LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc : 2.15g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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_N\methods\82N071625W.M

Title : SW846 8260

Signal : TIC: VN@87589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.312 55 61 68 rBv 31731 50107 1.04% 0.068%
2 2.842 139 151 153 rBV6 50196 145691 3.02% 0.199%
3 6.283 723 736 751 rVB4 26156 83662 1.74% 0.114%
4 8.147 1041 1053 1057 rBV2 265603 615028 12.76% ©.839%
5 8.200 1057 1062 1076 rVB 409944 989018 20.51% 1.348%
6 8.559 1115 1123 1135 rBV 312817 710550 14.74% 0.969%
7 9.083 1203 1212 1225 rBV 743390 1561275 32.38% 2.129%
8 10.547 1452 1461 1468 rBV 1055544 1976688 41.00% 2.695%
9 10.612 1468 1472 1478 rVB2 41648 79071 1.64% 0.108%
10 10.724 1484 1491 1500 rVB2 56517 103967 2.16% 0.142%
11 11.247 1570 1580 1588 rBV5 18637 58330 1.21% ©.080%
12 11.394 1597 1605 1609 rvv2 42488 91524 1.90% 0.125%
13 11.447 1609 1614 1620 rVB4 43268 89852 1.86% 0.123%
14 11.547 1627 1631 1636 rBV3 32533 56737 1.18% 0.077%
15 11.624 1636 1644 1656 rVv4 117902 321200 6.66% 0.438%

16 11.724 1656 1661 1667 rVB2 115970 187713 3.89%
17 11.847 1674 1682 1692 rBV 1025072 1910363 39.62%
18 11.941 1693 1698 1702 rBV 60062 103515 2.15%
19 12.053 1707 1717 1721 rBV 692992 1267833 26.29%
20 12.135 1727 1731 1736 rVB4 89741 152497 3.16%

ORrONO
=
i
=
R

21 12.271 1747 1754 1759 rVB4 52332 99569 2
22 12.347 1759 1767 1770 rBV2 213810 446641 9
23 12.459 1781 1786 1791 rVB 259648 436072  9.04%
24 12.576 1791 1806 1818 rBV9 246313 1225093 25.
25 12.676 1818 1823 1826 rBv4 96166 189712 3

OroOoOOo0
Ul
O
%]
R

26 12.747 1826 1835 1838 rVV3 310004 789063 16.36%
27 12.776 1838 1840 1844 rVB 312201 340113  7.05%
28 12.829 1844 1849 1859 rVB2 705209 1630942 33.82%
29 12.912 1859 1863 1868 rVB5 84138 116380  2.41%
30 13.006 1874 1879 1884 rVB3 207625 416153 8.63%

OONO®OR
N
N
PN
R

31 13.076 1884 1891 1894 rBV2 606650 1032785 21.42%
32 13.135 1894 1901 1909 rVB3 2301194 4421735 91.70%
33 13.206 1909 1913 1918 rVB2 263258 442839 9.18%
34 13.329 1922 1934 1937 rBV4 311976 1165992 24.18%
35 13.370 1937 1941 1949 rVB4 592604 972610 20.17%

