LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc : 1.22g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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@86559.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 1045 1064 1074 rBV2 1945732 4828256 4.84% 1.785%
2 8.318 1074 1082 1091 rVB 541919 1296847 1.30% 0.480%
3 8.435 1092 1102 1111 rBV 2553757 5690164 5.70% 2.104%
4 8.959 1181 1191 1206 rBV 2634730 5093192 5.10% 1.883%
5 9.594 1284 1299 1316 rBV 702143 1639121 1.64% 0.606%

6 10.565 1456 1464 1467 rBV 859534 1593036 1.60% 0.589%
7 10.629 1467 1475 1488 rVV2 47890042 99852510 100.00% 36.920%
8 10.741 1488 1494 1505 rVB 853350 1566484 1.57% ©.579%
9 11.100 1547 1555 1561 rVB2 516157 1034625 1.04% 0.383%
10 11.641 1639 1647 1659 rVV3 990067 2685541 2.69% 0.993%

11 11.741 1659 1664 1670 rVB 999308 1543692 1.55% ©.571%
12 11.959 1694 1701 1710 rVV 5511522 9848982 9.86% 3.642%
13 12.065 1710 1719 1730 rVV 24517587 47857820 47.93% 17.695%
14 12.147 1730 1733 1739 rVB2 690891 1164176 1.17% ©0.430%
15 12.394 1762 1775 1783 rBV 7337911 15235086 15.26% 5.633%

16 12.476 1784 1789 1794 rVB 1346421 2223384  2.23% 0.822%
17 12.594 1794 1809 1811 rBV4 1266222 4055631 4.06%  1.500%
18 12.688 1821 1825 1829 rBV2 554607 1052557 1.05% ©.389%
19 12.741 1829 1834 1835 rVV3 645495 1131909 1.13% 0.419%
20 12.765 1835 1838 1841 rVV 1234894 2086561 2.09% 0.771%
21 12.794 1841 1843 1847 rVB 1231898 1386986 1.39% ©.513%
22 12.847 1847 1852 1854 rBV 655706 1029955 1.03% 0.381%
23 12.876 1854 1857 1861 rVB 925624 1225834 1.23% 0.453%
24 13.029 1876 1883 1888 rVB2 1279991 2409541 2.41% ©0.891%
25 13.094 1888 1894 1897 rBV 2962967 4888172 4.90% 1.807%
26 13.159 1897 1905 1912 rVV3 6486285 14357139 14.38% 5.308%
27 13.223 1912 1916 1921 rVB2 794965 1291239 1.29% 0.477%
28 13.335 1922 1935 1940 rBV2 1365760 3885612 3.89% 1.437%
29 13.388 1940 1944 1953 rVV2 1041160 2309950 2.31% ©0.854%
30 13.476 1953 1959 1970 rVB 3679673 6535553 6.55%  2.416%
31 13.670 1986 1992 1997 rBV3 1431581 2886575 2.89% 1.067%
32 13.782 2007 2011 2014 rBV2 714598 1192289 1.19% 0.441%
33 13.817 2014 2017 2021 rVB 1009040 1327445 1.33% 0.491%
34 13.941 2030 2038 2040 rBV5 497509 1068575 1.07% ©.395%
35 13.982 2040 2045 2049 rBV2 1288055 2249725 2.25% ©0.832%

36 14.100 2061 2065 2075 rBV3 2051749 4117783 4.12% 1.523%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc : 1.22g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 14.323 2099 2103 2108 rVB 774605 1197141 1.20% 0.443%
38 14.435 2117 2122 2128 rVB3 921905 1624499 1.63% 0.601%
39 14.623 2149 2154 2157 rBV 661500 1025268 1.03% 0.379%
40 15.047 2217 2226 2232 rBV3 688204 1777853 1.78% ©.657%

