LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

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 U\Method\82U041221W.M

Title : SW846 8260

Signal : TIC: VU@43074.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.485 37 45 55 rBV 10928 19783 2.14% 0.199%
2 2.636 394 403 420 rVB 6880 12640 1.37% 0.127%
3 2.774 433 446 464 rBV3 6948 16671 1.81% 0.168%
4 3,051 516 532 537 rBV5S 4788 9590 1.04% 0.097%
5 3.089 537 544 556 rVB3 7826 16007 1.73% 0.161%
6 3.372 619 632 645 rvVB3 7119 14891 1.61% 0.150%
7 4.443 952 965 983 rBV6 4607 12501 1.35% 0.126%
8 5.298 1215 1231 1244 rBV 126340 270665 29.34%  2.724%
9 5.382 1244 1257 1272 rVWV 204556 421547 45.69% 4.243%
10 5.469 1272 1284 1298 rVB4 11449 25325 2.74% 0.255%
11 5.604 1314 1326 1335 rBV4 6318 15122 1.64% 0.152%
12 5.710 1346 1359 1377 rVB 141438 287602 31.17% 2.895%
13 5.858 1392 1405 1410 rBV5 12251 25186 2.73% 0.254%
14 5.909 1411 1421 1439 rVW 54360 134285 14.55% 1.352%
15 5.996 1439 1448 1462 rVB3 8606 17773 1.93% 0.179%
16 6.256 1514 1529 1554 rBV 295692 560016 60.70% 5.637%
17 6.748 1665 1682 1697 rBV5 19428 54676 5.93% 0.550%
18 6.816 1697 1703 1711 rVV3 6583 11301 1.22% 0.114%
19 6.874 1711 1721 1731 rVV4 11299 22101 2.40% 0.222%
20 7.079 1772 1785 1797 rBV5 12428 24762 2.68% 0.249%
21 7.263 1824 1842 1858 rVB3 36121 80419 8.72% 0.809%
22 7.385 1866 1880 1890 rBV2 33456 67519 7.32% 0.680%
23 7.433 1890 1895 1907 rVB4 9991 16581 1.80% 0.167%
24 7.597 1937 1946 1961 rBV7 5164 13357 1.45% 0.134%
25 7.777 1989 2002 2013 rBV3 8351 14660 1.59% 0.148%
26 7.864 2013 2029 2030 rBV3 27674 39904 4.32% 0.402%
27 7.906 2031 2042 2058 rVB 470951 811031 87.90%  8.163%
28 8.041 2071 2084 2098 rBV5 17370 55038 5.97% 0.554%
29 8.250 2137 2149 2162 rVB3 36361 66571 7.22% 0.670%
30 8.375 2168 2188 2197 rBV3 41333 78783  8.54% 0.793%
31 8.665 2264 2278 2286 rBV4 6248 12168 1.32% 0.122%
32 8.800 2310 2320 2322 rBV4 20002 28916 3.13% 0.291%
33 8.928 2351 2360 2370 rBV2 18251 33258 3.60% 0.335%
34 8.976 2371 2375 2392 rvVB8 7501 13996 1.52% 0.141%
35 9.173 2427 2436 2446 rBv7 7907 17425 1.89% 0.175%
36 9.337 2473 2487 2496 rBv8 5462 11585 1.26% 0.117%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