PR oOR
o)
()
2
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36 13.459 1950 1956 1961 rBV 1067570 1798563 37.30% 2.452%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc : 2.15g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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_N\methods\82N071625W.M
Title : SW846 8260
37 13.553 1968 1972 1975 rBV2 179262 269039 5.58% 0.367%
38 13.588 1976 1978 1982 rVvB4 128780 150433  3.12% 0.205%
39 13.653 1983 1989 1993 rBV3 624119 1256028 26.05% 1.712%
40 13.694 1993 1996 1999 rVV2 497947 661419 13.72% 0.902%
41 13.729 1999 2002 2004 rVV 263017 323064 6.70%  0.440%
42 13.765 2004 2008 2017 rVV3 1243180 2684168 55.67% 3.660%
43 13.835 2017 2020 2026 rVB2 530349 792413 16.43%  1.080%
44 13.918 2026 2034 2037 rBV6 257203 650336 13.49% 0.887%
45 13.959 2037 2041 2045 rBvV2 574181 996581 20.67% 1.359%
46 14.000 2045 2048 2053 rVB2 340968 504528 10.46% ©0.688%
47 14.082 2057 2062 2068 rBV 2916612 4821716 100.00% 6.574%
48 14.247 2083 2090 2095 rVB4 408613 983265 20.39% 1.341%
49 14.306 2095 2100 2104 rBV 595676 896054 18.58% 1.222%
50 14.417 2113 2119 2124 rBV4 675317 1223648 25.38% 1.668%
51 14.476 2125 2129 2136 rBV7 184511 409610 8.50% ©.558%
52 14.553 2137 2142 2146 rBV5 498566 1003605 20.81% 1.368%
53 14.606 2146 2151 2154 rVV2 1096695 1877874 38.95% 2.560%
54 14.635 2154 2156 2159 rvv2 598002 743283 15.42% 1.013%
55 14.670 2159 2162 2165 rVB 501863 615692 12.77% ©.839%
56 14.712 2165 2169 2173 rVB3 664969 880333 18.26%  1.200%
57 14.765 2173 2178 2183 rVB5 416908 873631 18.12% 1.191%
58 14.823 2183 2188 2190 rBV3 288599 483947 10.04% 0.660%
59 14.853 2190 2193 2197 rVB2 365251 494553 10.26% 0.674%
60 14.935 2197 2207 2214 rBV4 2204637 4610942 95.63% 6.287%
61 15.029 2214 2223 2229 rBV5 1096028 3469910 71.96% 4.731%
62 15.188 2245 2250 2256 rVB 557377 1121055 23.25% 1.528%
63 15.247 2256 2260 2263 rBV6 157726 270386 5.61% 0.369%
64 15.294 2263 2268 2273 rBV3 528323 964631 20.01% 1.315%
65 15.406 2280 2287 2296 rBV6 489360 1417087 29.39% 1.932%
66 15.482 2296 2300 2309 rVB6 359728 861888 17.88% 1.175%
67 15.564 2309 2314 2318 rBV3 419124 834494 17.31% 1.138%
68 15.612 2318 2322 2327 rVB 314431 486718 10.09% 0.664%
69 15.670 2329 2332 2336 rVB 177380 240388 4.99% 0.328%
70 15.717 2336 2340 2344 rBV2 288460 463179 9.61% 0.632%
71 15.806 2350 2355 2366 rVB3 955619 2118866 43.94% 2.889%
72 15.917 2366 2374 2381 rBV4 519211 1449228 30.06% 1.976%
73 16.088 2398 2403 2406 rBvV4 176867 371155 7.70%  0.506%
74 16.135 2407 2411 2422 rVB2 554867 1181269 24.50% 1.611%
75 16.311 2433 2441 2447 rVB8 256440 768338 15.93% 1.048%

76 16.470 2457 2468 2472 rBV5 292304 918505 19.05% 1.252%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc : 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 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_N\methods\82N@71625W.M
Title : SW846 8260

77 16.676 2498 2503 2509 rVB3 277184 543776 11.28% ©.741%
78 16.747 2509 2515 2521 rBV 695920 1579122 32.75%  2.153%

Sum of corrected areas: 73345040
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087589.D\data.ms

