LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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\82X021723W.M

Title : SW846 8260

Signal : TIC: VX@34304.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.385 693 705 720 rBvV2 154580 452407 32.95% 3.771%
2 5.550 720 732 745 rVWV 260606 741494 54.01% 6.180%
3 5.952 787 798 818 rBV2 166776 453425 33.03% 3.779%
4 6.757 919 930 950 rBV 413861 992301 72.28%  8.270%
5 8.647 1227 1240 1254 rBV 901518 1372845 100.00% 11.442%
6 10.055 1465 1471 1477 rBV 840727 1151727 83.89% 9.599%
7 10.280 1503 1508 1518 rVB6 12177 27494  2.00%  0.229%
8 10.451 1531 1536 1543 rBV3 12548 19112 1.39% 0.159%
9 10.585 1556 1558 1566 rVB3 17334 29740 2.17% 0.248%
10 10.713 1573 1579 1582 rVB4 10071 13762 1.00% 0.115%
11 10.780 1586 1590 1594 rVV 47018 63942 4.66% ©.533%
12 10.860 1598 1603 1606 rVvVv4 21778 44640 3.25% 0.372%
13 10.890 1606 1608 1613 rVV3 23487 32619 2.38% 0.272%
14 10.945 1613 1617 1622 rVV5 13300 23220 1.69% 0.194%
15 11.000 1622 1626 1633 rVB4 25884 40049  2.92% 0.334%
16 11.079 1634 1639 1644 rVV 674587 865524 63.05% 7.214%
17 11.128 1644 1647 1650 rVB2 14110 18619 1.36% 0.155%
18 11.219 1655 1662 1665 rVV3 30823 54197 3.95% 0.452%
19 11.250 1665 1667 1672 rVB4 12250 17051 1.24% 0.142%
20 11.341 1677 1682 1686 rBV3 31469 61981 4.51% 0.517%
21 11.384 1686 1689 1694 rVB3 30949 47724  3.48% ©0.398%
22 11.481 1701 1705 1709 rBV3 37103 52814 3.85% 0.440%
23 11.524 1709 1712 1719 rVB5 19951 35268 2.57% 0.294%
24 11.603 1721 1725 1726 rBV 19069 21948 1.60% 0.183%
25 11.634 1727 1730 1733 rVB4 20888 26207 1.91% 0.218%
26 11.683 1734 1738 1741 rVB5 12973 19431 1.42% 0.162%
27 11.744 1741 1748 1759 rVB9 48290 145187 10.58% 1.210%
28 11.835 1759 1763 1766 rBV3 51767 82095 5.98% 0.684%
29 11.890 1769 1772 1776 rVB4 57077 78523 5.72% 0.654%
30 11.975 1782 1786 1789 rVB3 34904 43651 3.18% 0.364%
31 12.024 1789 1794 1800 rBV 815411 1053556 76.74% 8.781%
32 12.109 1805 1808 1810 rBv3 17137 19984 1.46% 0.167%
33 12.158 1813 1816 1819 rVB3 26854 29376 2.14% 0.245%
34 12.201 1819 1823 1826 rVB4 23624 38695 2.82% 0.323%
35 12.256 1826 1832 1836 rBV6 33109 76622 5.58% 0.639%

