LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 39 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©91024W.M

Title : SW846 8260

Signal : TIC: VN@83963.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.165 1046 1056 1060 rBV 120235 291334 2.60% 0.397%
2 8.218 1060 1065 1075 rVB 238071 523406 4.67% 0.713%
3 8.571 1116 1125 1136 rBV 149629 324944 2.90% 0.443%
4 9.100 1206 1215 1227 rBV 328247 680735 6.07% 0.927%
5 10.012 1363 1370 1381 rVB 62770 125632 1.12% 0.171%

6 10.141 1381 1392 1398 rBV 94233 193642 1
7 10.494 1443 1452 1457 rBV 111742 209449 1
8 10.565 1457 1464 1472 rW 500429 908827 8.10%
9 11.641 1639 1647 1659 rVB3 109300 240934 2
10 11.741 1659 1664 1674 rVB 89773 158409 1

OCO0ORrRrOO0
N
w
(o]
R

11 11.865 1674 1685 1691 rBV2 496622 1034275 9.22%
12 11.959 1698 1701 1707 rVB 153136 243592 2.17%
13 12.065 1711 1719 1731 rVV 1313616 2561741 22.84%
14 12.394 1766 1775 1783 rVV 788560 1445860 12.89%
15 12.476 1783 1789 1795 rVB 86656 158396 1.41%

oORrwoR
IS
00
G
3R

16 12.694 1820 1826 1831 rBV 338043 592504 5
17 12.823 1840 1848 1861 rVB2 616658 1863304 16.
18 12.929 1861 1866 1871 rVB3 81303 153183 1.37%
19 12.988 1871 1876 1879 rBV 198734 355276 3
20 13.035 1879 1884 1889 rVV 690172 1093114 9

P OONO®
N
[
]
R

21 13.094 1889 1894 1898 rVV 3356394 5712891 50.93%
22 13.129 1898 1900 1903 rVV 1466742 1955731 17.44%
23 13.170 1903 1907 1918 rVB 2182545 3823853 34.09%
24 13.335 1926 1935 1942 rBV 1465920 2632594 23.47%
25 13.423 1942 1950 1954 rBV 642175 1147154 10.23%

R WU NN
N
(]
]
R

26 13.482 1954 1960 1966 rBV 7256603 11216855 100.00% 15.
27 13.529 1966 1968 1974 rVB 283991 393416  3.51%
28 13.641 1974 1987 1996 rBv4 758778 2296820 20.48%
29 13.718 1996 2000 2002 rBV 131594 182745 1.63%
30 13.753 2002 2006 2008 rBvV2 102125 120570 1.07%

OO wWou
=
N
©
R

31 13.823 2008 2018 2030 rVB3 2163962 6203490 55.31%
32 13.953 2034 2040 2041 rBV3 431735 672330  5.99%
33 13.988 2041 2046 2049 rBV2 1396066 2861930 25.51%
34 14.106 2062 2066 2070 rBV2 204046 299735 2.67%
35 14.182 2074 2079 2084 rVB 517197 899259  8.02%

PO WO
00
O
00
B

36 14.241 2084 2089 2092 rBV 811357 1373540 12.25% 1.871%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 39 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©91024W.M
Title : SW846 8260
37 14.270 2092 2094 2099 rVW 736427 951358 8.48%  1.296%
38 14.329 2099 2104 2113 rVB 1478802 2353472 20.98%  3.205%
39 14.441 2118 2123 2128 rVB3 362705 612481 5.46% 0.834%
40 14.576 2140 2146 2151 rBV 321777 536242 4.78% 0.730%
41 14.653 2151 2159 2162 rBV 990225 1694934 15.11% 2.308%
42 14.694 2162 2166 2170 rVV 1174534 1817981 16.21% 2.476%
43 14.735 2170 2173 2177 rVB3 434033 601330 5.36% 0.819%
44 14.806 2182 2185 2192 rVB 194775 292076 2.60%  0.398%
45 14.876 2192 2197 2200 rBV2 176986 245181 2.19% 0.334%
46 14.923 2200 2205 2209 rBV 525684 966117 8.61% 1.316%
47 15.047 2216 2226 2232 rBV4 783022 2594972 23.13% 3.534%
48 15.206 2249 2253 2261 rVB4 92569 190337 1.70% 0.259%
49 15.317 2261 2272 2284 rVV3 292594 875645 7.81% 1.193%
50 15.429 2285 2291 2300 rVB5 199059 496397 4.43% 0.676%
51 15.641 2313 2327 2334 rVB 805355 1796929 16.02% 2.447%
52 15.747 2340 2345 2349 rBv4 103870 198451 1.77% 0.270%
53 15.829 2354 2359 2370 rVB2 182582 398949 3.56% 0.543%
54 15.941 2370 2378 2387 rBV 153575 380473 3.39% 0.518%
55 16.123 2404 2409 2424 rVB3 77600 241882 2.16% 0.329%
56 16.253 2425 2431 2437 rVV4 71200 164942 1.47% 0.225%
57 16.335 2438 2445 2453 rVB3 122068 289154  2.58%  0.394%