3000000

2500000

2000000

1500000

1000000

500000

2.312 2.842 6.283

0 L L L L L L B R T L T L A T LA L L L L L L I B B

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN087589.D\data.ms

3000000
2500000
2000000

1500000

10.547 11.¢
1000000

9.083
500000 8.200

8.147 8.559

. N‘\ 807724 gty zz;mu% a2
— — — ‘ — — —T —

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11 50

Abundance TIC: VN087589.D\data.ms

14.082

3000000
14.935

13.135

2500000

2000000

1500000

1000000

500000

T T ‘ T T ‘ T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Cycloheptane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.576  32.06 ug/l 1225090 Chlorobenzene-d5 11.847
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane 98 C7H14 000291-64-5 58
2 1-Decene 140 C1oH20 000872-05-9 53
3 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 53
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 49
5 Cyclodecane 140 C10H20 000293-96-9 49
Abundance Scan 1806 (12.576 min): VN087589.D\data.ms (-1791) (- | m/z 57.00 100.00%
57.0
- il M
12550 |
125.1 .
0 ol 20690 Thyy 41,00 73.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3712: Cycloheptane
55.0 98.0
5000 —— :
12.50
27.0 m/z 55.05 58.78%
0 ‘\“‘\‘\\‘wH\“\H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20642: 1-Decene
55.0
R \
12.50
5000 83.0 m/z 68.95 52.69%
29.0
111.0
“ ‘ | 140.0
0! B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92366: 2-Ethyl-1-dodecanol ——
57.0 12.50
m/z 42.95 50.30%
5000
29.0 83.0
111.0
L | . ,1390 1680 1960
Ol S S SEREES hut b Stk cadi e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe81525\
: VN@e87589.D
: 15 Aug 2025 17:51

JC\MD

: Q2855-01
: 2.15g/1emL/100ulL/5.00mL/MSVOA_N/MEOH
: 18 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.653  23.40 ug/l 1256030 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 74
2 o-Cymene 134 C10H14 000527-84-4 52
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 38
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 38
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 38

Abundance Scan 1989 (13.653 min): VN087589.D\data.ms (-1983) (- | m/z 83.00 100.00%
55.0 83.0
119.0
5000
— —
‘ basl ][4‘0'1 13.50 14.00
0 3 0O L 1880 s 55 00 96.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16994: p-Cymene
119.0
5000 — —
910 13.50 14.00
' m/z 119.00 84.33%
390 650 ‘ ‘
0 \1\5‘\.(‘)\ = \“‘\ \“\ \“‘\‘\ T \‘”‘ -1 ‘W\ \‘i” T BB
miz--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
13.50 14.00
m/z 41.00 74.27%
5000 910 /
39.0 65.0 ‘
o230 b b b WL
m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- 7 —T
119.0 13.50 14.00
m/z 82.00 67.97%
5000
390 50 70
0 \\C‘H\\Jﬂ\NH‘HM\\M\\\\‘W\\WW\\JM‘\\\\‘\\\ P e
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Benzene, (2-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.418 22.79 ug/1l 1223650 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 80
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
3 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 51
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 49
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 42
Abundance Scan 2119 (14.417 min): VN087589.D\data.ms (-2113) (- m/z 118.95 100.00%
119.0
148.1 AVAA
410 77.0 ‘ ‘ 14.50
0 290 281U nyz 117,00 71.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16144: Benzene, (2-methyl-1-propenyl)-
117.0
5000 1 7
14.50
m/z 105.00 47.73%
39.0 77.0
OH‘\‘\‘}\\““\\“}h\"‘m\\H}H“HM\‘H}‘H“\‘”‘\‘\‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16114: Benzene, 2-butenyl-
117.0
=
14.50
5000 m/z 91.00 33.38%
65.0
27.0‘ ‘ ‘
0‘H_MquWﬂmw_Mww‘MNLMHWHH“‘H_HWHH_H‘_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl- —
117.0 14.50
m/z 115.00  33.35%
5000
51.0 L
0‘Hwhwwhﬂwﬁ%mwuMwwwuwuuwuwuuwuw‘uwuuw‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Naphthalene, decahydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.606  34.98 ug/l 18778760  1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 78
2 Pulegone 152 C10H160 000089-82-7 41
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 41
4 Cyclopropane, 1-(1-methylethyl)-... 152 C11H20 056259-17-7 38
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 38

