LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39
Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Title - SW846 8260
Signal : TIC: VN069910.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.279 82 108 109 rBV5 354366 862758 4.54% 0.501%
2 3.145 417 431 453 rVB 531507 1207266 6.35% 0.701%
3 3.515 558 569 592 rvB2 185735 433647 2.28% 0.252%
4 5.084 1129 1154 1162 rBv4 135060 438305 2.30% 0-255%
5 5.621 1324 1354 1383 rBV3 301747 1067799 5.61% 0.620%
6 6.125 1519 1542 1571 rBV3 65282 200644 1.05% 0.117%
7 7.150 1901 1924 1963 rVB2 883443 2635731 13.86% 1.531%
8 8.024 2226 2250 2260 rBv2 948592 2271171 11.94% 1.319%
9 8.088 2261 2274 2294 rVWW2 2082315 5040778 26.50% 2.928%
10 8.174 2295 2306 2332 rVB4 203069 553497 2.91% 0.321%
11 8.297 2332 2352 2365 rBv2 100800 225619 1.19% 0.131%
12 8.456 2385 2411 2433 rBV3 2909566 8194588 43.08% 4.759%
13 8.705 2496 2504 2524 rVB5 112645 246803 1.30% 0.143%
14 8.968 2581 2602 2630 rBV 2740880 5802579 30.51% 3.370%
15 9.233 2675 2701 2730 rVB9 58831 216524 1.14% 0.126%
16 9.459 2751 2785 2800 rBvV2 464242 1347251 7.08% 0.782%
17 9.882 2933 2943 2961 rVB2 174352 348359 1.83% 0.202%
18 9.974 2962 2977 2981 rBV3 116228 196852 1.03% 0.114%
19 10.014 2983 2992 3009 rvVB2 308339 616025 3.24% 0.358%
20 10.202 3042 3062 3071 rBv3 102285 233534 1.23% 0.136%
21 10.440 3134 3151 3162 rBV 4428404 8160830 42.90% 4.740%
22 10.505 3162 3175 3206 rVB 9573132 18169582 95.52% 10.553%
23 10.864 3294 3309 3328 rW6 88230 236457 1.24% 0.137%
24 11.744 3618 3637 3659 rBV 4673943 8501274 44.69%%  4.937%
25 11.846 3659 3675 3696 rVW 7634148 13447356 70.70% 7.810%
26 11.950 3697 3714 3750 rVB 9614237 19020998 100.00% 11.047%
27 12.090 3756 3766 3785 rVB7 111409 221847 1.17% 0.129%
28 12.280 3811 3837 3862 rBv 8072883 13958592 73.39% 8.107%
29 12.578 3935 3948 3967 rVB 730299 1252201 6.58% 0.727%
30 12.731 3989 4005 4028 rBv 3815681 6658322 35.01% 3.867%
31 12.921 4063 4076 4088 rBvV 1475844 2389758 12.56% 1.388%
32 12.983 4088 4099 4107 rBV 619995 1027667 5.40% 0.597%
33 13.058 4119 4127 4142 rVB 379567 629747 3.31% 0.366%
34 13.221 4171 4188 4207 rBV 1162805 2006498 10.55% 1.165%
35 13.366 4226 4242 4272 rVB 7799672 12908620 67.87%  7.497%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39
Operator : JC/MD

Sample = M4940-04

Misc = 5.00mL/MSVOA_N/WATER

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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

Title - SW846 8260

36 13.495 4276 4290 4303 rVB3 125767 285557 1.50% 0.166%
37 13.675 4342 4357 4385 rBV2 4373111 8771772 46.12% 5.095%
38 13.838 4404 4418 4421 rBV 656714 900903 4.74% 0.523%
39 13.876 4421 4432 4444 rVB 4462403 7461579 39.23% 4.334%
40 14.002 4468 4479 4489 rBV2 147484 235862 1.24% 0.137%
41 14.066 4489 4503 4515 rVB3 374901 676868 3.56% 0.393%
42 14.131 4515 4527 4533 rBV 631520 1056969 5.56% 0.614%
43 14.217 4548 4559 4571 rVB 1047100 1622798 8.53% 0.943%
44 14.278 4571 4582 4590 rBvV2 309603 495452 2.60% 0.288%
45 14.326 4590 4600 4622 rVB2 1180339 2022781 10.63% 1.175%
46 14.538 4662 4679 4686 rBY 597536 997912 5.25% 0.580%
47 14.579 4686 4694 4705 rVB 837175 1277178 6.71% 0.742%
48 14.809 4769 4780 4791 rVWW 681802 1090812 5.73% 0.634%
49 14.919 4807 4821 4837 rBV2 412915 986571 5.19% 0.573%
50 14.992 4838 4848 4867 rVB5 101685 220969 1.16% 0.128%
51 15.083 4871 4882 4900 rBvV3 184057 338609 1.78% 0.197%
52 15.195 4902 4924 4947 rBV6 224586 708322 3.72% 0.411%
53 15.311 4954 4967 4985 rVB4 238451 568950 2.99%  0.330%
54 15.504 5016 5039 5053 rBY 579906 1102050 5.79%  0.640%
55 15.608 5067 5078 5105 rVB4 193392 400539 2.11% 0.233%
56 15.804 5135 5151 5166 rBvV2 111717 228010 1.20% 0-132%