41 16.776 2512 2520 2522 rBV 644708 1190487 1.19%  0.440%

Sum of corrected areas: 270457195
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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
Abundance TIC: VN086559.D\data.ms
4e+07
3e+07
2e+07
le+07
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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: VN086559.D\data.ms
10.629
4e+07
3e+07
2e+07
le+07
8.435 8.959
o 824518, N 9.594 10.5680.741  11.100 1168741
— — o N = — —T — S Py
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN086559.D\data.ms
4e+07
3e+07
12.065
2e+07
le+07 11,05 12.394 13.159
’ 13.0 13.476 100,
. 147 AR ATHIERENAYS 0293 233388 13 980RERNTY 143831384623 15.047 16.7
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 ‘ 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@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Hexane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.435 58.93 ug/l 5690160 Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 53
Abundance Scan 1102 (8.435 min): VN086559.D\data.ms (-1092) (-) m/z 43.00 100.00%
43.0
71.0
57.0
5000

 RAREEREEEEEEE R

85.0 100.1 8.20 8.40 8.60 8.80
0L rrrprrrrprrrr et el et b m/z 71.05  72.64%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #4465: Hexane, 3-methyl-

43.0
71.0
5000
8.20 8.40 8.60 8.80
29.0 m/z 70.10 64.82%
“ ‘ 85.0 100.0
O H\‘HH’HH‘HH‘HH’\}H‘HH‘\\H’HH‘\H\‘HH}HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4463: Heptane
43.0
8.20 8.40 8.60 8.80
5000 57.0 71.0 m/z 57.00 59.11%
29.0
100.0
0 15.0 ‘ I 85.0 |
Hw‘HW‘H‘_H‘_H‘V‘H_‘H_‘H,HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- EEE AR RS
43.0 8.20 8.40 8.60 8.80
m/z 41.00 56.31%
71.0
5000
29.0
57.0
J10150 | " 850 90 1140
P e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.094 204.99 ug/l 4888170 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1894 (13.094 min): VN086559.D\data.ms (-1888) (- | m/z 105.10 100.00%
105.1
5000
39.0 77.0 13.00
Ol b ) 14011612 1881 ;17910 30.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000

13.00
m/z 77.00 11.84%

77.0
O\]-\5\‘0\\\3\9‘\0\‘\\‘\\\\H‘\\‘\\‘H‘\\\H“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
J

1300
5000 m/z 91.00 10.14%
77.0
180, %9 101y
0 -t e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl- — ‘
105.0 13.00
m/z 106.00 8.56%
5000
79.0
39.0 ‘
om_m“‘mmmH“m‘“m_m_m_m_m‘ A
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Oxalic acid, cyclohexylmeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.223  54.15 ug/1 1291246 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 53
2 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 53
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 53
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 52
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52

Abundance Scan 1916 (13.223 min): VN086559.D\data.ms (-1912) (- | m/z 97.10 100.00%

55.0 97.1
5000

140.1 T ]
| M M | | 13.00 13.50
Ol et e 4 1792 2083 sy 55,00 96.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91620: Oxalic acid, cyclohexylmethyl ethyl ester
55.0
97.0
5000 —— —
13.00 13.50

m/z 41.00 30.98%

29.0 ‘
O\\\‘\w‘\\“‘u\\”‘\‘U\\“‘\\\H‘\\\\‘\\]\-\4“]-\.\0\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #108783: Oxalic acid, cyclohexylmethyl propyl ester
55.0 97.0
e —
13.00 13.50
5000 ITI/Z 96.10 30.32%
7ol Ll mo
) SR TS S N A i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl- e —T
55.0 97.0 13.00 13.50

