LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 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©41525W.M
Title : SW846 8260
Signal : TIC: VN@86318.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 8.212 1058 1064 1076 rVB3 330225 866782 2.52% 0.618%
2 8.577 1117 1126 1137 rBV2 156041 417031 1.21% 0.297%
3 8.753 1139 1156 1166 rBV2 121211 447983 1.30% 0.319%
4 9.094 1205 1214 1222 rBV 406104 846498 2.46% 0.603%
5 9.588 1285 1298 1304 rBV2 178443 465105 1.35% ©0.331%
6 10.559 1456 1463 1469 rBV 651804 1252300 3.64% 0.892%
7 10.624 1469 1474 1482 rVB 1024739 1861550 5.40% 1.326%
8 10.741 1487 1494 1501 rVB 282466 525996 1.53% 0.375%
9 11.641 1639 1647 1658 rVB3 239859 528716 1.53% 0.377%
10 11.865 1677 1685 1693 rBV 505466 917091 2.66% 0.653%

11 11.959 1693 1701 1710 rBV 4701787 7833726 22.74%  5.581%
12 12.065 1710 1719 1730 rBV 18207298 34449899 100.00% 24.544%
13 12.394 1763 1775 1784 rBV 5810418 10036899 29.13% 7.151%
14 12.606 1794 1811 1821 rBV8 163507 795558 2.31% ©.567%

15 12.765 1830 1838 1840 rBV3 215258 415140 1.21% ©.296%
16 12.794 1840 1843 1847 rVB 274366 359020 1.04% ©.256%
17 12.847 1847 1852 1855 rBV 369566 622438 1.81% ©0.443%
18 13.029 1877 1883 1888 rBV 371168 602477 1.75% ©.429%
19 13.094 1888 1894 1898 rBV 1278935 2227604  6.47%  1.587%
20 13.159 1898 1905 1912 rVB3 2105013 4471475 12.98%  3.186%
21 13.335 1925 1935 1941 rBV2 484016 1265403 3.67% ©.902%
22 13.388 1941 1944 1952 rVB2 335586 535723 1.56% 0.382%
23 13.482 1953 1960 1965 rBV 2175694 3553725 10.32%  2.532%
24 13.670 1986 1992 1996 rBv4 413567 823243 2.39% ©.587%
25 13.712 1996 1999 2002 rVV 341703 429955 1.25% ©.306%
26 13.782 2007 2011 2014 rVV2 928505 1446060 4.20% 1.030%
27 13.818 2014 2017 2020 rVV 614482 946506 2.75% ©.674%
28 13.853 2020 2023 2030 rVB 690878 1035042 3.00% ©.737%
29 13.947 2030 2039 2040 rBV6 316438 552796 1.60% 0.394%
30 13.982 2040 2045 2049 rVV2 815615 1597609 4.64%  1.138%
31 14.018 2049 2051 2060 rVB3 746178 1352156 3.92% ©0.963%
32 14.100 2060 2065 2071 rBV 4548337 6701870 19.45% 4.775%
33 14.265 2086 2093 2098 rVB3 599152 1448105 4.20% 1.032%
34 14.323 2098 2103 2108 rBV 901919 1412112 4.10% 1.006%
35 14.435 2117 2122 2128 rBV3 584307 1075074 3.12% ©.766%
36 14.494 2128 2132 2138 rBV7 183874 377100 1.09% 0.269%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 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©41525W.M
Title : SW846 8260
37 14.576 2141 2146 2150 rVV3 850031 1725564 5.01% 1.229%
38 14.623 2150 2154 2157 rVV2 1435235 2462202 7.15% 1.754%
39 14.659 2157 2160 2163 rVV2 1230668 1877067 5.45% 1.337%
40 14.688 2163 2165 2168 rVV 781242 968430 2.81% 0.690%
41 14.729 2168 2172 2176 rVV 1116568 1673676 4.86% 1.192%
42 14.765 2176 2178 2187 rVB4 420287 895494 2.60% 0.638%
43 14.841 2187 2191 2193 rBv2 220330 355062 1.03% 0.253%
44 14.870 2193 2196 2200 rVB 371746 513606 1.49% 0.366%
45 14.953 2200 2210 2217 rBV2 5229593 9358742 27.17% 6.668%
46 15.047 2218 2226 2241 rVB6 1399185 5934827 17.23% 4.228%
47 15.212 2249 2254 2259 rVB 450712 934667 2.71% 0.666%
48 15.312 2267 2271 2277 rVV4 540978 987685 2.87% 0.704%
49 15.423 2283 2290 2299 rBV7 525779 1911084 5.55% 1.362%
50 15.506 2300 2304 2312 rVB3 641683 1631544 4.74% 1.162%
51 15.582 2312 2317 2322 rBV2 747216 1469569 4.27% 1.047%
52 15.635 2322 2326 2331 rVB 483324 833160 2.42% 0.594%
53 15.741 2340 2344 2349 rBV2 365882 608039 1.76% 0.433%
54 15.823 2353 2358 2369 rVB 2604961 5041181 14.63% 3.592%
55 15.941 2369 2378 2385 rBV5 577228 1707286 4.96% 1.216%
56 16.117 2403 2408 2411 rBV5 157032 356793 1.04% 0.254%
57 16.159 2411 2415 2426 rVB2 542625 1148071 3.33% 0.818%
58 16.335 2438 2445 2451 rVB6 216582 614512 1.78% 0.438%
59 16.494 2461 2472 2476 rBV8 374097 1177318 3.42% 0.839%
60 16.706 2503 2508 2513 rVB2 224277 434400 1.26% ©.309%

