LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X052924W.M

Title : SW846 8260

Signal : TIC: VX@41704.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 22 26 36 rBV2 16651 33177 1.45% 0.156%
2 5.385 695 705 721 rBV2 88960 258083 11.30% 1.214%
3 5.550 721 732 747 rVWW 146666 418845 18.34% 1.970%
4 5,958 787 799 818 rBV 92417 243487 10.66%  1.145%
5 6.763 920 931 945 rBV 222280 532824 23.33% 2.506%
6 8.647 1234 1240 1250 rBV 465880 727290 31.85% 3.421%
7 10.055 1466 1471 1486 rVB 477940 660423 28.92%  3.106%
8 10.305 1500 1512 1517 rBV3 13484 33189 1.45% 0.156%
9 10.360 1517 1521 1532 rVB 33593 46232 2.02% 0.217%
10 10.781 1582 1590 1594 rBV 17732 25815 1.13% 0.121%
11 10.860 1594 1603 1607 rBV3 13400 27578 1.21% 0.130%
12 10.945 1612 1617 1622 rVB2 22673 32787 1.44% 0.154%
13 11.079 1634 1639 1651 rVB 429840 593255 25.98% 2.790%
14 11.189 1651 1657 1660 rBV3 21002 29378 1.29% 0.138%
15 11.378 1684 1688 1693 rVV 21695 38356 1.68% ©0.180%
16 11.427 1693 1696 1701 rVV3 24586 49886 2.18% 0.235%
17 11.476 1701 1704 1711 rVB 141629 165032 7.23% 0.776%
18 11.616 1722 1727 1733 rVB4 20415 45075 1.97% 0.212%
19 11.713 1740 1743 1746 rBV 31027 33964 1.49% 0.160%
20 11.756 1746 1749 1759 rVB 39341 76684 3.36% 0.361%
21 11.890 1768 1772 1776 rVB4 19475 28056  1.23% 132%
22 11.945 1776 1781 1783 rBV2 26427 36127 1.58% 170%

23 12.018 1788 1793 1799 rBV 554231 745079 32.63%
24 12.103 1799 1807 1815 rBV 587450 782024 34.25%
25 12.171 1815 1818 1821 rVB 24068 24928 1.09%
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26 12.219 1821 1826 1838 rBV 1808714 2283486 100.00% 10.
27 12.317 1838 1842 1849 rVB4 54121 102035 4.47%
28 12.421 1849 1859 1864 rBV 248885 323518 14.17%
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29 12.463 1864 1866 1872 rVB4 35566 56644  2.48% 266%
30 12.555 1872 1881 1883 rBVS5 48697 105816 4.63% 498%
31 12.683 1898 1902 1906 rBV3 29067 49163 2.15% ©0.231%
32 12.762 1912 1915 1917 rBV3 40769 50177 2.20% 0.236%
33 12.792 1917 1920 1922 rVWV2 50218 58482 2.56% 0.275%
34 12.817 1922 1924 1927 rVB2 46435 46826 2.05% ©.220%
35 12.859 1927 1931 1935 rBV 255094 373741 16.37% 1.758%
36 12.969 1946 1949 1955 rBV3 135624 197904 8.67% 0.931%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X052924W.M
Title : SW846 8260
37 13.042 1956 1961 1963 rVvV3 60949 86240 3.78%  0.406%
38 13.067 1963 1965 1967 rVV 104220 112577 4.93% 0.530%
39 13.103 1967 1971 1972 rVV2 364139 475617 20.83% 2.237%
40 13.128 1972 1975 1985 rvwV 661961 1107644 48.51% 5.210%
41 13.213 1985 1989 1994 rVV 686707 867709 38.00% 4.081%
42 13.268 1994 1998 2001 rvV 380769 504884 22.11% 2.375%
43 13.292 2001 2002 2007 rVB3 124651 118526 5.19% 0.557%
44 13.384 2013 2017 2019 rBV2 82766 92224 4.04% 0.434%
45 13.420 2019 2023 2032 rVV 1532366 1911043 83.69%  8.989%
46 13.506 2033 2037 2041 rVV 100294 145802 6.39% 0.686%
47 13.585 2047 2050 2055 rVB6 27011 37369 1.64% 0.176%
48 13.707 2060 2070 2073 rBV 224095 433607 18.99% 2.039%
49 13.798 2083 2085 2088 rVB3 28279 24987 1.09% 0.118%
50 13.841 2088 2092 2097 rBV5 120418 262604 11.50% 1.235%
51 13.890 2097 2100 2105 rBV 107918 148067 6.48% 0.696%
52 14.036 2120 2124 2128 rVB 440201 441405 19.33% 2.076%
53 14.073 2128 2130 2133 rBV2 37076 41543 1.82% 0.195%
54 14.103 2133 2135 2138 rVW2 28663 28447 1.25% 0.134%
55 14.134 2138 2140 2143 rVB3 34835 33616 1.47% ©.158%
56 14.195 2146 2150 2164 rVV2 1248822 1803273 78.97% 8.482%
57 14.371 2176 2179 2181 rBV 33805 35532 1.56% 0.167%
58 14.402 2181 2184 2188 rBV2 203669 264638 11.59%  1.245%
59 14.475 2193 2196 2198 rBv2 96709 132158 5.79% 0.622%
60 14.573 2206 2212 2215 rBv4 137169 263690 11.55% 1.240%
61 14.615 2215 2219 2225 rVv4 232341 416761 18.25% 1.960%
62 14.670 2225 2228 2234 rVB3 64096 112342 4.92% 0.528%
63 14.755 2238 2242 2245 rBV 474560 482264 21.12% 2.268%
64 14.792 2245 2248 2251 rBV5 84460 97821 4.28% 0.460%
65 14.914 2264 2268 2283 rVB3 234704 519657 22.76% 2.444%
66 15.182 2308 2312 2314 rBV2 91696 131253 5.75% 0.617%
67 15.213 2314 2317 2320 rVV 137052 176083 7.71% 0.828%
68 15.274 2324 2327 2331 rVB3 66484 87147 3.82% 0.410%
69 15.377 2340 2344 2347 rBV3 32151 48461 2.12% 0.228%
70 15.487 2357 2362 2368 rBV 258443 375035 16.42% 1.764%
71 16.371 2503 2507 2515 rVB 61326 105540 4.62%  0.496%

