LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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@43075.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.488 39 46 56 rBv3 9934 20990 2.68% 0.258%
2 2.642 396 405 415 rVB 5000 9575 1.22% 0.118%
3 5.298 1214 1231 1244 rBV2 125917 266449 34.05% 3.281%
4 5.382 1244 1257 1274 rVB 192131 397062 50.74%  4.890%
5 5.710 1345 1359 1375 rBV 138460 287617 36.75% 3.542%
6 5.780 1376 1381 1394 rVVv4 5353 lo040 1.28% 0.124%
7 5.861 1394 1406 1410 rVVv7 4346 8210 1.05% 0.101%
8 5.909 1410 1421 1438 rVV3 14903 37147 4.75% 0.457%
9 6.256 1515 1529 1548 rBV 291825 548656 70.11% 6.757%
10 6.745 1667 1681 1691 rBV7 6682 14323 1.83% 0.176%
11 7.079 1772 1785 1800 rVB6 4799 9634 1.23% 0.119%
12 7.263 1827 1842 1855 rBV4 14435 31423 4.02% 0.387%
13 7.388 1869 1881 1891 rBV2 15269 29773 3.80% 0.367%
14  7.597 1935 1946 1964 rBVS8 4974 13612 1.74% 0.168%
15 7.864 2011 2029 2030 rBV5 18124 26535 3.39% 0.327%
16 7.906 2031 2042 2055 rVW 456890 782559 100.00% 9.637%
17 7.976 2055 2064 2073 rVB2 14655 24080 3.08% 0.297%
18 8.044 2073 2085 2097 rBv4 10969 24697 3.16% 0.304%
19 8.250 2137 2149 2166 rVB2 21902 41280 5.28% 0.508%
20 8.375 2172 2188 2198 rBVv4 25743 50360 6.44% 0.620%
21 8.803 2310 2321 2322 rBV5 14923 20213  2.58% 0.249%
22 8.874 2335 2343 2353 rVB3 8416 12959 1.66% 0.160%
23 8.931 2353 2361 2370 rBV3 12713 21765 2.78% 0.268%
24 9.173 2427 2436 2446 rBV6 7218 13144 1.68% 0.162%
25  9.423 2500 2514 2532 rVW 421447 698140 89.21%  8.598%
26 9.517 2535 2543 2552 rwv2 13146 23094 2.95% 0.284%
27 9.578 2552 2562 2574 rVB10O 6402 14106 1.80% ©.174%
28 9.700 2589 2600 2615 rVB8 24958 61163 7.82% ©.753%
29 9.896 2651 2661 2677 rBV3 14023 25489 3.26% 0.314%
30 10.034 2691 2704 2710 rBV6 13880 30593 3.91% 0.377%
31 10.073 2711 2716 2724 rVB3 12504 19434  2.48% 0.239%
32 10.237 2755 2767 2772 rBVS 7684 14298 1.83% 0.176%
33 10.279 2773 2780 2792 rVV2 18874 33570 4.29% 0.413%
34 10.372 2796 2809 2825 rVvB2 13601 35077 4.48% 0.432%
35 10.539 2852 2861 2874 rBvV2 6664 16425 2.10% 0.202%

