\\\‘\\\\‘\\\\‘\
1.20 140 1.60 1.80
5000 m/z 58.10 15.62%
\\\\\\\\\\\\‘\\\\‘\\\\\\\\\\\\\
m/z-->
Abundance #266: Isobutane e D
m/z 42.05 14.39%
T T T T T T T M
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Butane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.703 11.02 ug/l 73098 Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 52
3 Oxirane, ethyl- 72 C4H80 000106-88-7 45
4 2-Azidopropane 85 C3H7N3 000691-57-6 38
5 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 28
Abundance  Scan 101 (1.703 min): VX044211.D\data.ms (-98) (-) m/z 41.10 100.00%
4111
R AamEREE S s
20 1211432 1873 2249 258 1.401.60 1.802.00
Ot "u!wm"w"w‘m"mwmww"ww‘(“ m/z 43.05 97.20%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #813: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
1.40 1.60 1.80 2.00
15.0 m/z 42.05 92.32%
‘ M ‘72.0
O e e e e e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance
42.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘
1.40 1.60 1.80 2.00
5000 m/z 57.05 58.76%
\‘HH TTTT HH‘HH‘HH‘HH‘HH HH‘HH‘HH TTTT[TTTTI[TTITITI 711
m/z-->
Abundance #766:0Xirane,ethy|- T T T T T T T[T T
T TTTT LU LU LU
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 117.57 ug/1 1266110 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 43
5 Carbonic acid, heptyl prop-1l-en-... 200 C11H2003 1000382-54-1 43
Abundance Scan 1826 (12.219 min): VX044211.D\data.ms (-1821) (-t  m/z 57.05 100.00%
57.0
5000 A¥\
83.0 —— ——
39‘ ‘ 112.2 12.00 12.50
0l s Ao b ES A2 1643 0 nyz 41,18 42.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 1 T
12.00 12.50
29.0 83.0 m/z 43.05 33.57%
IR =Y.
0“““H““‘_““ e
m/z--> 60 80 100 120 140 160
Abundance
57.0
T ‘ T T ‘ T
12.00 12.50
5000 m/z 55.05 29.35%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #15686: 2-Propyl-1-pentanol I
m/z 70.10 20.93%
UU L e e e e /\MJK\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 2-Ethylhexanal ethylene gly... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.457  29.13 ug/1 313684 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylhexanal ethylene glycol a... 172 C10H2002 1000431-01-2 59
2 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 42
3 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 36
4 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 36
5 Benzeneacetonitrile, .alpha.-[(1... 232 C12H12N203 074782-23-3 9
Abundance Scan 2029 (13.457 min): VX044211.D\data.ms (-2025) (- m/z 73.05 100.00%
73.0
5000 AL
o
45.0 L 13.50
Obrrrrrethit 991 1432 1711 270y p 45,05 11.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47116: 2-Ethylhexanal ethylene glycol acetal
73.0
5000 T
13.50
m/z 41.10 8.85%
45.0
o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
T ‘ T
13.50
5000 m/z 57.10 4.77%
\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #46999: 1,3-Dioxolane, 2-heptyl- I
\\\‘\‘\‘\\"‘\\\\‘\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 2-Heptenal, 2-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.609 16.20 ug/l 174440 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptenal, 2-propyl- 154 C10H180 034880-43-8 93
2 2,4-Pentadien-1-01, 3-pentyl-, (... 154 C10H180 1010142-19-7 64
3 3-Cyclopentylpropionic acid, 3,5... 254 C14H16F202 1000293-58-5 35
4 2-Acetyl-3,4,5,6-tetrahydropyridine 125 C7H11NO 027300-27-2 27
5 4H,5H,6H,7H,8H-2,1,3-Cyclohepta[... 154 C7H10N202 1000411-31-9 25

Abundance Scan 2054 (13.609 min): VX044211.D\data.ms (-2046) (- m/z 41.10 100.00%

41.1
5000 83.1 125.1 154.2
—— ——
I ‘ 13.50 14.00
0 Ml e 22420 m/z 55.10 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31015: 2-Heptenal, 2-propyl-
41.0
125.0
5000 83.0 154.0 o .
13.50 14.00
m/z 43.10 51.11%
obr bk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
83.0
41.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 83.10 51.11%
\‘HH‘HH‘\H\‘HH‘\\H‘\H\ TTTT \\H‘\H\‘HH‘\\H‘\H\‘
m/z-->
\ \

