LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N121422W.M

Title : SW846 8260

Signal : TIC: VNO76008.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.259 195 205 221 rVB 130791 312231 1.06% 0.203%
2 4.442 395 406 419 rBV 367811 1121539 3.79% 0.728%
3 5.400 555 569 583 rVB4 101393 495045 1.68% ©0.321%
4 5.812 623 639 658 rBV4 319796 1189384 4.02% 0.772%
5 6.812 797 809 818 rBV2 96022 295803 1.00% 0.192%
6 7.335 890 898 907 rVWW 397426 1067907 3.61% ©.693%
7 8.012 1005 1013 1022 rVB 164982 396339 1.34% 0.257%
8 8.171 1031 1040 1045 rBV 257797 628768 2.13% 0.408%
9 8.230 1045 1050 1063 rVB2 526049 1638212 5.54% 1.063%
10 8.588 1102 1111 1125 rBV2 254589 706340 2.39% 0.458%
11  8.741 1127 1137 1142 rBV3 144934 432210 1.46% 0.280%
12 9.106 1190 1199 1206 rBV2 863019 1917491 6.49% 1.244%
13 9.388 1242 1247 1263 rVB 150438 314298 1.06% 0.204%
14 9.606 1263 1284 1292 rBV4 257550 825598 2.79% 0.536%
15 10.106 1362 1369 1374 rBV 256240 486668 1.65% 0.316%
16 10.453 1421 1428 1440 rVB2 254006 500559 1.69% 0.325%
17 10.571 1440 1448 1454 rBV 1033275 1934624 6.55% 1.255%
18 10.635 1454 1459 1469 rVB 303462 596479 2.02% 0.387%
19 11.870 1660 1669 1676 rBV 899556 1618233 5.48% 1.050%
20 11.970 1677 1686 1696 rVV 11007527 18722960 63.35% 12.150%

21 12.082 1696 1705 1716 rVB 13089231 21706931 73.45% 14.086%
22 12.400 1749 1759 1767 rBV 2428751 4241455 14.35%  2.752%

23 12.700 1803 1810 1817 rVB 696935 1135592 3.84% 0.737%
24 12.853 1828 1836 1846 rBV 728616 1240570 4.20%  0.805%
25 13.041 1861 1868 1873 rBV 1396887 2265128 7.66% 1.470%

26 13.100 1873 1878 1880 rVV 1149907 1805845 6.11% 1.172%
27 13.135 1880 1884 1889 rVV 3995044 6346620 21.47% 4.118%
28 13.176 1889 1891 1899 rVB 331612 434503 1.47% ©0.282%
29 13.341 1911 1919 1928 rVB 5812873 9443024 31.95% 6.128%
30 13.488 1930 1944 1952 rBV 19272751 29553881 100.00% 19.178%

31 13.676 1971 1976 1981 rVB 212642 323716 1.10% ©0.210%
32 13.823 1990 2001 2017 rVB2 3964130 8129716 27.51% 5.275%
33 13.959 2017 2024 2025 rBV 757670 1112885 3.77% 0.722%
34 13.994 2025 2030 2036 rVV2 3442320 5937589 20.09%  3.853%
35 14.182 2056 2062 2068 rVVv2 589078 1026882 3.47% ©0.666%

36 14.247 2068 2073 2076 rVV 1108430 1870381 6.33% 1.214%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  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\82N121422W.M
Title : SW846 8260
37 14.276 2076 2078 2083 rVV 912285 1233550 4.17% ©.800%
38 14.335 2083 2088 2094 rVB 1810288 2781986 9.41% 1.805%
39 14.400 2094 2099 2102 rBV 319132 505256 1.71% 0.328%
40 14.447 2102 2107 2117 rVB2 1126347 1946892 6.59% 1.263%
41 14.576 2123 2129 2135 rVB 363731 574764 1.94% 0.373%
42 14.659 2135 2143 2146 rBV 1070067 1770027 5.99% 1.149%
43 14.700 2146 2150 2155 rVB 1275862 1977597 6.69% 1.283%
44 14.929 2184 2189 2195 rBV 970217 1644182 5.56% 1.067%
45 15.053 2201 2210 2217 rBV3 1631736 3612611 12.22% 2.344%
46 15.117 2217 2221 2228 rVV3 149477 311528 1.05% 0.202%
47 15.211 2231 2237 2245 rVWW3 222178 440434  1.49%  0.286%
48 15.323 2245 2256 2269 rVV5 360193 1245243  4.21% ©.808%
49 15.441 2269 2276 2287 rVB3 230780 583517 1.97% 0.379%
50 15.647 2296 2311 2318 rBV 1878309 3700812 12.52% 2.402%