Sum of corrected areas: 172179942
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

Abundance TIC: VN069910.D\data.ms
8000000
6000000
4000000
2000000
3.145
2.279
i 3.515 5084 5.621 6.125
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN069910.D\data.ms
10.505
8000000 11.846
6000000
104 11.74
4000000
8.456 8.968
8.088
2000000
7.150 8.0 -
. s 18207 9233 /Au; 98&%@ fozoz 10864
‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T
Time-->  7.00 7.50 8.00 900 950 1000 10.50 1100 11.50
Abundance TIC: VN069910.D\data.ms
111.650
12.280
8000000 13.366
6000000
13.876
13.675
4000000 12.731
2000000 12.921
13.221 1434326 9
12578/ 12,983 B.8§ 28&%5MQ% 15.504
2,090 N : 3.495 4 - 14 59983195311 15.6085 804
T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 Aminomethanesulfonic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.279 8.56 ug/I 862758 Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Aminomethanesulfonic acid 111 CH5NQO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
5 Ethyl Chloride 64 C2H5CI 000075-00-3 4
Abundance  Scan 108 (2.279 min): VN069910.D\data.ms (-82) (-) m/z 63.90 100.00%

63.9
5000

" 220 2.40 2.60
G\H\‘\\\\“‘\\‘\\"\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\7.\]\- m/Z 47.90 58.77(y

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6974: Aminomethanesulfonic acid
64.0

5000 LA L L L B
220 2.40 2.60

17.0 m/z 65.85 5.06%
\\\‘!‘\}}4\.%\.”\‘ \\\‘\%6\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
64.0
L B B B
220 240 2.60
5000 m/z 49.85 2_.59%
32.0
L L B L L B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- L L B R
64.0 220 240 2.60
m/z 43.00 2.23%
5000
28.0
] ‘  93.0115.0 143.0 169.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.145 11.98 ug/1 1207270  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-ol 72 C4H80 000627-27-0 28
4 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 25
5 1-Butene 56 C4H8 000106-98-9 14
Abundance  Scan 431 (3.145 min): VN069910.D\data.ms (-417) (-) m/z 43.00 100.00%
43.0
57.0
5000 ]\\
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 721 2.80 3.00 3.20 3.40
\H‘HH‘HH‘HH‘\HH H\“\‘\‘H‘HH‘HH \\\\‘\\\]\-93\\\0‘\\]\-\2‘\]-\g‘ m/Z 41-00 gz-zgty
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 270 T T T T[T T[T T[T T
2.80 3.00 3.20 3.40
m/z 42.00 85.84%
\\\%\9\\‘\\‘\\‘\\”‘\\\\} }\\‘\‘\‘!\‘\\\\7‘2\\(\)\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
2.80 3.00 3.20 3.40
5000 m/z 57.00 61.47Y%
27.0 57.0 720
\H‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #752: 3-Buten-1-ol T T T T T T
42.0 2.80 3.00 3.20 3.40

