LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10emL/100uL/5.00mL/MSVOA_X/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 X\Method\82X042224W.M

Title : SW846 8260

Signal : TIC: VX@41274.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.422 210 219 298 rBV 3329064 14218981 79.70% 25.954%
2 5.385 688 705 713 rBV2 84310 260887 1.46% 0.476%
3 5.543 724 731 753 rVB 159114 583467 3.27% 1.065%
4 5.805 761 774 787 rBV2 144887 423267 2.37% 0.773%
5 5.952 789 798 808 rBV 88880 243113 1.36% 0.444%
6 6.757 920 930 955 rBV 227902 557781 3.13% 1.018%
7 7.372 1018 1031 1042 rBV2 99497 254066 1.42% 0.464%
8 8.646 1235 1240 1245 rBV 448890 681724  3.82% 1.244%
9 8.720 1245 1252 1270 rVB 11227089 17840062 100.00% 32.564%
10 10.055 1466 1471 1478 rBV 491757 658766 3.69% 1.202%
11 10.195 1487 1494 1500 rBV 1090346 1424478 7.98% 2.600%
12 10.299 1502 1511 1518 rBV 3960777 5384063 30.18% 9.828%
13 10.640 1561 1567 1582 rVB 1314900 1745000 9.78%  3.185%
14 11.085 1634 1640 1645 rBV 435979 590265 3.31% 1.077%
15 11.305 1671 1676 1683 rBV 173201 228214 1.28% 0.417%
16 11.378 1683 1688 1695 rVV 520606 874376  4.90%  1.596%
17 11.451 1695 1700 1710 rVB 286574 395552  2.22% 0.722%
18 11.615 1722 1727 1734 rVB 274452 391650 2.20% 0.715%
19 11.750 1745 1749 1758 rVB 1049048 1346932 7.55% 2.459%
20 12.024 1789 1794 1799 rVB 561561 728603 4.08% 1.330%
21 12.085 1799 1804 1809 rBV 305844 382814 2.15% 0.699%
22 12.243 1825 1830 1832 rBV 228334 292381 1.64% 0.534%
23 12.268 1832 1834 1838 rVV 170675 191526 1.07%  ©.350%
24 12.317 1838 1842 1849 rVB3 230396 364118 2.04% 0.665%
25 12.530 1872 1877 1879 rBV 142840 179882 1.01% 0.328%
26 12.615 1886 1891 1894 rVWV 155221 185257 1.04% 0.338%
27 12.701 1899 1905 1913 rBV3 109973 229154 1.28% 0.418%
28 12.963 1944 1948 1950 rVV 174784 201438 1.13% 0.368%
29 13.170 1974 1982 1986 rBV3 148830 237149 1.33% 0.433%
30 13.292 1998 2002 2007 rVB2 340260 453190 2.54% 0.827%
31 13.420 2019 2023 2032 rVB 185591 314086 1.76% ©.573%
32 13.774 2077 2081 2088 rVB 173672 264556 1.48% 0.483%
33 13.847 2088 2093 2099 rVB3 122354 206258 1.16% 0.376%
34 14.225 2149 2155 2161 rVB2 220102 374469 2.10% 0.684%
35 14.438 2183 2190 2193 rBV 197588 255237 1.43% 0.466%

36 14.481 2193 2197 2205 rVB2 141946 205937 1.15% 0.376%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00emL/MSVOA_X/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_X\Method\82X042224W.M
Title : SW846 8260

37 14.633 2215 2222 2226 rBV2 259044 504496  2.83% 0.921%
38 15.560 2368 2374 2379 rBV 787982 1111780 6.23%  2.029%

Sum of corrected areas: 54784975
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041274.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.805 36.27 ug/l 423267  Pentafluorobenzene 5.543

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 50
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50
Abundance Scan 774 (5.805 min): VX041274.D\data.ms (-761) (-) m/z 43.10 100.00%
43.1
71.1
5000

M ‘ 1001 5.40 5.60 5.80 6.00 6.20

0t el e m/z 71010 64.68%

m/z--> 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0

5.40 5.60 5.80 6.00 6.20
L m/z 70.10 62.69%
O \\\‘\1\\\"‘ “

26 ‘ 109.0
L : T \‘\ T ‘ T { T ‘ LU ‘ T T ‘ LU ‘ T T ‘ T
mi/z--> 20 40 60 80 100 120 140 160
Abundance #4464: Heptane
43.0