m/z 83.10 24.75%

5000
29.0 ‘
b 1260

O o e e b b b TR M —
miz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.335 162.95 ug/1 3885610 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1935 (13.335 min): VN086559.D\data.ms (-1922) (- | m/z 105.05 100.00%
105.1
5000 l T
390 70 13.00 13.50
Obrr bt bl 1401 167.0 2070 7 106,65 31.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 91.00 12.08%
77.0
0 -\‘]-\5\.(‘)\‘\\\?)\9“.\0\‘\\“\‘H\““H‘M‘MH‘\H“\ LB B B I B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.00 11.61%
79.0
¥ ol
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl- — =
105.0 13.00 13.50
m/z 79.00 8.95%
5000
. 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Heptane, 3,3,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.388 96.87 ug/l 2309950 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 80
2 Decane, 4-methyl- 156 C11H24 002847-72-5 72
3 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
4 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 59
5 1,1-Dimethylpropyl 2-ethylhexanoate 214 C13H2602 1000099-99-2 53
Abundance Scan 1944 (13.388 min): VN086559.D\data.ms (-1940) (- | m/z 71.10 100.00%
71.1
43.0
5000
113.1 L\ ‘ U
‘ ‘ 156.2 13.00 13.50
ol ool ikl 4930 13801562 1931 0 43 00 71.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000 — P
13.00 13.50
m/z 57.00 61.02%
‘ ‘ 113.0
1.0 140.0
0 \‘\}\\“H\\}“\\M\“\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33090: Decane, 4-methyl-
43.0
71.0 — ISSN
13.00 13.50
5000 m/z 70.05 38.62%
6 ‘ 112.0
0 ?ﬁn“ﬂ“ﬂh‘ul"M‘H‘“U“H““?ﬁﬁq““‘u‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22100: Octane, 3,3-dimethyl- — —
43.0 71.0 13.00 13.50
m/z 41.00 29.30%
5000
‘ ‘ 113.0
0 “u:‘ﬂm“dw“w"w“““J“““““““‘w““ v _
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_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 o-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.670 121.05 ug/l 2886580 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 89
2 p-Cymene 134 C1oH14 000099-87-6 89
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 83
4 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 Cl0H14 003479-89-8 83
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 46

Abundance Scan 1992 (13.670 min): VN086559.D\data.ms (-1986) (- | m/z 119.10 100.00%

119.1
83.1
55.0
5000

| ‘ | ‘ 1542 13.50 14.00
! Al il L1142 1931 n s 83,10 61.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0

o

5000 —— -
13.50 14.00
910 m/z 55.60 52.89%
0 \1\5\.9\‘\ \‘T:‘I‘r\c\)‘\ N [TT T T[T T[T TrTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
I — I —
13.50 14.00
5000 m/z 82.05 45 .46%

91.0
41.0 65.0 ‘
0"“‘\H‘\‘\"\‘“\‘\H‘\u“‘M‘WH\H‘Hw“HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#17106: Benzene, 1-methyl-3-(1-methylethyl)- T —
119.0 13.50 14.00