m/z 39.00 34.36%

5000
2. 720
57.0
120 5

miz--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 3 Pentane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.621 10.59 ug/1 1067800 Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 50
4 1-Cyclopentyl-2,2-dimethyl-1-pro... 156 C10H200 337966-85-5 50
5 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 47
Abundance Scan 1354 (5.621 min): VN069910.D\data.ms (-1324) (-) m/z 57.00 100.00%
57.0 r
5000
‘ 86.0 5.20 5.40 5.60 5.80 6.00
\‘HH‘HH‘ \‘\“\‘“\\HH‘\‘\.H‘\H\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7;2\ m/Z 56.05 78.52(y
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.20 5.40 5.60 5.80 6.00
m/z 41.00 78.07%
1.0 | | w il 860
\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
5.20 5.40 5.60 5.80 6.00
29.0
113.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane,2,2,3—trimethy|— EEARAREERRRRERNERRRERE
57.0 5.20 5.40 5.60 5.80 6.00
m/z 42.95 32.97%
5000
29.0‘
\‘\\\\‘\‘\‘\\i‘\\\““\\“‘\\8‘5\.\0\\‘]\-\]-\‘3\.3\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.149  26.14 ug/1 2635730 Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutane 56 C4H8 000287-23-0 50
Abundance Scan 1924 (7.149 min): VN069910.D\data.ms (-1901) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
‘ ‘ 84.1 6.80 7.00 7.20 7.40
\\\‘\\\\‘\\\\‘\\\}}\‘\\\“‘\H ‘\‘\\‘\H“\\\\‘\\‘\\‘\\ m/Z 41-00 Sg-ggty
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
6.80 7.00 7.20 7.40
m/z 69.00 41.54%
28.0 ‘ | ‘ 84.0
\\\‘}?;q‘\\}”“\\\i}\‘\\\“\” ‘\‘\\\‘}‘\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
56.0
84.0
410 6.80 7.00 7.20 7.40
5000 m/z 39.00 29.81%
27.0
69.0
15.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2—CyC|0pr0pyI— ERARERERRRRERER RN
56.0 6.80 7.00 7.20 7.40
41.0 m/z 54.95 26.45Y%
5000
27.0 69.0
15‘.0 \‘ ‘ | ‘ “ L ‘\‘ L Il ‘ 84.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 5 Pentane, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.174 5.49 ug/1 553497  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 42
3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 42
4 1-Cyclopropylguanidine 99 C4HON3 168627-33-6 38
5 1-Octanol, 3,7-dimethyl- 158 C10H220 000106-21-8 38
Abundance Scan 2306 (8.174 min): VN069910.D\data.ms (-2295) (-) m/z 56.00 100.00%
43.0 56.0
5000
71.0
“ | | 850 999 7.80 8.00 8.20 8.40
H‘\\H‘\H\}\‘H\‘\“\ }‘\H\‘H\\‘H‘\\‘H}\“.HH‘\\\\]-‘2\\3\.\8‘\\\ m/Z 43-00 93.32[y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 71.0 7.80 8.00 8.20 8.40
m/z 57.10 68.14%
85.0
H‘\\\‘\‘\H\“!H\‘\‘\‘{‘\H\‘lH\\‘\‘\‘\\‘\\]-\0\‘0\.\0\\‘\\\\‘\\H‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.80 8.00 8.20 8.40
5000 m/z 41.00 66.77%
41.0
71.0
27.0
H‘\\H‘\H\‘\H\‘\H\‘\H\‘H\\‘8\4\.\0\‘\9\\7\‘0\\\]\-‘]-\3\\0\‘\]-\2\\8‘9\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8557: Oxirane, (1-methylbutyl)-
56.0 7.80 8.00 8.20 8.40
m/z 71.00 35.76%
41.0
5000
69.0
990 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.80 8.00 8.20 8.40
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\voasrv\HPCHEMI\MSVOA_N\Data\VN120921\
= VN069910.D

: 9 Dec 2021 14:39

= JC/MD

: M4940-04

- 5.00mL/MSVOA_N/WATER

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ N\methods\82N120221W.M
Quant Title : SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 6 Benzene, l-ethyl-3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.983 5.86 ug/l 1027670 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 4099 (12.983 min): VN069910.D\data.ms (-4088) (-) |« m/z 105.00 100.00%
105.0
5000
/\\ T /\‘\/\\ \/\ T
39.0 77‘-0 J 13.00
\\\‘\\\\“\\“i‘\“‘\‘\\\“‘\\‘h\‘M\\‘\“2\\7.\]\-‘\\\\‘\\\\‘\\\\2‘(\)\7.\]\- m/Z 120.10 30.08(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 frn, P
13.00
m/z 76.95 12_.57%
77.0
39.0
\]-\5\.‘0\‘\\\“‘\\‘\\“\‘\\\“‘\\‘}\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
N
13.00
5000 m/z 106.10 8.71Y%
39.0 77.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2 4-trimethyl- A\ VAN A
105.0 13.00
m/z 102.95 8.30%
5000
77.0
27.0 51.0
\\\‘\‘\\\“\\“w\”“\‘\\\““\\M\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\ /\\ \/\/‘\/\\\/\\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

