LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 46  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@83970.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.159 1046 1055 1059 rBV 141560 317600 3.10% 0.424%
2 8.218 1059 1065 1076 rVB2 299448 685154 6.68% 0.915%
3 8.571 1116 1125 1136 rBV 159885 366318 3.57% 0.489%
4 8.753 1140 1156 1169 rBV 138718 355240 3.46% 0.474%
5 9.094 1205 1214 1222 rBV 397630 846655 8.25%  1.130%
6 9.583 1285 1297 1302 rBvV3 83414 186265 1.82% 0.249%
7 9.641 1302 1307 1314 rVB 54556 106516 1.04% 0.142%
8 10.012 1363 1370 1379 rBV 182418 373520 3.64% 0.499%
9 10.141 1385 1392 1398 rBV 263604 505509 4.93% 0.675%
10 10.335 1417 1425 1438 rVB2 68530 164817 1.61% 0.220%
11 10.494 1438 1452 1457 rBV 255443 489404 4.77% 0.653%
12 10.565 1457 1464 1470 rVV 606219 1121965 10.93% 1.498%
13 10.630 1470 1475 1484 rVV 112515 228663 2.23%  0.305%
14 10.741 1487 1494 1501 rVB2 96218 177958 1.73% 0.238%
15 11.012 1530 1540 1546 rVB3 71683 144486 1.41% 0.193%
16 11.271 1579 1584 1593 rVB 63763 125886 1.23% 0.168%
17 11.641 1639 1647 1657 rVB3 165605 352884  3.44% 0.471%
18 11.741 1659 1664 1674 rVB 134124 245737  2.39% 0.328%
19 11.865 1674 1685 1690 rBV2 588323 1246905 12.15% 1.665%
20 11.959 1696 1701 1708 rVB 581212 1016017 9.90% 1.356%

21 12.065 1711 1719 1731 rBV 2622918 5113212 49.83%
22 12.394 1766 1775 1783 rVV 1260952 2268774 22.11%
23 12.477 1784 1789 1795 rVB 103272 194869 1.90%
24 12.694 1820 1826 1831 rBV 540416 940021  9.16%
25 12.824 1841 1848 1851 rBV 521466 1031355 10.05%
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B

26 12.924 1861 1865 1871 rVB4 82563 156165 1.52%
27 12.988 1871 1876 1879 rBV 197059 357959 3.49%
28 13.035 1879 1884 1889 rVV 1072780 1781921 17.37%
29 13.094 1889 1894 1898 rVV 3600225 6151123 59.95%
30 13.129 1898 1900 1903 rVV 1525457 2024643 19.73%

NOoONO®O®
w
N
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R

31 13.171 1903 1907 1917 rVB 2076724 3637717 35.45%
32 13.335 1927 1935 1942 rBV 1408087 2424577 23.63%
33 13.424 1942 1950 1954 rBV 553649 984939  9.60%
34 13.482 1954 1960 1966 rBV 6590546 10261008 100.00% 13.
35 13.529 1966 1968 1974 rVB 246764 326783 3.18%
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36 13.641 1974 1987 1991 rBV3 742098 1979784 19.29% 2.643%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10emL/100uL/5.00ml1/MSVOA_N/MEOH

ALS Vvial : 46  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 13.823 2008 2018 2031 rVB3 1953422 5932033 57.81% 7.920%
38 13.953 2034 2040 2041 rBV2 397173 609439 5.94% 0.814%
39 13.988 2041 2046 2048 rBV2 1358565 2332496 22.73% 3.114%
40 14.106 2062 2066 2073 rBV3 186497 365202 3.56% 0.488%
41 14.182 2074 2079 2084 rVB 444609 763776  7.44%  1.020%
42 14.241 2084 2089 2092 rBV 669158 1168503 11.39% 1.560%
43 14.271 2092 2094 2099 rvV 623876 803409 7.83% 1.073%
44 14.329 2099 2104 2112 rVB 1232507 2011395 19.60% 2.685%
45 14.441 2117 2123 2128 rBV3 273036 462785 4.51% 0.618%
46 14.570 2141 2145 2151 rVB 274682 453317 4.42% 0.605%
47 14.653 2151 2159 2162 rBV 805679 1388466 13.53% 1.854%
48 14.688 2162 2165 2169 rVV 946960 1405222 13.69% 1.876%
49 14.735 2169 2173 2177 rVB2 389243 562153 5.48% 0.751%
50 14.806 2182 2185 2193 rVB 149297 222954 2.17% 0.298%
51 14.876 2193 2197 2200 rBV2 139657 183909 1.79% 0.246%
52 14.923 2200 2205 2209 rBv2 407820 747327 7.28% 0.998%
53 15.023 2216 2222 2225 rBV3 632788 1389284 13.54% 1.855%
54 15.206 2250 2253 2260 rVB6 87307 173536 1.69% 0.232%
55 15.317 2262 2272 2283 rVV2 269525 757397 7.38% 1.011%
56 15.429 2286 2291 2300 rVB3 168985 411165 4.01% 0.549%
57 15.635 2314 2326 2334 rBV 677238 1527237 14.88% 2.039%
58 15.747 2341 2345 2348 rBV2 61881 104802 1.02% 0.140%
59 15.823 2349 2358 2370 rVB2 241112 830866 8.10% 1.109%
60 15.941 2370 2378 2385 rBvV2 143969 373313 3.64% 0.498%
61 16.253 2426 2431 2437 rVV6 80793 178592 1.74% 0.238%
62 16.335 2440 2445 2452 rVB3 125689 267666 2.61% 0.357%