61 16.776 2513 2520 2522 rBV 689109 1244840 3.61% 0.887%

Sum of corrected areas: 140360586
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

7

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41725\

VNO86318.D
: 17 Apr 2025 13:41
JC\MD
: Q1824-03
: 1.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41525W.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance

1.5e+07

le+07

5000000

TIC: VN086318.D\data.ms

0
Time-->

L LA L L L L L L L L L L L L L L L L L L L L L B B

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

1.5e+07

le+07

5000000

TIC: VN086318.D\data.ms

8.212 8 578.753 9. 094 9.588

11.641

101/% 741

0
Time-->

—
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— —
10 50 11.00 11.50

Abundance

1.5e+07

le+07

5000000

TIC: VN086318.D\data.ms

12.394

[1.959

B6

Time-->

15.823

EE%MJ}E’M% 3. 49416%%

L
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T ‘ T
14.00
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15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.094 77.02 ug/l 2227600 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1894 (13.094 min): VN086318.D\data.ms (-1888) (- | m/z 105.00 100.00%
105.0
5000
120.1 /\
— ~—
77.0 13.00
39.0 :
Ok 8T8 ) 1401106 10 36.22%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 : J\V\ AL
120.0 13.00
m/z 77.00 12.53%
77.0
39.0
0 \1\8‘0\ e \“‘\ \‘\5\9“.9‘\ T \m‘ T \M T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1 \
13.00
5000 m/z 91.00 10.71%
120.0
77.0
oltso . B0 .m0 il b
m/iz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- ——
105.0 13.00
m/z 105.95 8.90%
5000
700 120.0
39.0 63.0 ‘
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 unknownl4.576 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.576  59.66 ug/l 1725560 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 38
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 35
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 35
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 27
Abundance Scan 2146 (14.576 min): VN086318.D\data.ms (-2141) (- | m/z 57.00 100.00%
57.0
5000
. w
98.1 1 T
H Jﬁ ‘ 1702 14.50
ok 300 L O Ll ]3462 1702 s 43 00 43.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45491: Undecane, 6-methyl-
57.0
5000 — :
14.50
98.0 m/z 119.10 36.37%
29.0
0 N L F70, | 126.0 170.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
T \
14.50
5000 m/z 41.00 29.37%
27.0 98.0
R P
“‘w“‘w“‘w“‘w“u“‘H“‘H“‘H,“H,“
m/z--> 60 80 100 120 140 160 180
Abundance #59087:Decane,Z&iB%ﬂnnﬂhyL ~—
57.0 14.50
m/z 71.00 25.78%
5000
85.0
0 LB 1150 1550 140
e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 unknownl4.623 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.623 85.13 ug/1l 2462200 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 46
2 Cyclohexane, (1-methylethyl)- 126 C9H18 P00696-29-7 41
3 Cyclohexane, (1,3-dimethylbutyl)- 168 C12H24 061142-19-6 38
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 35
5 1H-Pyrrole, 2,3-dihydro-1-methyl- 83 C5HON 033838-11-8 35
Abundance Scan 2154 (14.623 min): VN086318.D\data.ms (-2150) (1 m/z 83.10 100.00%
55.0 83.1
5000 1521
126.1 T T
M | ‘ ‘ | 14.50 15.00
Ot peretb el b ML L Ll 2070 s g2.00  88.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31456: Cyclohexane, (1-methylbutyl)-
55.0 82.0
5000 L L
14.50 15.00
111.0 9
20.0 1540 m/z 71.10 87.01%
O\\\‘\H\\“‘\\\‘H“\\\“w\\\“\\M\’\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0
iy 7
14.50 15.00
5000 m/z 55.00 86.08%
27‘.0 126.0
0 H“w“"MqnmnwH"_“ww‘u“u‘_“w“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43590: Cyclohexane, (1,3-dimethylbutyl)- —— ——
55.0 82.0 14.50 15.00
m/z 43.00 74.36%
5000
290 111.0
obrl A Al | 330 1680 ‘ JLn
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N041525W.M Fri Apr 18 15:43:11 2025 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Undecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.659 64.90 ug/l 18770760  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53