Sum of corrected areas: 21260932
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041704.D\data.ms

1500000
1000000

500000

5.38?'550 5.958

OT#*Z‘{GWHHwHwHHwHwHHwHwHHwHwHHwHwH*wHwmewwwmwwwHHMH‘\W‘/\\W/NW\W/Nm

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: VX041704.D\data.ms

1500000

1000000

500000 8.647 10.055 11.079

11.47¢
0 1§ 100960 10/TAd50451 1801 BARY

T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘_,
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX041704.D\data.ms

13.420

1500000
14.195

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1 Eucalyptol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.104 52.48 ug/l 782024  1,4-Dichlorobenzene-d4 12.024
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 87
3 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 37
4 2-Cyclohexen-1-0l, 1-methyl-4-(1... 154 C10H180 029803-82-5 35
5 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
Abundance Scan 1807 (12.103 min): VX041704.D\data.ms (-1799) (- | m/z 43.00 100.00%
43.0
81.0
5000 108.1
154.1
—5 —
3 13611 12.00 12.50
0l TR A m/z 81.88  55.55%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 — ~—
154.0 12.00 12.50
m/z 71.00 46.84%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3
m/z--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
— 3
69.0 12.00 12.50
5000 108.0 154.0 m/z 108.10 42.26%
O
0 SRR 8 AT R A A
m/z--> 20 40 60 80 100 120 140 160
Abundance #31129: 4-Isopropyl-1-methylcyclohex-2-enol —r —
43.0 12.00 12.50
m/z 41.10 38.93%
5000
71.0 139.0
93.0 111.0
0 ‘2‘6\-‘9 i m Ll “‘m \ ! e as = :
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\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.219 153.24 ug/1 2283490 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 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 47
Abundance Scan 1826 (12.219 min): VX041704.D\data.ms (-1821) (- m/z 57.10 100.00%
57.1
5000 41.0
83.0
12 00 12 50
1121
0 HWH“,‘Mw!‘_M‘“‘JH‘MHHE??‘?WM m/z 40.21%
miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 ‘ ‘
41.0 12. oo 12.50
83.0 m/z 32.50%
Ot T \‘\“\ \"‘\ T T \“‘\ T “‘1 T \“ \1\1\‘2.\0‘ LB e
miz-> 20 40 60 80 100 120 140
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
12 00 12 50
5000 m/z 28.90%
41,0
‘ 83.0
o180 bl “1 o M20
miz--> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0 12. 00 12.50
m/z . 23.57%
5000
41,0
85.0 113.0
o‘1‘5‘9»‘”,‘«‘Hw_m‘_‘:‘mw\_”mm‘l‘}?-ﬁ" — —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Cyclooctane, methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.103  31.92 ug/l 475617 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, methyl- 126 CSH18 001502-38-1 64
2 1-Undecene, 8-methyl- 168 C12H24 074630-40-3 52
3 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 50
4 3-Heptene 98 C7H14 000592-78-9 46
5 3-Heptene, (E)- 98 C7H14 014686-14-7 46
Abundance Scan 1971 (13.103 min): VX041704.D\data.ms (-1967) (- | m/z 41.10 100.00%
41.1
69.1
5000 98.0
1300  13.50
126.1 : :
0’ ol AATO 88D s 55 10 97.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13198: Cyclooctane, methyl-
55.0
5000 S —
13.00 13.50
29.0 83.0 ‘ 111.0 m/z 57.10  96.34%
O\\\\‘\‘}\\‘i\\\ \\“‘!‘\\}“\\i\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #43503: 1-Undecene, 8-methyl-
43.0
—— —
69.0 13.00 13.50
5000 m/z 43.10 84.98%
97.0
L ‘ ‘ 125.0
ob 2z WLl L 1680
m/z--> 20 40 60 80 100 120 140 160
Abundance #15698: 1-Heptanol, 6-methyl- T —
410 | 600 13.00 13.50
m/z 69.10 80.37%
5000
15.0 97.0
ol 1 s0
e = —r=
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 2-Undecene, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.128 74.33 ug/1 1107640 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 64
2 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 53
3 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 45
4 3-Penten-2-one, (E)- 84 C5H80 003102-33-8 43
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 43