36 12.323 1838 1843 1847 rBV5 50346 114623  8.35% ©.955%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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\82X021723W.M
Title : SW846 8260
37 12.378 1847 1852 1856 rBV4 25192 44844  3.27%  0.374%
38 12.439 1859 1862 1864 rBV2 21056 27206 1.98% 0.227%
39 12.469 1864 1867 1872 rVB6 40786 82049 5.98% 0.684%
40 12.554 1875 1881 1885 rBVv4 68339 140692 10.25% 1.173%
41 12.676 1896 1901 1906 rBV7 37523 87162 6.35% 0.726%
42 12.737 1907 1911 1913 rVV3 48406 70890 5.16% 0.591%
43 12.762 1913 1915 1919 rwv2 31944 38341 2.79% 0.320%
44 12.817 1919 1924 1930 rVB4 156334 249780 18.19% 2.082%
45 12.890 1930 1936 1937 rBV3 51504 84590 6.16% ©.705%
46 12.920 1938 1941 1944 rVB2 60318 71251 5.19% 0.594%
47 12.957 1944 1947 1949 rBV3 22137 24539 1.79% 0.205%
48 12.987 1949 1952 1956 rBV3 94229 110703 8.06% 0.923%
49 13.091 1965 1969 1975 rBV5 47413 98744 7.19% 0.823%
50 13.207 1985 1988 1991 rBV2 61850 72820 5.30% 0.607%
51 13.292 1998 2002 2008 rVB4 110988 175873 12.81% 1.466%
52 13.347 2008 2011 2013 rBv2 33973 38891 2.83% 0.324%
53 13.420 2018 2023 2026 rBV6 95030 175954 12.82%  1.466%
54 13.493 2032 2035 2041 rBV4 46396 82570 6.01% ©.688%
55 13.585 2047 2050 2052 rBV3 33038 42718 3.11% ©0.356%
56 13.670 2061 2064 2067 rBV4 33914 46518 3.39% 0.388%
57 13.707 2067 2070 2072 rVW3 73277 79592 5.80% 0.663%
58 13.798 2081 2085 2089 rBvV2 114931 142198 10.36%  1.185%
59 13.847 2089 2093 2099 rBvV2 196199 274617 20.00% 2.289%
60 13.908 2099 2103 2110 rVB7 109438 229730 16.73% 1.915%
61 13.993 2114 2117 2119 rBV2 34156 40873  2.98% 0.341%
62 14.066 2126 2129 2132 rBV4 46059 59471 4.33% 0.496%
63 14.103 2132 2135 2137 rVV3 46486 49614 3.61% 0.414%
64 14.139 2138 2141 2143 rVWV 60938 66795 4.87% ©.557%
65 14.170 2143 2146 2147 rVV3 36348 44098 3.21% ©0.368%
66 14.213 2151 2153 2157 rVB3 50245 58395 4.25% 0.487%
67 14.304 2166 2168 2174 rBV6 24361 42743  3.11% 0.356%
68 14.420 2185 2187 2189 rBV3 24351 27723  2.02% 0.231%
69 14.548 2206 2208 2210 rBV2 20583 20708 1.51% 0.173%
70 14.615 2216 2219 2225 rBV 202180 264724 19.28% 2.206%
71 14.670 2225 2228 2232 rVB3 67673 95373 6.95% ©.795%
72 14.792 2244 2248 2251 rBV3 60742 78840 5.74% 0.657%
73 14.847 2254 2257 2261 rVB5 49825 65176 4.75% 0.543%
74 15.182 2310 2312 2314 rBV3 20942 25330 1.85% 0.211%
75 15.212 2314 2317 2321 rVB 114560 133236 9.71% 1.110%
76 15.414 2348 2350 2356 rVB4 32739 46989 3.42% 0.392%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX@34304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 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\82X021723W.M

Title : SW846 8260

77 16.084 2457 2460 2466 rBV8 13593 24200 1.76% ©0.202%
Sum of corrected areas: 11998413
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX034304.D\data.ms
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Abundance TIC: VX034304.D\data.ms
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Abundance TIC: VX034304.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 wunknownll.744 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.744 6.89 ug/l 145187 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,2-dimethyl-... 222 C16H30 074663-71-1 35
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 30
3 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 25
4 5-Hydroxypyrazine-2-carboxamide 139 C5H5N302 1000426-43-2 25
5 Bicyclo[2.2.1]heptane-7-methanol... 170 C10H1802 054831-21-9 22