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 U\Method\82U041221W.M
Title : SW846 8260
37 9.423 2498 2514 2531 rBV 435676 710552 77.01% 7.152%
38 9.517 2536 2543 2552 rVW3 15049 27082 2.94% 0.273%
39 9.574 2552 2561 2573 rVB1o 5891 11735 1.27% 0.118%
40 9.700 2589 2600 2615 rVB1e 15895 50288 5.45% 0.506%
41  9.899 2651 2662 2675 rVB4 13697 23698 2.57% 0.239%
42 10.034 2689 2704 2711 rBv4 14653 33634 3.65% 0.339%
43 10.076 2711 2717 2727 rWJ2 18434 31643 3.43% 0.318%
44 10.240 2757 2768 2772 rBvV8 7923 14392 1.56% 0.145%
45 10.279 2773 2780 2794 rVV2 23629 42797 4.64% 0.431%
46 10.372 2794 2809 2824 rVB1leO 14581 39591 4.29% 0.398%
47 10.536 2852 2860 2873 rVVvie 5139 11233 1.22% 0.113%
48 10.639 2880 2892 2905 rBV 370795 591189 64.07% 5.950%
49 10.703 2905 2912 2922 rVB5 15983 25515 2.77% 0.257%
50 10.822 2941 2949 2958 rVB5 6594 10597 1.15% 0.107%
51 11.028 3002 3013 3023 rBV5 6466 14101 1.53% 0.142%
52 11.304 3087 3099 3109 rBV5 15545 31242 3.39% 0.314%
53 11.426 3127 3137 3146 rVB2 9811 15600 1.69% 0.157%
54 11.616 3184 3196 3201 rBV5 6777 11926 1.29% 0.120%
55 11.648 3201 3206 3214 rvv3 8950 13549 1.47% 0.136%
56 11.697 3214 3221 3231 rVB7 6833 11146 1.21% 0.112%
57 11.819 3246 3259 3276 rBV 466938 734439 79.60%  7.392%
58 12.015 3311 3320 3332 rVB 23141 35506 3.85% ©.357%
59 12.105 3332 3348 3362 rVvV2 246735 387024 41.95% 3.895%
60 12.192 3365 3375 3389 rVB2 52867 86253 9.35% 0.868%
61 12.311 3401 3412 3426 rVB2 40853 66027 7.16% 0.665%
62 12.578 3486 3495 3501 rBV 78970 116936 12.67% 1.177%
63 12.619 3501 3508 3520 rVV 109057 187116 20.28%  1.883%
64 12.690 3520 3530 3547 rVB 248989 423666 45.92% 4.264%
65 12.767 3547 3554 3568 rBV5 10514 18786 2.04% 0.189%
66 12.838 3568 3576 3578 rVV3 12078 15224 1.65% 0.153%
67 12.870 3579 3586 3602 rVV 44201 93006 10.08% 0.936%
68 12.979 3602 3620 3633 rVV 255938 406503 44.06% 4.092%
69 13.044 3633 3640 3649 rVB5 6456 10892 1.18% 0.110%
70 13.118 3652 3663 3676 rVB5 44440 80137 8.69% 0.807%
71 13.233 3681 3699 3701 rBv4 14242 30055 3.26% 0.303%
72 13.259 3702 3707 3712 rVB2 10673 11312 1.23% 0.114%
73 13.301 3712 3720 3728 rBV 120635 173561 18.81% 1.747%
74 13.404 3742 3752 3758 rBV4 5239 9672 1.05% 0.097%
75 13.462 3758 3770 3783 rVV2 570382 922659 100.00%  9.287%
76 13.533 3783 3792 3804 rVV4 20079 35173 3.81% 0.354%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

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 U\Method\82U041221W.M

Title : SW846 8260

77 13.600 3804 3813 3817 rVV5 11207 17913 1.94% 0.180%
78 13.635 3817 3824 3837 rVB5 19216 34455 3.73% 0.347%
79 13.751 3846 3860 3863 rBV5 8360 13874 1.50% 0.140%
80 13.793 3864 3873 3881 rVVv3 32384 58767 6.37% 0.592%
81 13.848 3881 3890 3897 rVV3 56566 95771 10.38% 0.964%
82 13.922 3898 3913 3916 rVV3 79142 159447 17.28% 1.605%
83 13.947 3917 3921 3935 rVB 94673 140482 15.23% 1.414%
84 14.066 3945 3958 3965 rBV5 17972 31994 3.47% 0.322%
85 14.198 3992 3999 4010 rVB6 10793 19331 2.10% 0.195%
86 14.295 4011 4029 4039 rBV5 26728 53991 5.85% 0.543%
87 14.356 4039 4048 4057 rVVv2 30267 51159 5.54% 0.515%
88 14.401 4058 4062 4079 rVB4 7497 9648 1.05% 0.097%
89 14.494 4080 4091 4106 rVB2 40676 64426 6.98% 0.648%
90 14.674 4136 4147 4159 rBV2 44787 83758 9.08% 0.843%
91 14.815 4183 4191 4201 rBV3 25264 38846 4.21% 0.391%
92 14.886 4204 4213 4225 rVB3 37749 64478 6.99% 0.649%
93 14.947 4225 4232 4244 rVB5 6729 10014 1.09% 0.101%
94 15.034 4244 4259 4268 rBV5 15044 28567 3.10% 0.288%
95 15.420 4367 4379 4389 rBvV2 34598 59140 6.41% 0.595%