58 16.776 2513 2520 2522 rBV 443737 771356  6.88% 1.051%

Sum of corrected areas: 73422129
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN083963.D\data.ms
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0 L L L e L L L 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: VN083963.D\data.ms

7000000

6000000
5000000
4000000
3000000
2000000

1000000
10.565

o 88638 8571 9'/1\00 10.002141 10.494 1164743
— —— N A /N AL - ‘
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10,00 10.50 11.00 1150

Abundance TIC: VN083963.D\data.ms
7000000

6000000
5000000
4000000

13.094

3000000
.170

2000000 3 988
12.065 13.1293.335 14329, 694
14,683
1000000, 12394 1580430 3.4 3 641 ) o 5 35,047 15.641 .
5
11.95 /J@7612.6941 3; Wé 57429 51&&399416 o I
T ‘ T T T ‘ T T T T ‘ T

o

Time--> 12.00 12.50 13.00 13550 14100 14550 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©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.141  14.22 ug/1 193642 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 86
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 53
Abundance Scan 1392 (10.141 min): VN083963.D\data.ms (-1381) (- | m/z 43.10 100.00%
43.1
71.2
5000
NIV A
“ | 09.1 10.00 10.500
o7t e m/z 71.20 65.41%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 L PRV
10.00 10.50
m/z 70.10 60.66%
ool U e
\‘\\\\‘\i\\‘}\\‘\‘\\‘}\‘}\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8634: Heptane, 4-methyl-
43.0
1 —4
10.00 10.50
5000 710 m/z 41.10  45.56%
S0l || e
ettt
m/z--> 0 20 40 60 80 100 120 140 160 ]\ A
Abundance #59101: Decane, 3,3,4-trimethyl- \ ped s ]
43.0 71.0 10.00 10.50
m/z 57.10 42.79%
5000
0 24.0 “\ “ L1 990 1290 1550 M
i B R S o —
m/z--> 0 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Octane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.641 11.65 ug/l 240934  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 59
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 59
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 1647 (11.641 min): VN083963.D\data.ms (-1639) (- | m/z 43.10 100.00%
5000 71.1
Aol AW
‘L H ‘ ‘ 113.1 11.50 12.00
ob el Ml m/z 41.10 47.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #14534: Octane, 2-methyl-
43.0 71.0
5000 Y —
11.50 12.00
113.0 m/z 71.10 42.05%
O\‘Z\G‘.\p\\‘i}\\‘ \‘\\1\-0\"\\1\‘\1\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #59039: Dodecane, 5-methyl-
43.0
AN AW
11.50 12.00
5000 85.0 m/z 57.05 41.617%
0200 | 67«L L0 e
miz--> 20 40 60 80 100 120 140 160 J&
Abundance #45503: Decane, 2,9-dimethyl- e —
43.0 11.50 12.00
m/z 85.05 31.88%
5000 71.0
dasb | | %0 0 amo J\W\
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.094 46.05 ug/l 5712890 1,4-Dichlorobenzene-d4 13.794
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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1894 (13.094 min): VN083963.D\data.ms (-1889) (- | m/z 105.10 100.00%
105.1
5000
120.1 A
—
77.1
39.1 13.00
ol B3P M b 1803 156010 29.35%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ /\N\ e ‘

120.0 13.00
m/z 77.10 12.99%

o150 20 00 T
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13,00 |
5000 ITI/Z 91.10 12.85%
120.0
77.0
ol 180, 200 800 I L
miz--> 20 40 60 80 100 120 140
Abundance #10717: Benzene, 1,2,4-trimethyl- —— I
105.0 13.00
m/z 79.10 8.96%
120.0
5000
270 510 70
0l I ‘\‘ ‘\M\‘m‘\‘\‘ : “M‘ : ‘M : ’\;“ ‘\‘\“\‘ R —
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©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.335 21.22 ug/1 2632590 1,4-Dichlorobenzene-d4 13.794
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1935 (13.335 min): VN083963.D\data.ms (-1926) (- | m/z 105.10 100.00%
105.1
5000 M A
e
391 554 77.0 J 13.00 13.50
Y IS WY 1< T “*‘, bl i1 1sa2 06 10 29.33%
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A — ﬂ
13.00 13.50
m/z 77.05 12.93%
39.0 77.0
O T \‘\ T \"‘\ \“1‘5\?’.9\\ T \“" T \‘1 T ‘H‘\ \J\-“z\.(\)\ L L
miz-> 20 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.05 12.69%
79.0
39.0 ‘ |
o) S NSRSV N | N 1 VY —
m/z--> 20 40 60 80 100 120 140 160
Abundance #10694: Mesitylene
105.0 13.00 13.50
m/z 79.10 9.48%
5000
77.0
39.0
old80 TS0 L 220
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\

: VN@83963.D
: 18 Sep 2024 ©5:33

JC\MD

: P3964-01
: 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH
: 39 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M

. SW846 8260

: C:\Database\NIST20.L
tion 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, 1l-ethenyl-2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.988 23.07 ug/l 2861930 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 92
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 83
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H1e 000496-11-7 64