Abundance Scan 1748 (11.744 min): VX034304.D\data.ms (-1741) (- m/z 55.05 100.00%

g
550 95.1
71.0 139.1
5000 111.2
39

(B }“ ik il Al L wsz ev.16 94.70%
m/z--> 20 40 60 80 100 120 140
Abundance #102205: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl
69.0
5000 41.0 111.0 e —
11.50 12.00

m/z 41.10 90.97%

\2‘4\..#\ f ‘H\ T \”1 T ‘1”\ T ‘iH\‘ \9\5&0‘ LI \1\3‘?9\ ]
miz--> 20 40 60 80 100 120 140
Abundance #29423: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0

o

83'0 T ‘ T T ‘ T
11.50 12.00
5000 m/z 57.10 83.61%
39.0
110.0 152.0
Wl H‘M \ \‘ L, 1340 |
O A T i I A R A
m/z--> 20 40 60 80 100 120 140
Abundance #7387: Ethanone, 1-cyclopentyl- T e
43.0 11.50 12.00
69.0 m/z 95.10 82.83%
5000
27.0 112.0
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Cyclohexane, pentyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.554 6.68 ug/l 140692 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58
2 2,2-Dicyclohexylbutane 222 C16H30 054890-02-7 53
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 47
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 47
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 43
Abundance Scan 1881 (12.554 min): VX034304.D\data.ms (-1875) (- m/z 83.10 100.00%
55.1 83.1
5000
154.2 — ‘
‘ ML ] 125.0 1250
O et el ll e b e m/z 55.10 96.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 —— :
12.50
m/z 97.10  75.87%
29.0 ‘ 154.0
O\‘\‘\‘\\““\\\“‘\“\‘}H\\“l\\\“]\-]\-]\"\?\1\3\3\-‘0\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102189: 2,2-Dicyclohexylbutane
55.0 830
N T
138.0 12.50 ]
5000 m/z 82.05 56.11%
109.0
oyl 16301930
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7534: Cyclohexane, ethyl- T
55.0 83.0 12.50
m/z 41.00  48.28%
5000
27.0 112.0
obr e e A .
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX@34304.D

Acqg On : 02 Mar 2023 13:23

Operator JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
. 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 trans-Decalin, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.817 11.85 ug/l 249780 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
2 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 91
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 87
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 76
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 70

Abundance Scan 1924 (12.817 min): VX034304.D\data.ms (-1919) (- m/z 81.10 100.00%
81.1
152.1
41.1 135.0
5000
110.1 - e
3 H 12.50 13.00
0 blerh gl 1692 s 150 65 83.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 = e U
12.50 13.00
29.0 109.0 J m/z 67.00 80.34%
O' }\‘\H\“\\H‘\\“}?—:\3\‘.9\\\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29481: Cyclodecene, 1-methyl-
81.0
— ——
55.0 12.50 13.00
5000 m/z 95.10 72.31%
109.0 152.0
29.0
o S NEE 1 S
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl- — ——
41.0 81.0 1520 12.50 13.00
m/z 41.10 54.25%
5000
109.0
o : e
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 cis,trans-1,6-Dimethylspiro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.292 8.35 ug/1 175873  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 90
2 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 60
3 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 53
4 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 49
5 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 46

Abundance Scan 2002 (13.292 min): VX034304.D\data.ms (-1998) (- m/z 55.05 100.00%

58.0
81.1
5000 166.1
109.0
—— ——
a7 | as2a ‘ 13.00 13.50 )
o} e bl Ty bl m/z 81.10  75.49%

m/z--> 200 40 60 80 100 120 140 160 180

Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0

166.0
67.0

3

5000 — :
13.00 13.50
123.0 m/z 41.10 71.17%

‘ ‘\ | | ‘
0 ‘ L ‘ T ‘ T ‘ T ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0

g

—— ——
67.0 166.0 13.00 13.50
5000 m/z 97.10 70.03%

‘ 123.0
YIRS [ N A [ N VSN
miz—> 20 40 60 80 100 120 140 160 180

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl- — ‘ ‘
81.0 13.00 13.50

2

166.0 m/z 95.10 64.19%
55.0
5000
109.0
29.0 137.0
o} ;‘W“‘M“JiH‘M“l“‘t““‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Naphthalene, decahydro-2,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.420 8.35 ug/1 175954  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 53
2 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 45
3 3,6-Dimethyl-4,5,6,7-tetrahydrob... 166 C10H1402 016642-41-4 38
4 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 30
5 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 25