63 16.776 2513 2520 2522 rBV 428867 782130 7.62% 1.044%

Sum of corrected areas: 74900723
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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: VN083970.D\data.ms
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Abundance TIC: VN083970.D\data.ms
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Time—>  7.00 7.50 8.00 8.50 9.00 9.50 10,00 10,50 11,00 11.50

Abundance TIC: VN083970.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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, 2,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.753 20.98 ug/l 355240 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 1156 (8.753 min): VN083970.D\data.ms (-1140) (-) m/z 57.05 100.00%
57.0
5000
41.1
‘ 30 992 8.40 8.60 8.80 9.00
0 H‘_H‘_H‘_H‘_Hﬂwu‘_ﬂEMH‘MH‘_L‘_HJMH‘_H‘_ m/z 56.10 31.69%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000
8.40 8.60 8.80 9.00
4l m/z 41.10  30.16%
o \ | ‘ 710 850 9990 1140
\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
e e AR AR
8.40 8.60 8.80 9.00
5000 m/z 43.10 17.33%
41.0
27.0 99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #8654: Hexane, 2,2-dimethyl- L i AREaaEEans
57.0 8.40 8.60 8.80 9.00
m/z 39.10 11.25%
5000
41.0
27.0
ol 40 \ | 710 990 1140
‘H_H‘_Hw‘HWH‘WHH‘HH_‘HMHW‘HWH‘WHH‘HHM
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.012 22.06 ug/l 373520 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 64
Abundance Scan 1370 (10.012 min): VN083970.D\data.ms (-1363) (- | m/z 43.10 100.00%
43.1 71.1
5000
D JUNAJ
‘ “ 10.00
ol el 990 1142 1591 7 71,10 85.99%
miz--> 20 40 60 80 100 120 140 160
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 iCE LY ‘
10.00
m/z 70.05 61.71%
0 26,0 \“‘ ‘ ‘ 97.0 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 10.00
5000 m/z 41.05 38.03%
ST R R
m/z--> 20 40 60 80 100 120 140 160
Abundance #4466: Pentane, 3-ethyl- T
43.0 10.00
m/z 55.05 27.10%
5000 710
ol 280 | | | o0 L
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 Pentane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.141  29.85 ug/l 505509 1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 74
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64

Abundance Scan 1392 (10.141 min): VN083970.D\data.ms (-1385) (- | m/z 43.10 100.00%
3.1

43.
71.1
5000

I “M ‘ 99.1 141.2159.1

—

0 ““‘“‘M“““ue‘,‘u‘u\““““““““‘ m/z 71.10 64.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000 T ‘ T T ‘ T

m/z 70.05 61.80%

0 | | M 920 114.0
L ‘ T T T LU ‘ T T ’ L ‘ L ‘ T T 1T ‘ L ‘ T
mi/z--> 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0

o

10.00 10.50
5000 70.0 m/z 57.05 40.70%
26TL M 100.0
Ot e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- = =
43.0 71.0 10.00 10.50

m/z 41.10  38.84%

) M
ol 260 “\ Ly 990 1290 155.0
e e

T T
m/z--> 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@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 Hexane, 2,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.494 19.62 ug/l 489404  Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 72
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 72
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 64
Abundance Scan 1452 (10.494 min): VN083970.D\data.ms (-1438) (1 m/z 57.10 100.00%
57.1
5000
41.1
—~ =
10.50
97 1 113 2
Y || - “‘7‘9‘0‘ Dl TIT12911449 0 5610 38.33%
m/z--> 20 40 60 80 100 120 140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 R
10.50
41.0 m/z 41.10  31.24%
0 ‘\ | ss0 1130
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140
Abundance #14572: Hexane, 2,2,5-trimethyl-
57.0
=
10.50
5000 m/z 71.10 22.43%
41.0
o‘1‘5‘9””‘Hw_mw_1‘1‘?’;‘7””_”
miz--> 20 60 80 100 120 140
Abundance #14565:Hemane,22{mnemyk ]
57.0 10.50
m/z 43.10 18.06%
5000 41.0
bl WL L mRe wi
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 5 Octane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.641 14.15 ug/1 352884 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 80
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 59
4 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 53

Abundance Scan 1647 (11.641 min): VN083970.D\data.ms (-1639) (- | m/z 43.10 100.00%