Abundance Scan 2151 (14.606 min): VN087589.D\data.ms (-2146) (- | m/z 83.05 100.00%

83.0
41.0 152.1
5000

~
| o0 ‘ 14.50 15.00
okl ML L L2071 2810 s 85,00 90.67%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507 Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 - e
14.50 15.00

m/z 55.00 87.27%

LT
O\H‘\‘\‘Hh\\h‘l"\‘\\HJ\\‘\“\‘H‘H‘h\\\“\\‘\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29058: Pulegone

81.0 152.0

——
14.50 15.00
5000 m/z 81.00  83.28%

41.0
Wi
Hwﬂhw¢ﬂwwwﬂﬁﬂwuMwMHv_uy_‘uw‘H“‘H‘HH‘HH‘H‘WH
miz--> 20 40 60 80 100120140160180200220240260280

Abundance #29330: Cyclohexanone, 5-methyl-2-(1-methylethylidene —— —
81.0 14.50 15.00

m/z 41.00 72.31%

| M
5000
41.0
110.0
“ L\ MH \\H ‘H H‘ ‘ Ly ‘ |

m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.935 85.89 ug/l 4610940 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 2207 (14.935 min): VN087589.D\data.ms (-2197) (- | m/z 57.00 100.00%
57.0
5000
85.1
119.0 iQod
148.1 -
0L ‘H: wHu A b ‘i b 89 2090 1 m/z 43.00  85.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 IR
85.0 15.00
m/z 71.10 55.16%
290 170.0
0 H\‘\‘\‘\ \“‘1 T \”H“ T \“1 T “1‘\ T \H‘]\-:\L}‘Z\.‘o\“\]\-ﬁ:l_\.g T \'\ AEESERRRRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
—
710 15.00
5000 m/z 41.00 51.31%
99.0 140.0
P N e O -7 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane —
57.0 15.00
m/z 85.10 32.91%
5000
85.0
29.0
0 ‘\‘ \‘\ “‘\ H\ i M‘ 11\\30\14‘10 1690 2260
e e e A e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.029 64.64 ug/l 3469910 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 92
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 90
Abundance Scan 2223 (15.029 min): VN087589.D\data.ms (-2214) (- | m/z 117.00 100.00%
117.0
- JML&
300 770 15.00 |
o‘H‘HHmeﬂhﬂmeme_mﬁ?ﬁﬁ‘}ﬁ%gwHH‘HH_%5%? n/z 132.05  34.50%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 v ‘
15.00
m/z 114.95  29.82%
390 770 ‘
0 \H‘\‘\‘\\“‘\\“1”\“‘}‘\\”1“‘\M\“‘U‘H!“\‘”‘\‘\‘\H\‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0
R \
15.00
5000 m/z 91.00 21.26%
39.0 710‘
Okttt e e e e
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #16113: 2,4-Dimethylstyrene T ‘
117.0 15.00
m/z 105.00  21.18%
5000
39.0
‘ 77.0 ‘
0‘ﬂ‘wuwuwwwNMJmNNwhﬂh‘uu‘uu‘uu‘uuw‘uw‘uw‘ -
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@71625W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.406  26.40 ug/l 1417090 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 50
3 Benzene, 1-methyl-3-(1-methyl-2-... 146 Cl1l1H14 052161-57-6 45
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 45

5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 45

Abundance Scan 2287 (15.406 min): VN087589.D\data.ms (-2280) (- | m/z 131.05 100.00%
131.1
5000
AR
B bl L2 <
bbbl Ml L2000 2088 280¢ o133 0 74.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0
1550
m/z 115.00 25.58%
230, ‘H |
0\’\\\\‘\\\\‘\}\\“\\‘}\‘w\\\“\‘\\\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25064: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131.0
—
15.50
5000 ITI/Z 91.00 23.06%
91.0
39.0 ‘
AEEYTS U
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)- e
131.0 15.50
m/z 146.05 22.75%
5000
91.0
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.50