Sum of corrected areas: 154103805
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

: 28 Dec 2022 18:32

. N6232-01

021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
VNO@76008.D

JC\MD

5.0mL/MSVOA_N/WATER
Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN0O76008.D\data.ms
1.5e+07
1e+07
5000000
0 3.259 4.442 5.400 5.812 6.812
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\W
Time--> 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: VNO76008.D\data.ms
1.5e+07
1e+07
5000000
. 10.571 11.
0 7.335 80188280 8588741 %% 9388 9.606 10106 10.45%0.635 ﬁ
T T T f T T T T "\‘r T T T T I T T | i T T T i T T \/ﬁ T T T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN0O76008.D\data.ms
13.488
1.5e+07
12.082
1.97
1e+07
13.341
5000000 13.135 13.8748.994
12.400
14,335 15.647
12.700.855 25400 13.9501 4 44714488014 970>
7028 176 13.676 [~ R LAIPAA.4004.57 /&ﬁl@f}a@‘flh
0 ‘ | R I —'—Yi [ — \“ I T T ‘ T I T ‘ T I T T ‘ T T T T ‘ T T T T ‘7 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\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Cyclobutane, methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.400 15.11 ug/1 495045  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H1e 000109-67-1 78
3 Cyclopentane 70 C5H1e 000287-92-3 78
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 50
5 2-Pentene, (E)- 70 C5H10 000646-04-8 43
Abundance Scan 569 (5.400 min): VN076008.D\data.ms (-555) (-) m/z 42.05 100.00%
42.0
551 /00
5000
R e AR
84.0 5.00 5.20 5.40 5.60 5.80
Ob e e bt el SRR m/z 70.85 56.15%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 I L L B
550 5.00 5.20 5.40 5.60 5.80
: m/z 55.10 52.19%
2.0 70.0 /
15'0 \‘ | | ‘ I .
O\\‘\\\\‘\\\\‘\\\‘\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
T
55.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 40.79%
5000 0.0 /
29.0
Ottt et
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #636: Cyclopentane Raaam e e
42.0 5.00 5.20 5.40 5.60 5.80
m/z 39.05 36.57%
5000
55.0
70.0
27.0 ‘ ‘
e i e e e e R S ARRESL S SERL .
m/z--> 10 20 30 40 50 60 70 80 90 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.335  32.59 ug/l 1067910  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclohexane 84 C6H12 000110-82-7 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 50
Abundance Scan 898 (7.335 min): VN076008.D\data.ms (-890) (-) m/z 56.05 100.00%
56.0
5000 411 69.1
‘ ‘ ‘ 84‘-1 7.00 7.20 7.40 7.60

o--+—t—+t-r—thr m/z 69.10  48.46%

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

Abundance #1682: Cyclopentane, methyl-

56.0
41.0 A
5000 690 K‘\\‘\\\\‘\\\\‘\\\\‘\\\\’

7.00 7.20 7.40 7.60
‘ m/z 41.10 45.72%

28.0 ‘ 84.0
\\‘;‘?;O\‘\\}‘!“\\\}‘\\\\i‘\u \‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0 |

7.00 7.20 7.40 7.60

o

5000 m/z 55.10 24.44%
42.0
N
0H‘\\H‘Hupul‘,“\‘uw\‘;‘\‘HH‘HH‘\!H‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0 84.0 7.00 7.20 7.40 7.60