Abundance Scan 1975 (13.128 min): VX041704.D\data.ms (-1972) (- m/z 69.10 100.00%

69.1
41.1
5000
T

| H %‘F 511 13.00 13.50
bl 1082 1311 A521 e, 56,10 71.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #43522: 2-Undecene, 4-methyl-
69.0
5000 410 e AS
13.00 13.50

m/z 41.10 60.97%

97.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45172: 2-Propenoic acid, 2-methyl-, hexyl ester
69.0
e

o

—
4L.0 87.0 13.00 13.50
5000 ITI/Z 43.10 58.36%
0 15.0 H ‘\ “\ | I 113.0
R LA L e I o A
m/z--> 20 40 60 80 100 120 140 160
Abundance #15699: 1-Heptanol, 4-methyl- T —T
41.0 69.0 13.00 13.50
m/z 70.10 49.87%
5000
15.0 ‘ 97.0
oHW!"‘M‘H‘_H‘“MH_m_m‘mw”” = — =
m/z--> 20 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 (S)-(+)-6-Methyl-1-octanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.213  58.23 ug/l 867709 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 91
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 59
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 53
4 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 50
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 50

Abundance Scan 1989 (13.213 min): VX041704.D\data.ms (-1985) (- m/z 55.10 100.00%
55.1

97.0
5000

148.1
0’ 7 790, ) 1189 14811672 o7 o5 65.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000

m/z 41.10 55.72%

29.0 ‘
\\\’\‘\“\\“‘\\1 “\‘ 1.\()“‘1‘\\1“\\‘\\]‘-\27\.\0\‘\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0

o

5000 m/z 56.10 45 ,59%
27.0 ‘
AT 0 Y O
mlz--> 20 40 60 80 100 120 140 160
Abundance #7539: 1-Heptene, 3-methyl- = —7
55.0 13.00 13.50

m/z 70.05 45.46%

5000
29.0
‘ “ ‘ 83.0
0 | qum“u‘ | 1120

R T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.268 33.88 ug/l 504884 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 80
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80

Abundance Scan 1998 (13.268 min): VX041704.D\data.ms (-1994) (- m/z 57.10 100.00%

57.1
5000 85.1

T
170.2 13.00 13.50

112.1
0 m‘m“i‘:HHH‘_J‘H‘!mJ‘_mu_}‘4‘1“1‘“HMWWWW m/z 43.05 85.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
5000 e =
85.0 13.00 13.50

m/z 71.10 60.36%

29.0 0.0
112.0 17
\\\‘\‘\‘\\‘\\\H‘\\“\\“l\\\H‘\\U\‘\‘\]\-\4"]-\9\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

T
13.00 13.50

o

5000 m/z 41.10 44.08%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e R R B B e B R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane T —
57.0 13.00 13.50

m/z 85.10 37.73%

5000
85.0
29.0
o 300 seo /Wl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1-Nonanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.420 128.24 ug/l 1911040 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cycloheptane 98 C7H14 000291-64-5 87
3 Nonyl chloroformate 206 C1OH19C102 057045-82-6 86
4 Cyclopropane, 1-ethyl-2-heptyl- 168 C12H24 074663-86-8 72
5 Isopropylcyclobutane 98 C7H14 000872-56-0 62
Abundance Scan 2023 (13.420 min): VX041704.D\data.ms (-2019) (- | m/z 56.05 100.00%
56.0
‘ 1350
132.1 .
0 R09.1TSE 1681 m/z 55.05  97.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24382: 1-Nonano!
56.0
5000 T
83.0 13.50
29.0 m/z 41.10 89.99%
0 " “\ \Hw 126.0
T \\‘!\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3713: Cycloheptane
56.0
—=
98.0 13.50
5000 m/z 70.05 76.56%
29.0
ol -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81966: Nonyl chloroformate T
56.0 13.50
m/z 43.10 74.23%
5000 83.0
29.0
obreep e b 1260 1710 200 \_
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 1-Decanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.195 121.01 ug/l 1803270 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 1-Dodecanol 186 C12H260 000112-53-8 87
3 2-Dodecene, (Z)- 168 C12H24 007206-26-0 87
4 1-Undecene 154 C11H22 000821-95-4 86
5 Dichloroacetic acid, decyl ester 268 C12H22C1202 083005-00-9 86