Abundance Scan 2160 (14.659 min): VN086318.D\data.ms (-2157) (- | m/z 57.00 100.00%

57.0
5000 85.1

SN
126.1 155.2 14.50 15.00
Oy 388l gdord | 152 s 43,00 96.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45493: Undecane, 2-methyl-
43.0

5000 71.0 et
14.50 15.00
m/z 71.18 58.76%

NERRETT.
O\\‘\\\\“\\\‘\“\\H}\“\‘\\\“‘\\\\‘\H\\\‘\\\\"\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59047: Dodecane, 3-methyl-
57.0

A=
14.50 15.00

5000 m/z 85.10 47.13%
85.0
29.0
b L3130 P deag
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59038: Dodecane, 2-methyl- DAL e
43.0 14.50 15.00

m/z 41.00  38.80%

B 1 M
99.0 141.0
24 ‘&) | ‘ | 9 1680

B R R IR L AR ARRRRRAUANERE s e
miz--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Undecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.729  57.87 ug/1 1673680 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 92
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 60
3 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 49
4 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 47
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 38

Abundance Scan 2172 (14.729 min): VN086318.D\data.ms (-2168) (- | m/z 57.10 100.00%

57.1
5000 85.1
1331
A=

‘ i 14.50 15i00
ol il el ‘MMWJ‘HH}ZQ?‘ 2069 m/z 71.10  50.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl- /VV\A/VJﬁAJ\fjijvx
57.0
5000 85.0 14:50 15.00

29.0 m/z 43.00 48.03%

141.0
| b4 ) 1120 | 170.0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0
e

o

14.50 15.00
5000 85.0 m/z 85.18  43.47%
113.0 141.0
ool ok L a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #279342: Oxalic acid, bis(6-ethyloct-3-yl) ester S P
57.0 85.0 14.50 15.00
m/z 41.00 42.76%

5000
141.0
29.0 111.0
“ H I H‘\ i ‘ ‘ ‘ 185.0 T

om_m_m_m b e e e e e -
miz--> 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_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.953 323.60 ug/l 9358740 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 2210 (14.953 min): VN086318.D\data.ms (-2200) (- | m/z 57.00 100.00%
57.0
5000
85.1
7
0 HwHHM‘:‘»H“H“:w‘lmw\mu\‘HwH_“‘,“‘?‘999‘””‘” m/z 43.00  76.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 T
85.0 15.00
m/z 71.10 58.13%
29 0
L) 1120 1410 1700
0 H\‘HH‘\H\‘H\\“HH‘\H\‘\‘H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
P
15.00
5000 85.0 m/z 41.00 40.46%
29.0
R R AR e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester T
57.0 15.00
m/z 85.10 33.87%
5000
85.0
29.0
o | 110 940016801960 241
! ‘H‘_H‘_H‘_‘HM‘HM‘H,HH‘HH‘H‘WH T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.047 205.21 ug/1 5934830 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 2226 (15.047 min): VN086318.D\data.ms (-2218) (- | m/z 117.00 100.00%
11y7.0
5000
91.0
55.0 “ ‘ M ‘ 148.1 15.00
Ol bl gk gy 1981 1841206.9 1 p ;935 05 35.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 s :
15.00
m/z 115.00 26.88%
39.0 g50 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\!‘\‘\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
1 \
15.00
5000 m/z 131.00 18.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 15.00
m/z 91.00 17.40%
5000
91.0
39.0 65.0 ‘
o280, Lo o M e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

: VN@86318.D

: 17 Apr 2025 13:41
JC\MD

: Q1824-03

: 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

7

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe41725\

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41525W.M
: SW846 8260

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 Benzene, (2-methyl-1-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.423 66.08 ug/l 1911080 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 80
2 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 38
3 Naphthalene, 1,2,3,4- tetrahydro—... 146 C11H14 001559-81-5 38