m/z 41.00  35.82%

5000
91.0
39.0 65.0 |
I

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 unknownl13.982 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.982 94.34 ug/l 2249730 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Indanol 134 C9H100 004254-29-9 43
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 42
3 2-Tolyloxirane 134 C9H1e0 002783-26-8 42
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 38
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 38
Abundance Scan 2045 (13.982 min): VN086559.D\data.ms (-2040) (- | m/z 105.10 100.00%
105.1
134.1 A A
77.0 ‘ 14.00
: 156.1
o‘H‘HH\muw”“M‘lh“;“u‘:"Hu‘uHe_m_l?’?t-‘lw m/z 117.10  42.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17523: 2-Indano|
105.0
5000 134.0 14100
m/z 118.05 23.96%
77.0
270,510 0| ||
O\\\‘\‘\\\“\\“\\“\‘\\\“\\‘i\‘}\\\“\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
14.00
5000 m/z 134.05 21.18%
134.0
39.0 77.0 ‘
0‘H‘“‘H“m‘muh‘““‘H‘l“‘1m“‘HMWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17529: 2-Tolyloxirane .
105.0 14.00
m/z 115.00  15.90%
5000
134.0
77.0
ol Zo e L\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 8 Benzene, 1-methyl-3-(1-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.323  50.20 ug/l 1197146  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1leH14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 2103 (14.323 min): VN086559.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
. 14.00 14:50
39.0 65.0 : :
0 "w"‘n“m‘m‘M‘“‘“u‘uN‘“““1‘4?3:9‘1‘7‘9-‘3‘ 1981 m/z 134.05  29.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
14.00 14.50
91.0 m/z 91.00 18.51%
41.0 65.0 ‘
0 \1\5\.9\‘\\\‘“\0\‘\ \H“\‘\\\‘H‘\\L‘\‘m\\‘\““\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: o-Cymene
119.0
— —
14.00 14.50
5000 m/z 105.00 10.04%
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 120.05 9.94%
5000
91.0
390 65.0 ‘
olts0 b L
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Benzene, (1-methyl-1-propen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.435 68.13 ug/l 1624500 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 50
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 46
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 46
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 46
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 46
Abundance Scan 2122 (14.435 min): VN086559.D\data.ms (-2117) (- | m/z 119.10 100.00%
119.1
91.0
148.1 VAL
39.0 65.0 | ‘ 14.50
0 b 198 sz 117,00 81.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 1T
14.50
91.0 m/z 105.05  45.10%
0 0 L
O\‘\‘H\‘\\w‘\‘uH\“\\‘M“‘“H‘\‘\‘U‘\‘\‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
14.50
m/z 91.00 30.73%
5000 91.0
39.0 65.0 ‘
ow“m“‘uM‘wu‘H‘m”_umwu‘U‘uw‘mHu_m,uu,m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane —
117.0 14.50
m/z 115.05 27.72%
5000
91.0
51.0 ‘
0“gqgh‘ﬂwww‘um‘ﬁmMWHEM‘NM“H“‘H‘,H“,H‘ —T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc ¢ 1.22g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.047 74.56 ug/1l 1777850  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 91
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
Abundance Scan 2226 (15.047 min): VN086559.D\data.ms (-2217) (1 m/z 117.85 100.00%
117.1
- »vﬁAAAJA/KMJ\\AV,M/\
91.0 1 7 \
39.0 65.0 ‘ ‘ 148.1 15.00
N ol T M e I ,ul“ﬂh 28 m/z 132,00 37.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0 15.00
51.0 m/z 115.00  28.38%
270" ‘ ‘
O \\\‘\\\\‘\\‘U\““U\\h\‘\1\\‘”}\\\’\‘Uf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
T [
15.00
5000 m/z 105.00 21.47%
0! A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- e i
117.0 15.00
m/z 91.00 19.77%
5000
91.0
27.0 e
0 "wH‘“"“w‘p‘l‘mw“‘M‘p‘:‘”!,ul“‘“wwwwm ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50925\
Data File : VN@86559.D

Acqg On : 09 May 2025 13:55

Operator : JC\MD

Sample : Q1980-04

Misc : 1.22g/10mL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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|
Hexane, 3-methyl- 8.435 58.9 ug/l 5690160 1 8.218 4828260 50.0
Benzene, 1l-ethy... 13.094 205.0 ug/l 4888170 4 13.788 1192290 50.0
Oxalic acid, cy... 13.223 54.1 wug/l 1291240 4 13.788 1192290 50.0
Benzene, 1-ethy... 13.335 162.9 ug/l 3885610 4 13.788 1192290 50.0
Heptane, 3,3,5-... 13.388 96.9 ug/l 2309950 4 13.788 1192290 50.0
o-Cymene 13.670 121.1 ug/l 2886580 4 13.788 1192290 50.0
unknown13.982 13.982 94.3 ug/l 2249730 4 13,788 1192290 50.0
Benzene, 1-meth... 14.323 50.2 ug/l 1197140 4 13.788 1192290 50.0
Benzene, (1-met... 14.435 68.1 ug/l 1624500 4 13.788 1192290 50.0
Benzene, 2-ethe... 15.047 74.6 ug/l 1777850 4 13.788 1192290 50.0
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