5.40 5.60 5.80 6.00 6.20

5000 71.0 m/z 41.10  60.90%
100.0
20 | | |
ol e - e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- “‘H“‘H“‘H,‘H“‘
43.0 71.0 5.40 5.60 5.80 6.00 6.20

m/z 57.10 57.55%

5000 /\
oL 260 “\ ‘ L 990 1290 18550

m/z--> 20 40 60 80 100 120 140 160 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.378 60.00 ug/l 874376  1,4-Dichlorobenzene-d4 12.024
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX041274.D\data.ms (-1683) (| m/z 105.00 100.00%
105.0
5000
120.1
77.0 11.00 11.50
39.0
O b P80l 1803 s 106,65 31.79%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 90.95 12.33%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
— o
11.00 11.50
5000 m/z 77.00 11.44%
120.0
77.0
ol 180, 0 599 U | i
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 11.00 11.50
m/z 103.00 8.56%
120.0
5000
39.0 77.0 jk
o9
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.615 26.88 ug/l 391650 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1727 (11.615 min): VX041274.D\data.ms (-1722) (- m/z 105.00 100.00%

106.0
5000

39.0 77 77.1 11.50 12.00
Ob e Rl f o L W dA1 1821 s 179.10  32.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
11.50 12.00

m/z 91.00 11.90%

39.0 77.0
ok | ““““““;‘5‘?‘.9‘ . “\\‘HM . ‘\;“ ‘\‘\‘w‘ R R RERARRRRERE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0

11.50 12.00
5000 m/z 77.10 11.38%
270 510 70
0‘\J‘”\M‘WNWJ”‘““M‘“w‘wh““W“‘\““W“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-

105.0 11.50 12.00
m/z 103.10 8.61%

5000
79.0
\ N
0 I | | i ‘ ‘ ‘ ‘

m |
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.085 26.27 ug/l 382814 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1804 (12.085 min): VX041274.D\data.ms (-1799) (- | m/z 104.95 100.00%
105.0 r\
5000 120.1
39.0 63.0 77‘-0 91.0 12.00
Obrrrprrrerrrepreetireretiers el bl m/z 120010 43.53%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0
12.00
m/z 77.00 11.82%
. 7.0 910
0\H‘\H\‘\2\\7\.‘0\\\\“H\\i‘}‘\\M\‘\‘H‘\H‘H‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
12.00
m/z 91.00 9.97%
5000 120.0 /
39.0 77.0 910
N RSN PUUON O | RN NSSOY] U
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.05 9.89%
120.0
5000
39.0 77.0
15.0 | 630 | 91.0
0"“‘\‘H‘H“l‘mu“m}‘lm 1“‘”“”1“"H“:m‘“l!“mu“uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 5 Benzene, cyclopropyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.243  20.06 ug/l 292381 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60

Abundance Scan 1830 (12.243 min): VX041274.D\data.ms (-1825) (- | m/z 117.00 100.00%
117.0
5000
91.0
63.0 12.00 12.50
0 39\.1 I A \“ il Uﬂ 13\4'0 154.1 m/z 117.95 56.28Y
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . . (]
miz-> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
11v.0
,\ ﬂ\_/\r\/\
5000 e e
91.0 12.00 12.50
51.0 m/z 115.00  33.62%
O\\\\‘2\1.(\)\“\\“}\““‘}‘\7\4“‘}3\”\‘”\“‘\\\\“\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
12.00 12.50
5000 m/z 90.95 16.16%
37.0 58.0 91‘.0 ‘
N O ¥
miz--> 20 40 60 80 100 120 140
Abundance #10194: Benzene, 1-propenyl-
117.0 12.00 12.50
m/z 119.05 12.27%
5000
91.0
390 550 ‘
o“““u"M‘JhﬂwU‘uN“»;‘M“mM‘H“““‘ ‘
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 31.10 ug/l 453190 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 62
Abundance Scan 2002 (13.292 min): VX041274.D\data.ms (-1998) (- m/z 117.00 100.00%
117.0
5000
910 13.00 13.50
39.0 65.0 . .
166.1
Ol bl Ml BT SO0Z 0 m/z 119.05  39.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000
13.00 13.50
o 810 m/z 132.05 37.41%
0 H\‘2\7‘\.\0\“H“\.\‘W\H“‘H“H‘Hi‘\\H‘\\H\‘\‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16120: Benzene, 2-butenyl-
117.0
e HmA
13.00 13.50
m/z 115.00  28.80%
5000 91.0
39.0 65.0 ‘
0 m_‘m“u Ay, ‘H‘m”_umwu AL us“m””_”wm
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- s ——
117.0 13.00 13.50
m/z 131.00 18.78%
5000
390 450 910 ‘ ‘
ol b Ml
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\VXe42924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.420  21.55 ug/l 314086 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
3 Indan, epoxide 132 C9H80 000768-22-9 52
4 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 50
5 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 38