Sum of corrected areas: 9935173
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU043074.D\data.ms
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Abundance TIC: VU043074.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexane, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.909 11.99 ug/l 134285 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 45
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 45

Abundance Scan 1421 (5.909 min): VU043074.D\data.ms (-1411) (-) m/z 57.05 100.00%

57.0
5000
5.60 5.80 6.00 6.20
99.0
oww_m‘p‘m_m‘mJ‘H‘WWHH_HW‘%Q?C‘ m/z 56.00  30.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7649: Hexane, 2,2-dimethyl-
57.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
29.0 m/z 41.00  30.35%
“ ‘ 99.0
O \‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0
H‘H“_“W‘H“H“
560580600620
29.0‘
99.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl- “_“W“H“H“H“
57.0 5.60 5.80 6.00 6.20
m/z 39.00 12.45%
5000
290“
NEXI 99,0 S,

m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.105 26.35 ug/l 387024 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 80
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 70
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 70
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 50
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 50
Abundance Scan 3348 (12.105 min): VU043074.D\data.ms (-3332) (-  m/z 117.00 100.00%
117.0
5000
91.0 134.0 j\ J
. —
39"0 | 63“0 | | 12.00 1250
Obrrprerpererprrtferee e bl el L L myz 105,00 73.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0 A S /\/\ D
12.00 12.50
77.0 m/z 119.00 72.33%
50 | 10 oy )]
O \\‘H\\‘\\H“H\\’\\H‘“H‘\HH\‘\H\‘H\\"U\H‘HH’HH‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 /\ A i
Ry
12.00 12.50
5000 m/z 118.00 49,26%
39.0 63.0
0“%ﬁﬂ‘ﬁwH‘LHHHhﬁpwuwwﬁw‘ﬂﬂ‘HMM‘“WM‘HW‘HW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8971: Benzene, 1-ethenyl-2-methyl- T —
117.0 12.00 12.50
m/z 115.00  38.38%
5000
91.0
39.0 63.0 j\
0“%?Q‘JWHAMHku‘wmw‘ﬂuu‘hmu‘ﬂuww‘wuwH‘WH S L SN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.578 7.96 ug/l 116936 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 3495 (12.578 min): VU043074.D\data.ms (-3486) (-  m/z 119.00 100.00%

119.0
5000 j\
134.1
el
91.0 ‘ — ‘
39.0 65.0 ‘ ‘ | | 12.50
Obreprrrrprerpreebprer ettt e bl m/z 134005 29.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\/\ A ‘/\ : |
12.50
91.0 134.0 m/z 91.00 17.02%
39.0 65.0 ‘ ‘
0 \\‘1\\5\.\0‘\H‘\‘HH"‘HHN”H\’m‘\\‘\\i“‘H\\‘H‘\HHH‘M’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0 /\A
P ‘
12.50
5000 ITI/Z 76.95 10.99%
91.0 134.0
39.0 65.0 ‘ ‘
- P RN O O W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\
Abundance #14811: o-Cymene Pl ‘
119.0 12.50
m/z 120.00 10.53%
5000
134.0
91.0
41.0 65.0 ‘ ‘
0 H‘H\\‘\H‘\‘H\\"‘HH“\Hw’\‘\‘\\‘\HM“H\\’1‘\\\‘\WH,\\w?luu‘u‘u‘u A\ /\ — A :
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.619 12.74 ug/l 187116 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 94
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 94

Abundance Scan 3508 (12.619 min): VU043074.D\data.ms (-3501) (-  m/z 117.00 100.00%