Abundance Scan 2023 (13.420 min): VX034304.D\data.ms (-2018) (- m/z 55.10 100.00%

5.1
81.0
5000 166.2
1111
—
H ‘ 1301 | 13.50
0 el S e m/z 81.00  80.42%

m/z--> 200 40 60 80 100 120 140 160 180

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0

166.0

=

55.0

5000 T
109.0 13.50

m/z 97.10 74.05%

29.0 137.0

O' ‘\}‘H“MH“‘Hl\‘\‘\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0

3

e
166.0 13.50
67.0 -
5000 m/z 83.10 68.33%

‘ 123.0

=

o_m_m_!w” _W“Mw_m_‘mw
miz-> 20 40 60 80 100 120 140 160 180

Abundance #41273: 3,6-Dimethyl-4,5,6,7-tetrahydrobenzofuran-2(3H 7
81.0 13.50

m/z 41.10 61.77%

5000 166.0

123.0
39.0
0 ly 63% Ly ‘ “ ‘ I

m/z--> 20 40 60 80 100 120 140 160 180 13.50

4
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX@34304.D

Acqg On : 02 Mar 2023 13:23

Operator JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M
. 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 trans, cis-3-Ethylbicyclo[4... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.798 6.75 ug/1 142198 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22
2 (-)-trans-Pinane
3 9-Methylbicyclo[3.3.1]nonane 138 C10H18
4 Cyclohexene,3-hexyl-
5 Cyclohexanol, 4-ethyl-4-methyl-3... 184 C12H240

138 Cl1eH18

166 C12H22

066660-43-3 58
033626-25-4 42
025107-01-1 38
015232-78-7 38
055869-52-8 38

m/z 55.05 100.00%

Abundance Scan 2085 (13.798 min): VX034304.D\data.ms (-2081) (-
55.0 95.1

5000

3

166.2
— —
13.50 14.00
O+ m/z 95.10 88.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41576: trans, cis-3-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 —T— T
55.0 13.50 14.00
109.0 m/z 81.05 86.13%
0 ‘\\“\\“!\\“‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19394: (-)-trans-Pinane
55.0 95.0
— —
13.50 14.00
5000 m/z 41.10 78.63%
27.0
123.0
77
o} A

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #19448: 9-Methylbicyclo[3.3.1]Jnonane T —
81.0 13.50 14.00
m/z 97.10 76.08%
41.0
5000
123.0
3
0 “H”uw“‘m‘_m_m‘m

T —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

82X021723W.M Fri Mar ©3 11:45:08 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Tridecane, 7-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.847 13.03 ug/l 274617 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
4 2-Bromo-6-methylheptane 192 C8H17Br 004730-24-9 53
5 Succinic acid, 3-methylbut-2-yl ... 272 C14H2405 1000390-71-4 50
Abundance Scan 2093 (13.847 min): VX034304.D\data.ms (-2089) (- m/z 57.05 100.00%
57.0
" MMV\[K/\«WW\
113.2 P —
‘ 85.1 H 1631 1053 13.50 14.00
b e g L 1412 500, 1983 T 16 88.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — ——
112.0 13.50 14.00
m/z 43.10 65.34%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #271596. Sulfurous acid, dodecyl 2-ethylhexyl ester
57.0
— —
13.50 14.00
5000 m/z 41.10 37.49%
113.0
85.0
200 | 169.0
o} S Y A it
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester — ——
57.0 13.50 14.00
m/z 56.10  24.25%
5000
29.0 112.0
TR
ol e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82X021723W.M Fri Mar ©3 11:45:09 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.088 10.90 ug/l 229730 1,4-Dichlorobenzene-d4  12.024