Abundance Scan 2046 (13.988 min): VN083963.D\data.ms (-2041) (- | m/z 117.10 100.00%
117.1
5000
57.1
91.1
I g )] \‘\ || ase2 207.0 -
0 b Al L e 200D m/z 105.10  99.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 /\‘/p\‘
91.0 14.00
m/z 118.10 54.84%
3T° 65.0
O\\\‘\‘H\‘\\“1\““‘\‘H”ih‘\M\“‘\H [T T T T[T T[T T T T[T I T [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
14.00
m/z 115.10 34.19%
5000 910 /
39.0 63.0
015.0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 14.00
m/z 57.10 31.77%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

82N091024W.M Wed Sep 18 17:41:45 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.329 18.97 ug/1 2353470  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 2104 (14.329 min): VN083963.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
5000
ot 00 0
14. 14.5
39.1 65.1
o‘Hww\uwhw‘umMm‘m“MMHm_l?’ﬁ-‘o‘H‘_H?‘Q?:l‘ m/z 134.05  27.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.10  18.61%
65.0 ‘
O\?—\5\.(‘)\‘\\3\9“;9\“\‘\“i‘u\‘H‘\H\“H“H‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —r
14.00 14.50
5000 m/z 120.05 10.09%
91.0
15.0 39.0 65.0 ‘ ‘
e Y A ) S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 77.05 9.93%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.653 13.66 ug/l 1694930 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 2159 (14.653 min): VN083963.D\data.ms (-2151) (- | m/z 119.10 100.00%

1191
5000

39.1 77.0 14.50 15.00
ol bow L 12550 2071 2810 /7 134,05  45.66%
miz--> 50 100 150 200 250
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50 15.00

m/z 91.10 18.78%

39.0 770
04 ‘\ ‘\‘ i“‘ \M\ ‘”\ \‘ ‘N\M‘! \h\ B B e B I s
Mjze> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

T
14.50 15.00

5000 m/z 120.10 9.80%
39.0 77.0
[o) n— “\ i‘n b L\‘ o M! “\‘ — — — M
m/z--> 50 100 150 200 250
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- = =
119.0 14.50 15.00

m/z 133.05 9.58%

5000

41.0 77-0‘

I AL

miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.694 14.65 ug/l 1817980 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91

Abundance Scan 2166 (14.694 min): VN083963.D\data.ms (-2162) (- | m/z 119.10 100.00%
119.

0.1
5000
91.1

39.1 65.1 14.50 15.00

OF bbb L 18611581 g 134 95 41.81%

miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

14.50 15.00
m/z 91.10 17.57%

91.0
39.0 65.0
0 \1\5‘\.(‘) T ‘\ T \“‘\ \“i‘\ “i‘\ T \‘H‘ T \‘\ T ‘W\ \N T \1\ \6.‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0

T —
14.50 15.00

5000 m/z 120.10 9.83%
91.0
39.0  65.0 l
O g i 3360
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- i e
119.0 14.50 15.00

m/z 77.10 9.10%

5000
91.0
39.0 65.0 ‘ 4
150 00T Wl 1360

O e LA o T —
m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P3964-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.047 20.92 ug/l 2594970  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
Abundance Scan 2226 (15.047 min): VN083963.D\data.ms (-2216) (- m/z 117.85 100.00%
117.1
91.0 \
51.0 ‘ m 15.00
bl ot M 1482 2069 ;132,05 35.75%
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 115.05  31.42%
270" ‘ ‘
O \\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\\‘\‘Uf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
R T
15.00
5000 m/z 119.10 26.86%
39.0 g50 910 ‘ ‘
0 H“ﬂ‘ﬂ_HMWWHJ‘H"_“w‘%h“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene =
117.0 15.00
m/z 91.05 17.07%
5000
91.0
390 g0 ‘ ‘
S i 0 I Y Al
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@91724\
Data File : VN@83963.D

Acqg On : 18 Sep 2024 05:33

Operator : JC\MD

Sample : P39%64-01

Misc : 4.16g/10mL/100uL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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|
Pentane, 2,3,3-... 10.141 14.2 ug/l 193642 2 9.100 680735 50.0
Octane, 2-methyl- 11.641 11.7 ug/l 240934 3 11.865 1034280 50.0
Benzene, 1l-ethy... 13.094 46.0 ug/l 5712890 4 13.794 6203490 50.0
Benzene, 1-ethy... 13.335 21.2 ug/l 2632590 4 13.794 6203490 50.0
Benzene, 1l-ethe... 13.988 23.1 ug/l 2861930 4 13.794 6203490 50.0
Benzene, 4-ethy... 14.329 19.0 ug/l 2353470 4 13.794 6203490 50.0
Benzene, 1,2,3,... 14.653 13.7 wug/l 1694930 4 13.794 6203490 50.0
Benzene, 1l-ethy... 14.694 14.7 wug/l 1817980 4 13.794 6203490 50.0
Benzene, 2-ethe... 15.047 20.9 ug/l 2594970 4 13.794 6203490 50.0
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