82N120221W_M Wed Dec 22 08:10:46 2021

Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 7 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.222 11.44 ug/l 2006500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 4188 (13.221 min): VN069910.D\data.ms (-4171) () |« m/z 105.00 100.00%
105.0
5000 j\
77 0 T ‘ T \/\ T T ‘ T
39.0 ‘ 13.00 13.50
0 \\\‘\\\\“‘\\“V\“‘\‘\\\“‘\\“1\‘M\\‘\““:\1-\3\3\.‘0\\\\‘\\\\‘\\\\2‘(\)\7.\]\- m/Z 120.10 31.13(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 AV VNN A —
13.00 13.50
m/z 77.00 13.28%
39.0 77.0
\\\‘\‘\\\“‘\\“i‘\”“\‘\\\M‘\\‘1\‘H‘\\‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
T ‘ T \/\ T T ‘ \4/\,\\
13.00 13.50
5000 m/z 90.95 12 .70%
77.0
27.0 51.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ
Abundance #10694: Mesitylene e A R
105.0 13.00 13.50
m/z 79.00 9.13%
5000
77.0
39.0
\]-\5\.‘0\‘\\\“‘\\‘\‘\H“\‘\\\““\\‘\\‘H‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ /L T ‘ T T ‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82N120221W_M Wed Dec 22 08:10:46 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 8 trans-Cinnamyl bromide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.876  42.53 ug/I 7461580 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 59
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
3 Deltacyclene 118 C9H10 007785-10-6 50
4 Indole 117 C8H7N 000120-72-9 47
5 4-Ethynylaniline 117 C8H7N 014235-81-5 47
Abundance Scan 4432 (13.876 min): VN069910.D\data.ms (-4421) () |« m/z 117.00 100.00%
117.0
5000 J\
‘ T /k\ T T ‘ T T /\j\
380 63.0 91"0 13.50 14.00
G\H‘H\ﬁ‘.u“i\““i‘u‘\”‘u‘i\“‘H\MHH‘HH‘\\\\‘\\\\2‘9\7\.\2‘\\\\‘\\ m/Z 118.10 55.02(y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72301: trans-Cinnamyl bromide
117.0
5000 — —
13.50 14.00
91.0 m/z 115.00 34.20%
\H‘\\\3\9“.?“\\“6“5\‘;(\)\“H“\\‘H\!“H\\‘\\\\]‘-\6%.9\]-\?\6‘.\0\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
13.50 14.00
5000 m/z 91.00 15.23%
91.0
\H‘\\\3\9‘.?\\6‘5\;?\‘H\\‘H\\‘H\\‘H\\.‘0\]\-\7\8‘.\0\\\‘\\\\‘\\238‘.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10182: Deltacyclene
117.0 13.50 14.00
m/z 63.00 9.41%
5000
91.0
39.0
65.0 ‘
\H‘\‘\‘\\“H‘h\““\‘\\\H‘HM\“H\!‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00

82N120221W_M Wed Dec 22 08:10:47 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 9 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.131 6.02 ug/l 1056970 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 4527 (14.131 min): VN069910.D\data.ms (-4515) (-)  m/z 119.00 100.00%
119.0
o M
910 T T I T T T T
39.0 65.0 ‘ ‘ ‘ 135.1 14.00 14.50
\\\‘\\\\“‘\\“1‘\“1“\\\”‘\\1‘\‘”‘\\w‘l\\\“\‘\\\\ m/Z 134.00 30-61(y
m/z--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 90.95 19.06Y%
39.0 65.0 ‘
\1\5\.(‘)\‘\ T \“‘\ \“i‘\ “1‘\ T \‘H‘ T “H“\ \M} \\1\§.‘0\ T
m/z--> 20 40 60 80 100 120 140
Abundance
119.0
14.00 14.50
5000 m/z 105.00 12 .70%
91.0
150 390 650 135.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 14.00 14.50
m/z 77.00 10.50%
5000
91.0
o e | 10
L | T m L m | T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\ \‘\
m/z--> 20 60 80 100 120 140 14.00 14.50