m/z 39.00 21.78%

5000 41.0
69.0
27.0 ‘ ‘
0 15.0 ‘w Al A L 11

m/z--> 10 20 30 40 50 60 70 80 90 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1,4-Pentadiene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.012 12.10 ug/l 396339  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,4-Pentadiene, 2-methyl- 82 Ce6H1le 000763-30-4 90
2 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 86
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 86
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 80
5 1,4-Pentadiene, 3-methyl- 82 Ce6H1le 001115-08-8 80
Abundance Scan 1013 (8.012 min): VN076008.D\data.ms (-1005) (-) m/z 67.10 100.00%
67.1
5000
82.1
e R
39‘ 0 53.1 ‘ ‘ 7.60 7.80 8.00 8.20 8.40
oH_m_H‘_‘H“HH,H:HHWMmh,m‘_‘ m/z 82.10 31.76%
miz--> 10 20 30 50 60 70 90
Abundance #1421.1A~Paﬂawene,24nemyh
67.0
5000 410 I L L R R
7.60 7.80 8.00 8.20 8.40
m/z 39.05 16.40%
27.0 54.0 82.0
0\\‘\\\\‘\\{‘N“\\\}}\‘\\\HH‘\\‘\\M}‘\\\\"‘!\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1405: Cyclopentene, 1-methyl-
67.0
Ramas AR
7.60 7.80 8.00 8.20 8.40
5000 m/z 81.10 15.20%
39.0 82.0
27.0 H 53.0
0 “_1"5‘9_”“_‘” Hmh‘lm_m SN
miz--> 10 20 30 50 60 70 80 90
Abundance #1403.Cydopemene,34nemyL ‘H“_“W“H“H“‘
67.0 7.60 7.80 8.00 8.20 8.40
m/z 79.05 12.63%
5000
70 82.0
C T
oH_m_m:‘_"1;_”;‘;‘1‘1‘_4“‘mw,‘mw
m/z--> 10 20 30 40 50 60 70 90 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Cyclobutane, (1-methylethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.106 12.69 ug/l 486668 1,4-Difluorobenzene 9.106
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 90
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 87
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 86
4 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 78
Abundance Scan 1369 (10.106 min): VN076008.D\data.ms (-1362) (- | m/z 81.10 100.00%
81.1
5000
96.1
370 531 67.1 ‘ 10.00 10.50
o Y P OO R 0 N ey S P g PP
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 A ‘ ‘ \/\‘
10.00 10.50
‘ 530 670 96.0 m/z 79.05 24.68%
O\\\‘\\\\‘\\\\‘\\\}i‘\\\\“\‘\‘\\‘\\‘\‘\‘\\\‘\“1\\\‘\\‘!\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
4 e
10.00 10.50
5000 m/z 39.00 14.02%
270 39.0 96.0
53.0
15.0 “ 670 ‘
0 ‘H_m‘mwmwm‘;‘H‘HMMm‘“‘luw“wmwm‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl- ‘ ‘ ‘ ‘
81.0 10.00 10.50
m/z 67.10 11.89%
5000
270 ‘ 53.0 9.0
67.0 ‘
b 20 Ln Avi VANA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32

Operator JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : 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 5 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.135 39.03 ug/l 6346620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 1884 (13.135 min): VN076008.D\data.ms (-1880) (- | m/z 105.10 100.00%
105.1
5000 j\ j\
120.1
77.0 91.1 13.00 13.50
37,0 >10 |
Ovep o e el b e m/z 120,100 29.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ ‘N‘/L‘ ]\ -
120.0 13.00 13.50
91.10 11.44%
77.0 91.0
O\\‘]_\\5\\0‘\\\\‘\:?\’?‘(\)\\\“\Hﬁ%\‘?‘\\\‘\“HH“H\\‘\Ml\‘\\\‘\“‘\\\\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
120.0 13.00 13.50
5000 77 .05 10.27%
77.0 91.0
IRl Sl O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 106.10 8.85%
5000
790 120.0
39.0 65.0 ﬂ
o"_m_Ww‘wwWHHWH‘w“mWWW_WMW : ‘A JAUD A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32

Operator JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : 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 6 Benzene, 1l-ethyl-4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.341 58.08 ug/l 9443020 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 1919 (13.341 min): VN0O76008.D\data.ms (-1911) (- | m/z 105.10 100.00%
105.1
5000 /\ /\
120.1
77.1 91.0 13.00 13.50
o 540 bl
Ol e e e e e e m/z 120.10 31.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 \N‘/L‘ /\ ‘
120.0 13.00 13.50
m/z 91.05 11.94%
77.0 91.0
0 \\‘]\_\5\(\)‘\\H‘\\3\?‘\0\H“H\\6‘:\)"\‘(\)\‘H\‘\“\H\“H\\‘\‘}1\‘H‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 ITI z 77.10 11.34%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 1300 1350
m/z 106.10 8.84%
120.0
5000
77.0
27.0 51.0 91.0 /\
0‘w‘H‘_‘M_‘H‘H‘qh‘mMm‘_HNM‘HHMH‘MEW‘H«MH‘_“ : 4A7 e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.994  36.52 ug/l 5937590 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1le 000496-11-7 81
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 72
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
Abundance Scan 2030 (13.994 min): VN0O76008.D\data.ms (-2025) (- | m/z 117.1@ 100.00%
117.1
5000
911 L = W/\
39.0 63.0 ‘ 14.00
Ol bt e b 2072 s 11810 56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 T
14.00
m/z 115.10 32.73%
390 630 10
O-\1\5\.(‘)\‘\\\“.\\HH““\‘.\H“‘H“H“‘H\ (LN R B N L B B R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