43.1
5000 71.1
T

L L 131 449 1741

‘ 11.50 12.00
0‘H"H‘iH‘“‘m‘HH‘mmm‘uH“m‘m m/z 57.10 54.92%
m/z--> 20 40 80 100 120 140 160 180
Abundance #14530. Octane, 2-methyl-
43.0
5000 T ‘ T T T
11.50 12.00

71.0 m/z 41.18 47.06%

[ e
\\\‘\}\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
mi/z--> 20 40 60 100 120 140 160 180
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0

T
11.50 12.00

o

5000 71.0 m/z 71.10 43.50%
o0 | L] | | sso s2m0
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59039: Dodecane, 5-methyl- = — T
43.0 11.50 12.00

m/z 85.10  35.57%

\‘ ‘\ | ‘ 126.0 169.0 -, )

0l e e R :
miz--> 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_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 6 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.094 51.85 ug/l 6151120 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 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 1894 (13.094 min): VN083970.D\data.ms (-1889) (- | m/z 105.10 100.00%
105.1
5000
391 77\'0\ 1349 1661  207.1 13.00
Ol el 13991601 2071 7 120018 29.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 : AM AL
13.00
m/z 91.10 12.80%
77.0
O-\‘]-\5\.(‘)\‘\\\?)\9“.\0\‘\\“\‘H\M‘\\‘M‘H‘\\‘\H“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
T I
13.00
5000 m/z 77.05 12.59%
77.0
0150 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene AJX — ‘
105.0 13.00
m/z 106.10 8.74%
5000
39.0 77.0
) Bl VR T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.335 20.44 ug/l 2424580 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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1935 (13.335 min): VN083970.D\data.ms (-1927) (- | m/z 105.05 100.00%
105.1
5000
39.1 7.1 l 13.00 13.50
Obrr et Al (1270 1881 1792 o100 16 29, 80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 JJ\\/\ \/\\ T T T j\\
13.00 13.50
m/z 91.05 12.67%
77.0
0 ;_\5\"0\‘\\3\9“.(\)\‘\\“\‘\HM‘H‘\\‘MH‘\H“HH‘HH’HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.10 12.45%
79.0
w0 iy
O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 13.00 13.50
m/z 79.10 9.22%
5000
39.0 77.0
YR R ) A —
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©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 8 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.988 19.66 ug/l 2332500 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 83
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 60
3 Indane 118 C9H10 000496-11-7 60
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 60
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
Abundance Scan 2046 (13.988 min): VN083970.D\data.ms (-2041) (- | m/z 117.10 100.00%
117.1
5000
57.1 911
e s 1400
Ok et bbbl L L 742 207 105 10 90.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5000
91.0 14.00
39.0 63.0 m/z 118.10 54.72%
0 15.0
a ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene
117.0
LT
14.00
5000 m/z 115.10 35.13%
91.0
51.0
o‘H“2‘7‘(‘0““‘“‘:JMH‘mw”_u‘:‘““HJ‘wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10180: Indane L
117.0 14.00
m/z 57.10  29.76%
5000
0 15.0
/ e e 1
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©91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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 9 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.329 16.95 ug/1 2011400 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 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 2104 (14.329 min): VN083970.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
5000
ot ‘ 14.00 14.50
39.1 65.1 : :
o S w‘m““‘u“”,‘“m“J‘mw“‘u““‘;':5‘:’)‘"2”‘]7%2"‘2”“ m/z 134.05 28.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.10 17.98%
O+ \1\5\.(‘)\‘\ \3\9“‘.?\“\‘ \6‘3.\0\ \‘H’ T T “H“\ \‘M T [T T[T T[T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —
14.00 14.50
5000 m/z 120.10 9.91%
1.
150 390 g5o 9O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 77.10 9.64%
5000
91.0
39.0 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91724\
Data File : VN@83970.D

Acqg On : 18 Sep 2024 08:20

Operator : JC\MD

Sample : P3964-09

Misc : 2.02g/10mL/100ulL/5.00m1/MSVOA_N/MEOH

ALS Vvial : 46  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, 2,2,4-... 8.753 21.0 ug/l 355240 2 9.100 846655 50.0
Pentane, 2,3,4-... 10.012 22.1 wug/l 373520 2 9.100 846655 50.0
Pentane, 3-ethy... 10.141 29.9 wug/l 505509 2 9.100 846655 50.0
Hexane, 2,2,4-t... 10.494  19.6 ug/l 489404 3 11.865 1246910 50.0
Octane, 2-methyl- 11.641 14.2 ug/l 352884 3 11.865 1246910 50.0
Benzene, 1l-ethy... 13.094 51.9 wug/l 6151120 4 13.794 5932030 50.0
Benzene, 1-ethy... 13.335 20.4 wug/l 2424580 4 13.794 5932030 50.0
Benzene, 1l-ethe... 13.988 19.7 ug/l 2332500 4 13.794 5932030 50.0
Benzene, 4-ethy... 14.329 16.9 ug/l 2011400 4 13.794 5932030 50.0
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