82N120221W_M Wed Dec 22 08:10:49 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 10 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.217 9.25 ug/l 1622800 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 4559 (14.217 min): VN069910.D\data.ms (-4548) () | m/z 119.05 100.00%
119.1
5000 M
o1 14.00 1450
39.0 65.0 : :
\H\‘\\\\“‘\\“i‘\“i“\\\‘H‘\\‘\‘\‘H‘HNH\“\]‘-4\7\.\9‘\H\‘lwgw(\).\g‘uu m/Z 134.05 29.05‘V
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 90.95 18.72%
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
14.00 14.50
5000 m/z 77.00 9.88%
91.0
150 390 gg59
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene L L
119.0 14.00 14.50
m/z 120.05 9.64%
5000
91.0
41.0 65.0 ‘ ‘
\\\\‘\‘\\\w\\‘\\“\‘\\\‘H‘\\i‘\‘W\\‘\“}\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T \/\\ ‘ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W_M Wed Dec 22 08:10:50 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 11 Benzene, l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.326  11.53 ug/I 2022780 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 80
Abundance Scan 4600 (14.326 min): VN069910.D\data.ms (-4590) (-) m/z 117.00 100.00%
117.0
5000
T T A\}\\ T T /\\
39.0 65.0 50 ‘ 14.00 1450
T \“ T \“V \“‘M\ \“\“‘ T \“\ T ‘H\‘\ T \‘““\‘\}4\8\.:\[‘ T T \2‘(\)7\9 m/Z 115.00 34.66(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.00 14.50
91.0 m/z 132.05 27 .60%
51.0
\\\‘2\7‘\.9\“\\“1 \“W\ \”\“‘ T \“\ T ‘H}‘\ T U‘\N\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
T T ‘ T
14.00 14.50
5000 m/z 91.00 16.96%
39.0 65.0 910
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 14.00 14.50
m/z 119.10 12.67%
5000
91.0
51.0
29.0 (\M T T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N120221W_M Wed Dec 22 08:10:50 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39

Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.538 5.69 ug/l 997912  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 4679 (14.538 min): VN069910.D\data.ms (-4662) (- z 119.05 100.00%
119.1
W\M 1,
91.0
39.0 650 ‘ 14 50
G\\\‘\\\\“‘\\‘\‘\“\‘\\\“\\\\‘\\\Ul\\\“\]-‘4\.§.\8\‘\\\\‘\\\\2‘0\\7.\0\ m/Z 134.05 47.24(y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.00 17.53%
41.0 65.0 91.0
150 v PU ul |

miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T I
14.50
5000 m/z 120.10 10.21%
39.0 91.0
150 320 650
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200 AN
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A [
119.0 14.50
m/z 133.00 9.95%
5000

91.0
| 4]‘-0 630 Ly ‘ m \‘ ‘\ .

miz--> 20 40 60 80 100 120 140 160 180 200 14.50
82N120221W_.M Wed Dec 22 08:10:50 2021 Page: 15




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 13 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.579 7.28 ug/l 1277180 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95

Abundance Scan 4694 (14.579 min): VN069910.D\data.ms (-4686) () |« m/z 119.10 100.00%
119.1
ﬂ L
91.0 T ‘ T T T ‘
39.0 5.0 ‘ 14.50
0 \H‘\\\\‘i‘\\“w\“‘\‘“\\\‘H‘\\\\‘m\\‘M\HM\‘\\:\1-\6‘0\.\9\\‘\\\\2‘(\)?.\9\ m/Z 134.05 45.28[y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
14.50
m/z 91.00 16.32%
41.0 65.0 91.0
\]-ﬁl‘o\‘\\\“‘.\\‘\‘\“\‘.\\\“‘\\\\‘w\\‘\‘l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T 7
14.50
5000 m/z 77.00 10.01%
39.0 65.0 91.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- P I
119.0 14.50
m/z 120.10 9.92%
: A/\HL
91.0
\]-ﬁl‘o\‘\\\“‘\\‘\‘\“\‘\\\““\\\\‘w\\‘\w\\\“\‘\\\\‘\\\\‘\\\\‘\\\\ T T ‘ T T T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

82N120221W_M Wed Dec 22 08:10:51 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39
Operator : JC/MD