82NO71625W.M Mon Aug 18 16:41:34 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.806  39.47 ug/1 2118870 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 49
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 47
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 47
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 47
Abundance Scan 2355 (15.806 min): VN087589.D\data.ms (-2350) (- | m/z 57.00 100.00%
57.0
119.1 . 1600
Ll ‘ [t X s hseo B
0 bl e b e e S P /2 43,00 86.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 - ]
15.50 16.00
29.0 m/z 71.05 61.36%
‘ | H || 120 1410 1840
O \\\‘\‘\\\“}\\H\“\\M\“l‘\\\“‘\\“\‘\H\\\“\-\\\‘\\\\‘1\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
— ——
15.50 16.00
5000 m/z 41.00 49.,08%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ el 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester P ——
57.0 15.50 16.00
m/z 85.00 38.01%
5000
85.0
29.0
o h ‘h‘ M10 1540 1820  227¢
I maa B AR EREE R P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@71625W.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 9 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.917  27.00 ug/l 1449230 1,4-Dichlorobenzene-d4 13.771
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 91

Abundance Scan 2374 (15.917 min): VN087589.D\data.ms (-2366) (- | m/z 131.00 100.00%

131.0
5000
57.0 =
‘ 91.0‘ ‘ 162.2 ‘ 16.00
ob i lid d L 12622 2070 2811 o ia6 65 31.18%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 1
16.00
m/z 57.00 18.60%
39.0 91.0
O' \‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
—
16.00
5000 91.0 m/z 105.05 18.04%
39.0
0! e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ——
131.0 16.00
m/z 115.00 17.07%
5000
91.0
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

82NO71625W.M Mon Aug 18 16:41:36 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc ¢ 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.747 29.42 ug/l 1579120 1,4-Dichlorobenzene-d4 13.771
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 80

Abundance Scan 2515 (16.747 min): VN087589.D\data.ms (-2509) (- | m/z 142.00 100.00%
142.0

—

5000 115.0
63.0 ‘1‘6‘4‘0‘ ‘1‘6‘6‘0‘ o
.0 : 89.0 . .
Ol et o M 1681 1959 o141 00 87.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 \\‘\\\\‘\\\\‘
115.0 16.40 16.60

m/z 115.00 39.84%
390 630 89.0 |

O‘\\\\“\\\\‘\\\\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
e
16.40 16.60
m/z 145.00 12.30%
5000 115.0

390 630 89.0 |

.0

(T I PR ul | 1
e L A Ema
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- —
141.0 16.40 16.60

m/z 143.05 11.16%

2

5000 115.0

N

30.0 630 ggp ‘

\"HHH“‘W”W\”“‘w‘“w‘w‘ww‘w“wrw“w‘w T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@81525\
Data File : VN@87589.D

Acqg On : 15 Aug 2025 17:51

Operator : JC\MD

Sample : Q2855-01

Misc : 2.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N071625W.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|
Cycloheptane 12.576 32.1 ug/l 1225090 3 11.847 1910360 50.0
o-Cymene 13.653 23.4 ug/l 1256030 4 13.771 2684170 50.0
Benzene, (2-met... 14.418 22.8 wug/l 1223650 4 13.771 2684170 50.0
Naphthalene, de... 14.606 35.0 ug/l 1877870 4 13.771 2684170 50.0
Dodecane 14.935 85.9 ug/l 4610940 4 13.771 2684170 50.0
1-Phenyl-1-butene 15.029 64.6 ug/l 3469910 4 13.771 2684170 50.0
Benzene, (2-met... 15.406 26.4 ug/l 1417090 4 13.771 2684170 50.0
Tridecane 15.806 39.5 wug/l 2118870 4 13.771 2684170 50.0
1H-Indene, 2,3-... 15.917 27.0 ug/l 1449230 4 13.771 2684170 50.0
1,4-Methanonaph... 16.747 29.4 ug/l 1579120 4 13.771 2684170 50.0
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