Abundance #140324: 3-Cyclopentylpropionic acid, 3,5-difluorophenyl

m/z 81.10 48.85%

-

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.225 10.63 ug/l 114454  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# 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-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 64
4 1-Methylindan-2-one 146 C1eH1e0 035587-60-1 64
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 55
Abundance Scan 2155 (14.225 min): VX044211.D\data.ms (-2149) (- m/z 131.00 100.00%
131.0
5000 411
105.1 AJ\’M
770 e Pl ety
14.00 14.50
162.2 196.2 :
0 n}w‘h 219 sz 118,10 73.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 Ml o A
14.00 14.50
m/z 146.05 58.44%
0! ‘JMwwh‘_‘H_‘u‘u‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
131.0
14.00 14.50
5000 m/z 41.10 42.76%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ M
m/z-->
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- ‘ ‘
m/z 117.10 39.53%
TTTT TTTT TT M\JVL\JMJU\/\/
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.634  22.13 ug/1 238294 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C1l1H1e 000264-09-5 93
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 90

Abundance Scan 2222 (14.634 min): VX044211.D\data.ms (-2215) (- m/z 142.05 100.00%

14p.1
5000 115.1
41.1 T T
30 ggg 196.1 14.50 15.00
0 L1690 1961 2 141.65  84.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —— ——
115.0 14.50 15.00
m/z 115.05 41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
T ‘ T T ‘ T
14.50 15.00
5000 m/z 41.10 18.17%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LAMN
m/z-->
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- ‘ I
\\\\“\\H\\“‘\‘\H\H\‘\‘\‘\\‘\\\‘!‘\\\\w\\\\\\\\\\\\\\\\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.487 13.63 ug/1 146756 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
3 Hexadecane 226 C16H34 000544-76-3 62
4 Nonadecane 268 C19H40 000629-92-5 62
5 Tetradecane 198 (C14H30 000629-59-4 58
Abundance Scan 2362 (15.487 min): VX044211.D\data.ms (-2356) (. m/z 57.10 100.00%
57.1
7 WMAVAﬂWAJApkaMA/\W
141.0 I
99.0 ‘ ‘ 15.50
ol AL L howt i dfra2 2122 m/z 43.10  85.27%
m/z--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
5000 R
15.50
0y
99.0 m/z 71.05 67.17%
olzsol ||| w0 220
m/z--> 50 100 150 200 250
Abundance
57.0
T ‘ T
15.50
5000 m/z 41.05 57.56%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T M\J\Kw\/
m/z-->
Abundance #107220: Hexadecane I
m/z 85.20 45.03%
T H‘\ ‘\“ ‘H T “H‘ \‘H‘\ ““ \“ ot T T L —— N\MJM\/\I
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121024\
Data File : VX044211.D

Acqg On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.560 29.13 ug/1 313659 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 95
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 90
3 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 87
4 2H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H1802 1000196-74-3 83
5 3-(4-tert-Butylphenyl)propanoic ... 206 C13H1802 001208-64-6 76

Abundance Scan 2374 (15.560 min): VX044211.D\data.ms (-2369) (- m/z 191.15 100.00%
191.2

5000

>»

57.0 91.1 131.0 163.1 w15\50w T

H“H‘wuwmh‘mWysL‘NMW\JWupMH‘kH‘_‘JWW‘??ﬁf m/z 57.05 21.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
\

o

5000 T
15.50
. 131.0 1630 m/z 131.00  20.61%
29.0, ‘ L \‘ ‘ ‘
O e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
191.0
L T
15.50
5000 m/z 206.15 19.83%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z-->

Abundance  #82783: 3-(4-(tert-Butyl)phenyl)-2-methylpropan-1-ol I i

m/z 91.10 18.01%

-

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121024\
Data File : VX044211.D

Acq On : 10 Dec 2024 16:23
Operator : JC/MD

Sample : P5243-02 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X112124W.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|
Propane 1.142 23.6 ug/l 156463 1 5.544 331668 50.0
Butane 1.368 11.6 ug/l 77027 1 5.544 331668 50.0
Butane, 2-methyl- 1.703 11.0 wug/l 73098 1 5.544 331668 50.0
1-Hexanol, 2-et... 12.219 117.6 wug/l 1266110 4 12.024 538439 50.0
2-Ethylhexanal ... 13.457 29.1 wug/l 313684 4 12.024 538439 50.0
2-Heptenal, 2-p... 13.609 16.2 ug/l 174440 4 12.024 538439 50.0
Naphthalene, 1,... 14.225 10.6 wug/l 114454 4 12.024 538439 50.0
Naphthalene, 1-... 14.634 22.1 ug/l 238294 4 12.024 538439 50.0
Pentadecane 15.487 13.6 ug/l 146756 4 12.024 538439 50.0
Phenol, 2,6-bis... 15.560 29.1 wug/l 313659 4 12.024 538439 50.0
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