Sample = M4940-04

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ N\methods\82N120221W.M
Quant Title : SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 14 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.809 6.22 ug/l 1090810 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 95
3 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
Abundance Scan 4780 (14.809 min): VN069910.D\data.ms (-4769) (-) |« m/z 117.00 100.00%
117.0
5000 Jl
‘N% \/\ ‘ T
510 . # 14.50 15.00
\\\‘\\\\“\\““\“H\\\*‘\\\\‘\\\“‘\“\\‘]-\4.\9\0\ m/Z 132-05 37.70[y
m/z--> 20 40 60 100 120 140
Abundance #16149: Benzene, 2—etheny|—l,4—d|methy|—
117.0
5000
91.0 14.50 15.00
51.0 m/z 115.00 29.18%
27.0 | ‘ 133.0
\\\‘\\\\“\\‘H‘“H\\\ \\‘}\“H‘\\\“\‘U\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
14.50 15.00
5000 m/z 131.05 20.52%
39. 91.0
0 650 133.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 /k
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- = ot
117.0 14.50 15.00
m/z 91.00 14.34%
5000
91.0
51.0
\\\‘2\7\(\)\“\\“\\“\‘ \7\4.\F)‘\\‘\\‘H\‘\\1“\]}‘\‘3\.0‘\\\\ ‘ T T ‘ T
m/z--> 20 40 60 80 100 120 140 14.50 15.00

82N120221W_M Wed Dec 22 08:10:51 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\

Data File : VN069910.D

Acq On : 9 Dec 2021 14:39 Instrument :
Operator : JC/MD MSVOA_N
Sample - M4940-04 ClientSampleld :
Misc : 5.00mL/MSVOA_N/WATER il AL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
SW846 8260

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 15 o-Cymene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.919 5.62 ug/I 986571  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 o-Cymene 134 C10H14 000527-84-4 64
2 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
3 p-Cymene 134 C10H14 000099-87-6 64
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64

5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14

076089-59-3 62

Abundance Scan 4821 (14.919 min): VN069910.D\data.ms (-4807) (-) = M/z 119.05 100.00%
119.1
- Jk
91.0 LA
51.0 ‘ 15.00
148.1
\\\‘\\\\“‘\\“”\“H“\\‘\‘H‘\H\“MH \M\H‘\‘\}\\‘\\\\‘\\\\2‘(\)\7.\(\) m/Z 116.95 43.61[y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: 0-Cymene
119.0
5000
91.0 15.00
m/z 134.05 35.51%
390 65.0
\]-\5\.‘0\‘\ T \“‘\ \“\ \““i‘\ T \‘H‘\\”‘\ ‘H‘\ \‘{H \\\‘\ ‘ TTTT ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
15.00
91.0
0 410 650
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene 1
119.0 15.00
m/z 114.95 18.38%
5000
91.0
4ﬁ0 65.0 |
! | il |y M 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN120921\
Data File : VN069910.D

Acq On : 9 Dec 2021 14:39
Operator : JC/MD

Sample = M4940-04

Misc = 5.00mL/MSVOA_N/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N120221W.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]
Aminomethanesul ... 2.279 8.6 ug/l 862758 1 8.088 5040780 50.0
Butane, 2-methyl- 3.145 12.0 ug/l 1207270 1 8.088 5040780 50.0
Pentane, 3-methyl- 5.621 10.6 wug/l 1067800 1 8.088 5040780 50.0
Cyclopentane, m...  7.149 26.1 ug/l 2635730 1 8.088 5040780 50.0
Pentane, 2,3-di... 8.174 5.5 ug/l 553497 1 8.088 5040780 50.0
Benzene, 1-ethy... 12.983 5.9 ug/l 1027670 4 13.675 8771770 50.0
Benzene, 1-ethy... 13.222 11.4 ug/l 2006500 4 13.675 8771770 50.0
trans-Cinnamyl ... 13.876 42.5 wug/l 7461580 4 13.675 8771770 50.0
Benzene, 2-ethy... 14.131 6.0 ug/l 1056970 4 13.675 8771770 50.0
Benzene, 4-ethy... 14.217 9.3 wug/l 1622800 4 13.675 8771770 50.0
Benzene, 1-ethe... 14.326 11.5 ug/l 2022780 4 13.675 8771770 50.0
Benzene, 1,2,3,... 14.538 5.7 ug/l 997912 4 13.675 8771770 50.0
Benzene, 1,2,3,... 14.579 7.3 ug/l 1277180 4 13.675 8771770 50.0
Benzene, 2-ethe... 14.809 6.2 wug/l 1090810 4 13.675 8771770 50.0
o-Cymene 14.919 5.6 ug/l 986571 4 13.675 8771770 50.0
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