11y7.0
5000
91.0
39.0 63.0 133.0 1250 1300
0 b b I myz 132,00 48.29%
m/z--> 20 40 60 80 100 120 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 12 50 13 OO
51.0 m/z 115.00 39.15%
133.0
0 \\\‘\\\\i‘\ \“U\ “‘1‘\7\4“.1ﬁ \‘\H T "M\ T !" \‘lﬁ\‘\ [T
m/z--> 20 40 60 80 100 120 140
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
12 50 13 OO
5000 ITI z 91.00 18.74%
91.0
28.0 °1.0
N m\wh\ LA ] !‘, i e
m/z--> 20 40 60 80 100 120 140
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
117.0 1250 1300
m/z 131.00 15.87%
91.0
5000
390 65.0 M
133.0
o120 1”!‘,‘13‘“”” —r= /\ o
m/z--> 20 40 0 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.690 28.84 ug/l 423666 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 83

Abundance Scan 3530 (12.690 min): VU043074.D\data.ms (-3520) (-  m/z 117.00 100.00%

117.0
5000
132.0
510 91‘-0 ‘ 12150 13.00
Obrrrerrrrreprerbertit b PRl Ml myz 115.00  35.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
5000 2o 1aos
132.0
910 m/z 132.00 27.78%
39.0 65.0 " ‘
O\\‘\\\\‘HH‘HH“HH“HH“\‘HH‘HH‘H\\‘\H\‘\\H’HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
; ‘ ot
12.50 13.00
5000 132.0 m/z 91.00 14.46%
91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 \\ﬂ\ A
Abundance #14069: Benzene, (2-methyl-1-propenyl)- e M
117.01320 12.50 13.00
' m/z 118.00 10.14%
5000
39.0 65.0 ‘ A
o S PP W ‘SO | O S UG L1 YA v
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.980 27.67 ug/l 406503 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 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 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 3620 (12.979 min): VU043074.D\data.ms (-3602) (-  m/z 119.00 100.00%
119.0

.

91.0 S A
39.0 65.0 135.0 13.00
) N R Y A P i} 1 i e m/z 134.05  45.23%
miz--> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0

\ |

5000 —4 e \
13.00

m/z 91.00 18.37%

91.0
150 390 650 | 135.0
0 \\‘\"\‘\\\“‘\\“i‘\“\‘\\\‘H’\\\\‘W\\w‘l\\\‘\‘\\\\
Mize> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
AN LA

13.00
5000 m/z 77.00 9.79%
390 91.0
: 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ SN i “1 et ‘M e
miz-> 20 40 60 80 100 120 140 M Jk
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- N e
119.0 13.00
m/z 117.00 9.40%
5000
Ol “‘ et “‘ SETAY] N E—
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_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.301 11.82 ug/l 173561 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 3720 (13.301 min): VU043074.D\data.ms (-3712) (-  m/z 117.00 100.00%

117.0
5000 132.0
910 | 13.00 1350
0 H‘WHwH‘wMum‘MWww,WW,HIW‘UW_ m/z 132.00 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
11y7.0
5000
132.0 1300 1350
o 91.0 m/z 114.95 9.71%
O H‘HH‘%\?\R\H“\H\i‘\\\\‘\‘\‘\\‘H\p\‘\\\\"\\\\‘U\‘H’Hl!‘\HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14034: 1-Phenyl-1-butene
117.0 jk
1300 1350
5000 132.0 m/z 131.00 17.28%
91.0
0270760,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ M J
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- Rl
117.0 13.00 13.50
1320 m/z 91.00 14.07%
5000
91.0
51.0
27.0 | ‘
0 H""me""‘}m‘:‘H""‘H_m,u"‘:m,mlwl‘ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 2-ethenyl-1,3-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.462 62.81 ug/l 922659 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 93
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 90
5 Indan, 1-methyl- 132 C10H12 000767-58-8 90
Abundance Scan 3770 (13.462 min): VU043074.D\data.ms (-3758) (- 117.00 100.00%
117.0
5000
132.0
. 74 ‘ 13.50
Ol w‘;u“k“”p_u” Hm!,u” o m/z 132.80  35.99%
miz-> 20 40 60 100 120 140
Abundance #14074: Benzene, 2-ethenyl-l,4-d|methyl-
117.0
132.0
5000 ‘
91.0 13.50
51.0 m/z 114.95 30.63%
27.0 | ‘ ‘
O“"““““H\\H“‘M““‘}‘\‘\ "\‘U\‘\‘\
miz-> 20 40 80 100 120 140
Abundance #14055.Benzene,l%ﬂhenyh4—eﬂ1L
117.0 #jk
L SNSTANS § PN
13.50
5000 132.0 m/z 131.00 17.71%
91.0
270 | 20 740 | I
R N 1B A R | M
miz--> 20 40 60 80 100 120 140 /\ Ny\
Abundance #14075: Benzene, 2-ethenyl-1,3-dimethyl- e A
117.0132.0 13.50
m/z 91.00 16.49%
5000
91.0
510 66.0 ‘
I - w\‘ BV I 1 VYL
m/z--> 20 40 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38

Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.922 10.86 ug/l 159447 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14

Abundance Scan 3913 (13.922 min): VU043074.D\data.ms (-3898) (-
131.0

017059-48-2 94
017057-82-8 94
000769-57-3 94
006682-71-9 94
004175-53-5 94

m/z 131.00 100.00%

5000
N
1150 T T T T T T
300 643 70 ‘ 14‘69 14.00
(RS VS Y i . | : W v m/z 146.00  22.40%
miz--> 20 40 60 80 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 & i4‘o% /\M
1150 m/z 114.95 18.43%
91.0 .
s Y R 7
O\‘\\\\“r\‘i‘r‘Wr‘\\"\\\\“\‘\\\‘\‘\‘\\’i‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
BV W
14.00
5000 ITI/Z 128.95 14.40%
91.0
115.0
39.0
63.0 1477.0
0“‘M“M‘NNWNM‘JW‘ML‘NNHMM‘MW‘pJM“‘H
miz--> 20 40 60 80 100 120 140 160 A
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- R ‘AY“‘”aﬂﬁ
131.0 14.00
m/z 90.95 13.05%
5000 91.0
39.0 115.0
W
o“““U‘Hm‘HWeuW,Hw“M“M“Wl‘,‘V““‘ ‘fﬁ“f¥ww~$ ;
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUe41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38

Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1-methyl-2-(1-meth... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.947 9.56 ug/1 140482 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 87
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C1l1H14 052161-57-6 87
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 87

Abundance Scan 3921 (13.947 min): VU043074.D\data.ms (-3917) (-
131.0

m/z 131.00 100.00%

5000 AA/\A
—— f/k“
50.9 91 0 ‘ 14.00
Ob 20 1 1140 | 1619 ) 146 00 23.68%
mlz--> 20 40 60 80 100 120 140 160
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0
A AAA
5000 T T T T T T
910 14.00
m/z 115.00 13.58%
39.0 65.0 ‘
O T T ‘ \‘\ T \“ T \‘\ T “\‘\ T \“ T } T “‘}J-\l\gllg\‘”‘l T ‘ \H\ T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
.V W
14.00
5000 ITI/Z 129.00 12.40%
210 510 9
o‘Hu_\H‘\_um‘”‘?wwl‘ 30 I
miz--> 20 40 60 80 100 120 140 160 A
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)- el ‘AY“‘ﬂﬁAﬁ
131.0 14.00
m/z 116.00 10.52%
5000 91.0
27 0 5L0
O 899 o BYi
m/z--> 20 60 80 100 120 140 160 14.00

82U041221W.M Wed Apr 14 18:34:32 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43074.D

Acqg On : 14 Apr 2021 00:38
Operator : SY/MD

Sample : M1978-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexane, 2,2-dim... 5.909 12.0 ug/l 134285 2 6.256 560016 50.0
Benzene, 1,2-di... 12.105 26.4 ug/l 387024 4 11.819 734439 50.0
Benzene, 2-ethy... 12.578 8.0 ug/l 116936 4 11.819 734439 50.0
Benzene, 2-ethe... 12.619 12.7 ug/l 187116 4 11.819 734439 50.0
Indan, 1-methyl- 12.690 28.8 ug/l 423666 4 11.819 734439 50.0
Benzene, 1,2,3,... 12.980  27.7 ug/l 406503 4 11.819 734439 50.0
Benzene, 1-ethe... 13.301 11.8 wug/l 173561 4 11.819 734439 50.0
Benzene, 2-ethe... 13.462 62.8 ug/l 922659 4 11.819 734439 50.0
1H-Indene, 2,3-... 13.922 10.9 ug/l 159447 4 11.819 734439 50.0
Benzene, 1-meth... 13.947 9.6 ug/l 140482 4 11.819 734439 50.0
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