4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14
5 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1leH11Cl

004175-53-5 38
016608-68-7 35

Abundance Scan 2290 (15.423 min): VN086318.D\data.ms (-2283) (- | m/z 131.05 100.00%
131.1
85.1
5000 430 V!
\‘ I \H N ‘\ 109 br Il H 1662 — g
SNBSS S8 0 ot A m/z 133.05  90.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1- butenyD
131.
5000 91.0 T
15.50
m/z 85.10 55.13%
mo 0, | |
0\\\\‘\\\\‘\\\‘\‘\‘}\\“\\\‘\‘\\\\‘\‘1\\‘\”\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0
—r
15.50
5000 91.0 m/z 43.00 50.20%
39.0 65.0 ‘
R P T NP 1 0 N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- P
131.0 15.50
m/z 115.00 28.91%
5000
150 390 630 ‘ 1jh
0 i Y P NN . 0 O — A
m/z--> 20 40 60 80 100 120 140 160 180 15.50

82N041525W.M Fri Apr 18 15:43:18 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.823 174.31 ug/1 5041180 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2358 (15.823 min): VN086318.D\data.ms (-2353) (- | m/z 57.00 100.00%
57.0
- Miw
1550 16,00
1842 : .
- ‘MH‘ L ”‘w e i m/z 43.00 74.74%
miz--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 — o
15.50 16.00
m/z 71.10 61.14%
90
184.
O \2\6\\ \‘ ‘H‘\ ‘\“ \“‘\ ! \H T ]\-4\1-‘0\ T 8\‘ \O‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
— =
15.50 16.00
5000 m/z 85.10 37.86%
‘ 97.0
o260l L1 | w00 1350 2m0
m/iz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester — =
57.0 15.50 16.00
m/z 41.00 37.78%
5000
970
0. 200, L) w 1390 am0 2200 aor /ol
m/z--> 50 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.941 59.03 ug/l 17072960 1,4-Dichlorobenzene-d4 13.788
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 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 90
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 89
Abundance Scan 2378 (15.941 min): VN086318.D\data.ms (-2369) (- | m/z 131.00 100.00%
131.0
5000
57.0 105.0 —r
16.00
162.1
oH‘WM‘M‘t“wwu “w“ﬁu“m ”ch“‘Mu‘“MH“HH“H‘Z‘Q‘?}Q m/z 146.05  32.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 T ]\/v\ T T
16.00

m/z 105.00  20.89%

390 650 90 i
O\\\\‘\\\\‘\\\\‘H\‘\H\‘\\\\‘\\\lh‘\ \‘\‘\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
e
16.00
5000 ITI/Z 57 .00 20.23%
150 9.0 g2y 910 | ‘
0\\\\_L\ﬂp\w\ﬂhﬂﬂ‘ut\‘u\h‘\\\‘\H\‘\H\‘\\H‘\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- =
131.0 16.00
m/z 115.00 16.54%
5000

8080 1 4
Ly il ll

Ol ekl ot Al e e
miz--> 20 40 60 80 100 120 140 160 180 200 16.00

§
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41725\
Data File : VN@86318.D

Acqg On : 17 Apr 2025 13:41

Operator : JC\MD

Sample : Q1824-03

Misc : 1.02g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41525W.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|
Benzene, 1l-ethy... 13.094 77.0 ug/l 2227600 4 13.788 1446060 50.0
unknown14.576 14.576 59.7 ug/l 1725560 4 13.788 1446060 50.0
unknownl14.623 14.623 85.1 wug/l 2462200 4 13.788 1446060 50.0
Undecane, 2-met... 14.659 64.9 ug/l 1877070 4 13.788 1446060 50.0
Undecane, 3-met... 14.729 57.9 ug/l 1673680 4 13.788 1446060 50.0
Dodecane 14.953 323.6 ug/l 9358740 4 13.788 1446060 50.0
1H-Indene, 2,3-... 15.047 205.2 ug/l 5934830 4 13.788 1446060 50.0
Benzene, (2-met... 15.423 66.1 ug/l 1911080 4 13.788 1446060 50.0
Tridecane 15.823 174.3 ug/l 5041180 4 13.788 1446060 50.0
1H-Indene, 2,3-... 15.941 59.0 ug/l 1707290 4 13.788 1446060 50.0
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