Abundance Scan 2150 (14.195 min): VX041704.D\data.ms (-2146) (] ' m/z 55.10 100.00%

55.1
83.1
5000

1121 = S
‘ H 1401 14.00 14.50
0 0 1690 1983 0 n/z a1.10 92.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34602: 1-Decano
70.0
43.0
5000 T S
97.0 14.00 14.50
m/z 70.05 85.72%

o

Mrl‘lo'o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61033: 1-Dodecano
55.0
83.0

I T
14.00 14.50

5000 m/z 43.10 83.23%
29.0
111.0
140.0
| L e
O bt bbb WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43478: 2-Dodecene, (2)- T —
55.0 14.00 14.50

m/z 56.10 81.75%

5000
29.0 83.0
111.0 168.0
| ‘\L “\ , 1400 |

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.756  32.36 ug/l 482264  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 2242 (14.755 min): VX041704.D\data.ms (-2238) (| | m/z 57.85 100.00%
7.0

5
5000

S —~

99.0 14.50 15.00
1410 1982

ok “\Lw‘w‘ﬁ‘ﬂ‘”‘m;‘,“ 2808 nyz 43.10  80.21%

m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0

5000 — .
14.50 15.00

m/z 71.10 66.61%

99.0
T z\a\\o‘\“ ‘ H‘\ ‘!‘ \“‘ T ““ IH T “]\-4}.’() T T T 1\9?-0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0

— — T
14.50 15.00

5000 m/z 41.10 44.95%

99.0
a0, | | | ||, 1410 1830 2260
m/z--> 50 100 150 200 250

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester — ——
57.0 14.50 15.00

m/z 85.10  43.76%

5000
97.0
260 | W M‘M 1390 1820 2240 297,
: . =

: &
miz--> 50 100 150 200 250 14.50 15.00

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.014  34.87 ug/l 519657  1,4-Dichlorobenzene-dd  12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, no... 540 C17H19F1502 1000406-03-9 87

2 Cyclopropane, octyl- 154 C11H22 001472-09-9 87
3 1-Tridecene 182 C13H26 002437-56-1 87
4 1-Undecanol 172 C11H240 000112-42-5 87
5 Chloroacetic acid, undecyl ester 248 C13H25Cl02 005458-29-7 86

Abundance Scan 2268 (14.914 min): VX041704.D\data.ms (-2264) (- m/z 43.10 100.00%

43.1
5000 7.1
145.1 —
‘ ‘ 15.00
ol ‘m‘ L“‘\“‘w‘M\uuz‘og?ﬁ‘_m‘m‘_m_m_ m/z 55.10  96.71%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #342802: Pentadecafluorooctanoic acid, nonyl ester
43.0
5000 L
70 15.00
m/z 41.10 96.42%
ol L | ‘ ‘ |, 1702100 2810 3690 455,
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #31425: Cyclopropane, octyl-
55.0
—r
15.00
5000 ITI/Z 69.05 82.54%
L 0
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56947: 1-Tridecene —
43.0 15.00
m/z 56.05 74.80%
B | M\NKJ\A\JLW
L o
0l ‘MH‘,H'H‘Hmm‘_me_m‘mw —
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041704.D

Acqg On : 03 Jun 2024 15:07
Operator : JC/MD

Sample : P2691-02 50X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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|
Eucalyptol 12.104 52.5 wug/l 782024 4 12.024 745079 50.0
1-Hexanol, 2-et... 12.219 153.2 wug/l 2283490 4 12.024 745079 50.0
Cyclooctane, me... 13.103 31.9 ug/l 475617 4 12.024 745079 50.0
2-Undecene, 4-m... 13.128 74.3 ug/l 1107640 4 12.024 745079 50.0
(S)-(+)-6-Methy... 13.213 58.2 wug/l 867709 4 12.024 745079 50.0
Dodecane 13.268 33.9 wug/l 504884 4 12.024 745079 50.0
1-Nonanol 13.420 128.2 wug/l 1911040 4 12.024 745079 50.0
1-Decanol 14.195 121.0 ug/l 1803270 4 12.024 745079 50.0
Tetradecane 14.756 32.4 ug/l 482264 4 12.024 745079 50.0
Pentadecafluoro... 14.914 34.9 wug/l 519657 4 12.024 745079 50.0
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