I

14.00
m/z 91.10 15.57%
5000 91.0
390 65.0
0“W‘MH«HWJN‘HW‘M‘N““H‘_“W‘H“H‘w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10198: Benzene, cyclopropyl-
117.0 14.00
m/z 105.10 11.12%
5000 91.0
39.0 65.0 /\
0“w“H\HWuN‘HM‘H‘ﬂ“ R R R R A
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\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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, 4-ethyl-1,2-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.335 17.11 ug/1 2781990 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 2088 (14.335 min): VN076008.D\data.ms (-2083) (- | m/z 119.10 100.00%
119.1
5000
39.0 65.0 91"1 14.00 14.50
Obrprrrrpereprrbepe bkt b A2 20700 134,15 28.41%
m/z--> 0 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  16.09%
65.0 ‘
O \‘\\\\.?\\\3\9‘\()\‘\\"\‘\\\“\\\\‘h‘\\‘\u\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
P e
14.00 14.50
5000 m/z 120.10 9.99%
91.0
15.0 390 650\ ‘ h‘ 1 Il
R R o SR RS RRRE
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 105.10 9.13%
5000
91.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N121422W.M Thu Dec 29 13:15:38 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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, 1,2,3,4-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.700 12.16 ug/l 1977600 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 95
5 o-Cymene 134 CleH14 000527-84-4 94
Abundance Scan 2150 (14.700 min): VN0O76008.D\data.ms (-2146) (- | m/z 119.10 100.00%
119.1
5000 134.2 A/\k
e 4
39.0 65.0 911 14.50 15.00
Ot et e b WL sz 134015 46.43%
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000
14.50 15.00
m/z 91.10 16.07%
410 91.0
0 \1\5\.0‘\‘\ T \“.\ \‘\‘\ ‘6?\0\ \““ Tt “}‘\ \‘\“l T \M\ T
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
— ——
14.50 15.00
5000 134.0 m/z 120.10 9.18%
390 91.0
: 65.0
S IEET s R P
miz--> 20 40 60 80 100 120 140 J\M
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- /\‘ ‘ .
119.0 14.50 15.00
m/z 117.10 8.60%
134.0
5000
39.0 65.0 91.0
(| ““‘ ISR M “‘ o ‘M el 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\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.053  22.22 ug/1 3612610 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
Abundance Scan 2210 (15.053 min): VN0O76008.D\data.ms (-2201) (- | m/z 117.10 100.00%
117.1
- ,kfﬂ_j\j\
91.1 LN ‘
39.1 650 | m | 1482 207.1 1500
0 bbbl e M AR SRS m/z 132,05 37.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L :
91.0 15.00
51.0 m/z 115.05 28.56%
2707 ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\\’\‘U\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
Y T T
15.00
5000 m/z 131.05 17 .84%
91.0
51.0
2o RN SR Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00
m/z 91.10 15.10%
5000
39.0 g50 910 ‘
S N SV ) AV
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\VN122822\
Data File : VNO76008.D

Acqg On : 28 Dec 2022 18:32
Operator : JC\MD

Sample : N6232-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
Cyclobutane, me... 5.400 15.1 ug/l 495045 1 8.230 1638210 50.0
Cyclopentane, m... 7.335 32.6 ug/l 1067910 1 8.230 1638210 50.0
1,4-Pentadiene,... 8.012 12.1 ug/1 396339 1 8.230 1638210 50.0
Cyclobutane, (1... 10.106 12.7 ug/l 486668 2 9.106 1917490 50.0
Benzene, 1l-ethy... 13.135 39.0 ug/l 6346620 4 13.794 8129720 50.0
Benzene, 1l-ethy... 13.341 58.1 wug/l 9443020 4 13.794 8129720 50.0
Indane 13.994 36.5 ug/l 5937590 4 13.794 8129720 50.0
Benzene, 4-ethy... 14.335 17.1 ug/l 2781990 4 13.794 8129720 50.0
Benzene, 1,2,3,... 14.700 12.2 wug/l 1977600 4 13.794 8129720 50.0

2 4 0

Benzene, 2-ethe... 15.053 22. ug/l 3612610 13.794 8129720 50.
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