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 58

2 17-Pentatriacontene 491 C35H70 006971-40-0 30
3 2-sec-Butyl-3-methyl-1-pentene 140 C1eH20 075144-24-0 25
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 25
5 5-Undecene, 7-methyl-, (E)- 168 C12H24 074630-66-3 18
Abundance Scan 2103 (13.908 min): VX034304.D\data.ms (-2099) (- m/z 57.10 100.00%
57.1
——
14.00
6.2
olr JN‘ 2811 m/z 55.10  84.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
5000 T
14.00
m/z 69.10 80.88%
0 J" m o0 281.0 369.0 592.
‘H\ ‘\H\‘HH‘\H\‘HH‘\H\’\H\‘HH’\H\‘HH‘HH‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene
43.0
——
14.00
5000 m/z 41.10 79.66%
1.0
0 l | { |, 182.0 267.0 490.0
M S A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20730: 2-sec-Butyl-3-methyl-1-pentene ——
69.0 14.00
m/z 43.10 65.54%
B “/\M/j\/\/\/\AW
N1 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

82X021723W.M Fri Mar ©3 11:45:10 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.615 12.56 ug/l 264724  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
3 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 58
Abundance Scan 2219 (14.615 min): VX034304.D\data.ms (-2216) (- | m/z 57.10 100.00%
57.1
5000
85,0 NWMAJM
—— —
127.1 1602 14.50 15.00
Ol el m”a bbb LTI 21220 gy 30y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 N —
85.0 14.50 15.00
m/z 43.10 57.53%
29.0 ]
O\‘\‘MMHH‘ | \‘\1\“1\\}M‘\\”\‘\“\\\‘\175\\5‘0\\\]\_8‘?\9\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
—— —
14.50 15.00
5000 m/z 41.10 46.84%
113.0
Ol et eyl b 41410 1690 1070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59111: Nonane, 5-(1-methylpropyl)- T —
57.0 14.50 15.00
m/z 85.05 36.10%
85.0
5000
290 126.0
ot b 2850 S
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\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Pentadecane, 7-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.213 6.32 ug/1 133236 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 87
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Decane, 5-propyl- 184 C13H28 017312-62-8 80
5 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 78

Abundance Scan 2317 (15.212 min): VX034304.D\data.ms (-2314) (| | m/z 71.10 100.00%
1

71.
5000

—
1131 15.00 15.50
183.2

— “! Al ape0t332 2262 0 h; s7.10 99.30%

m/z--> 50 100 150 200 250 300
Abundance #107232: Pentadecane, 7-methyl-
57.0

5000

T
15.00 15.50
m/z 43.10 90.67%

112.0
oL Idd il gss0 210
miz--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0

15.‘00 15.‘50
5000 85.0 m/z 85.05 47.82%
141.0
ol— \“ | “\‘ i h“ P ” - :‘|-8‘4‘0‘ S — W
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P e
57.0 15.00 15.50
m/z 41.10 34.65%

5000
7.0
I \‘

ol Ll a0 20 20 3s,
bbb g g 2850 1620 2520 325 S
m/z--> 50 100 150 200 250 300 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030223\
Data File : VX034304.D

Acqg On : 02 Mar 2023 13:23
Operator : JC/MD

Sample : 01759-01 100X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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|
unknownll.744 11.744 6.9 ug/l 145187 4 12.024 1053560 50.0
Cyclohexane, pe... 12.554 6.7 wug/l 140692 4 12.024 1053560 50.0
trans-Decalin, ... 12.817 11.9 wug/l 249780 4 12.024 1053560 50.0
cis,trans-1,6-D... 13.292 8.3 wug/l 175873 4 12.024 1053560 50.0
Naphthalene, de... 13.420 8.3 wug/l 175954 4 12.024 1053560 50.0
trans, cis-3-Et... 13.798 6.8 ug/l 142198 4 12.024 1053560 50.0
Tridecane, 7-me... 13.847 13.0 ug/l 274617 4 12.024 1053560 50.0
Pentadecafluoro... 13.908 10.9 wug/l 229730 4 12.024 1053560 50.0
Dodecane, 2,6,1... 14.615 12.6 ug/l 264724 4 12.024 1053560 50.0
Pentadecane, 7-... 15.213 6.3 ug/l 133236 4 12.024 1053560 50.0
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