Abundance Scan 2023 (13.420 min): VX041274.D\data.ms (-2019) (- m/z 104.00 100.00%
104.0
132.1
w J
78.0 13,50
T e dd b 1051 -
0 bbbl T m/z 132.85  51.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.50
m/z 91.00 43.10%
270 51.0 78.0 “
O\\\‘\\\\“\\“\‘\“H‘\\\H’\\\\’H ‘\‘1‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16121: Benzene, cyclobutyl-
104.0
—T—
13.50
5000 m/z 115.00 18.75%
50.0 78‘0 132.0
om_mhHw“wum“,w,‘uwwwwww
m/z--> 20 40 60 100 120 140 160 180
Abundance #16653.Indan,epomde =
104.0 13.50
m/z 117.00  15.69%
5000
51.0 78.0 132.0
27.0 | M I
om_m‘ H_mw,””,H:‘mu_m_mw
m/z--> 20 40 60 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.225 25.70 ug/l 374469 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 86
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76

Abundance Scan 2155 (14.225 min): VX041274.D\data.ms (-2149) (- m/z 131.05 100.00%

131.1
5000
105. A A
39.0 77.0 14.00 14.50
162.1
0 "w“‘u‘W‘_l?ﬁ‘-‘lw m/z 118.05  61.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

Ao Sl

14.00 14.50
m/z 146.05 58.82%

O' ‘\‘“!\“\“f\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

14.00 14.50
5000 m/z 117.05  31.25%
270 510 77.0

T \‘M\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 JMM
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-

. M
T T

131.0 14.00 14.50
m/z 115.00 26.87%

5000 91.0
39.0
65.0
115.0 |

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

5000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.633  34.62 ug/l 504496 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 47

Abundance Scan 2222 (14.633 min): VX041274.D\data.ms (-2215) (- m/z 142.00 100.00%

142.0
5000
1450 1500
63.0 : :
91.0
ob ik B b Ml 127722080 280 10141 60 ss.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 —r— —r—r
14.50 15.00
m/z 115.00 34.59%
O2’\\.\\“\\“\?‘3“\:3“\‘\‘!‘\\‘\H‘\"(\)H\i\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
AL =
14.50 15.00
5000 ITI/Z 145.00 13.61%
0 39‘0‘ ]]\HO Al 11‘\'0 |
e et et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — —
141.0 14.50 15.00
m/z 143.00 12.46%

5000

=

27.0 ' 113.0
0 ,WMHp‘wu_u‘”_mu_m_m_m_m‘www”ww

by e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample : P2183-01

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.560 76.30 ug/l 1111780  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 96
2 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 87
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 72
4 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H1802 1000194-97-2 72
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 72
Abundance Scan 2374 (15.560 min): VX041274.D\data.ms (-2368) (- m/z 191.10 100.00%
191.1
5000
570 o910 1311 1631 1550 |
0 m‘w,m“HH_Hwnu“w_w‘wmm“w_‘!‘_m?‘zf‘;ﬁ m/z 206.10  22.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 —
15.50
57.0 , 1310 1630 m/z 192.05  14.14%
0 \\\‘2\9\\(\)"\\\‘\“\\\‘\“\\‘\\‘\M\\‘}H‘\1“}‘\“\‘\\\‘\\\\‘\\!\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82739: 2,4-Di-tert-butylphenol
191.0
T T
15.50
5000 m/z 131.05 13.98%
57.0
ol 290, 9101150 1630 | ‘
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82757: Phenol, 2,5-bis(1,1-dimethylethyl)- = ‘
191.0 15.50
m/z 57.10 11.71%
5000
57.0
e O KT R P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042924\
Data File : VX041274.D

Acqg On : 29 Apr 2024 14:16

Operator : JC/MD

Sample . P2183-01

Misc : 5.03g/10mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.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- 5.805 36.3 ug/l 423267 1 5.543 583467 50.0
Benzene, 1l-ethy... 11.378 60.0 ug/l 874376 4 12.024 728603 50.0
Benzene, 1l-ethy... 11.615 26.9 wug/l 391650 4 12.024 728603 50.0
Benzene, 1l-ethy... 12.085 26.3 ug/l 382814 4 12.024 728603 50.0
Benzene, cyclop... 12.243 20.1 ug/l 292381 4 12.024 728603 50.0
Benzene, 1-ethe... 13.292 31.1 wug/l 453190 4 12.024 728603 50.0
Naphthalene, 1,... 13.420 21.6 wug/l 314086 4 12.024 728603 50.0
Naphthalene, 1,... 14.225 25.7 ug/l 374469 4 12.024 728603 50.0
Naphthalene, 1-... 14.633 34.6 ug/l 504496 4 12.024 728603 50.0
Phenol, 2,6-bis... 15.560 76.3 wug/l 1111780 4 12.024 728603 50.0
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