36 10.639 2880 2892 2904 rBV 367055 583236 74.53% 7.183%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 10.703 2904 2912 2921 rVB3 16700 28770 3.68% 0.354%
38 10.822 2942 2949 2957 rVB6 8664 13109 1.68% 0.161%
39 11.021 3000 3011 3023 rBV6 6708 15138 1.93% 0.186%
40 11.311 3085 3101 3117 rBV6 13506 30015 3.84% 0.370%
41 11.700 3214 3222 3229 rBvV7 5560 9944  1.27% 0.122%
42 11.819 3247 3259 3274 rBV 456675 725096 92.66% 8.930%
43 12.015 3314 3320 3332 rVB2 6949 10464 1.34% 0.129%
44 12.105 3337 3348 3360 rVV 86326 133230 17.02% 1.641%
45 12.189 3364 3374 3391 rVB3 38000 65774 8.40% 0.810%
46 12.308 3399 3411 3428 rBV4 14175 29039 3.71% 0.358%
47 12.542 3472 3484 3486 rBV9 8852 13020 1.66% 0.160%
48 12.578 3487 3495 3503 rVV 73332 112889 14.43% 1.390%
49 12.639 3503 3514 3523 rWVv2 30394 64068 8.19% 0.789%
50 12.690 3523 3530 3532 rVW3 18356 22430 2.87% 0.276%
51 12.719 3534 3539 3548 rVV2 33668 55356 7.07% 0.682%
52 12.767 3548 3554 3559 rVWv2 13933 21421 2.74% 0.264%
53 12.828 3559 3573 3581 rVW6 29408 88630 11.33% 1.092%
54 12.867 3581 3585 3602 rVB6 24015 51297 6.56% 0.632%
55 12.980 3613 3620 3633 rVB 81706 130847 16.72% 1.611%
56 13.047 3633 3641 3652 rBvV3 8734 15573 1.99% 0.192%
57 13.118 3652 3663 3682 rBV4 91741 232696 29.74%  2.866%
58 13.208 3683 3691 3699 rvv2 32639 58397 7.46% 0.719%
59 13.259 3701 3707 3716 rVV3 62530 96318 12.31% 1.186%
60 13.301 3716 3720 3724 rVV2 7563 8605 1.10% 0.106%
61 13.333 3724 3730 3745 rVB3 32620 57899 7.40% 0.713%
62 13.420 3745 3757 3765 rBV3 61833 107378 13.72% 1.322%
63 13.462 3765 3770 3774 rVWV 14804 20248 2.59% 0.249%
64 13.491 3774 3779 3787 rVB 28140 38247 4.89% 0.471%
65 13.568 3796 3803 3809 rBV 41400 49995 6.39% 0.616%
66 13.645 3819 3827 3837 rVB4 17299 37896 4.84% 0.467%
67 13.745 3847 3858 3866 rBV3 52846 94845 12.12% 1.168%
68 13.793 3866 3873 3879 rVV2 39084 66032 8.44% 0.813%
69 13.841 3879 3888 3897 rvv4 152721 259520 33.16% 3.196%
70 13.889 3898 3903 3906 rVV3 34670 47965 6.13% ©0.591%
71 13.918 3908 3912 3917 rVWV 50576 76671 9.80%  0.944%
72 13.970 3918 3928 3939 rvv2 83399 184174 23.53% 2.268%
73 14.028 3939 3946 3952 rVv2 12424 20116 2.57% 0.248%
74 14.066 3952 3958 3968 rVv4 14331 26779 3.42% 0.330%
75 14.124 3968 3976 3991 rVVW5 27839 61448 7.85% ©.757%
76 14.198 3993 3999 4012 rVB9 16186 34304 4.38% 0.422%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 14.295 4012 4029 4040 rBVS5 61041 125384 16.02%  1.544%
78 14.356 4041 4048 4057 rVV3 25114 43871 5.61% 0.540%
79 14.401 4057 4062 4070 rVB2 10909 15303 1.96% 0.188%
80 14.494 4080 4091 4104 rVB 74176 114501 14.63% 1.410%
81 14.610 4122 4127 4136 rVBS 10964 14821 1.89% ©.183%
82 14.674 4136 4147 4158 rBV3 76028 130817 16.72% 1.611%
83 14.819 4183 4192 4204 rVV2 42910 66198 8.46% 0.815%
84 14.886 4204 4213 4223 rVB3 39686 64310 8.22% ©.792%
85 14.947 4223 4232 4245 rVB4 11918 18520 2.37% 0.228%
86 15.034 4249 4259 4269 rBvV4 13354 24603 3.14% 0.303%
87 15.204 4304 4312 4323 rBV7 7124 12861 1.64% ©.158%
88 15.420 4365 4379 4389 rBVS 8109 16448 2.10% 0.203%
Sum of corrected areas: 8120008
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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: VU043075.D\data.ms

400000

300000 6.256

200000 5.382
5.710

100000

1.488 2.642 5 p0a 70 6.7:

Time--> 1.40 1.60 1.80 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

Abundance TIC: VU043075.D\data.ms

7.906 9.423 11.819

o

400000
10.639

300000

200000

100000

7.075-2533887.59? £ i w% 8}@%@.173 J -‘ .‘5?'?009-%2%?2@5

= ‘ ‘
7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

P B
11.50 12.00

—T
Time--> 7.00
Abundance TIC: VU043075.D\data.ms
400000
300000
200000
13.841
100000 674
14.29454‘494'
) 148186
i e, 1 ".‘ i pJ
0 j\\ T " \ T T T ‘. T T T T ‘ T T ‘ T T T ‘ T T T T ‘ 3\6-\20%5.\42‘0 T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 Benzene, 1,2-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.105 9.19 ug/l1 133230 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 96
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
4 Benzene, 1, 2 3,4-tetramethyl- 134 C1eH14 000488-23-3 60
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 60

Abundance Scan 3348 (12.105 min): VU043075.D\data.ms (-3337) (-  m/z 119.00 100.00%

119.0
5000 134.0
91.0
W p
51‘0 h | M 12.00 12.50
0 H‘WHH‘HH‘,mH;m,:“‘wwH‘,HH‘:H‘,Hhluwww m/z 105.00  99.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0 R /\/\ ‘ \f/\‘
12.00 12.50
77.0 m/z 134.00  49.44%
O \\‘J-HSHO‘\\\‘\“H\\"‘\\H“EZ\R\\\‘\H‘H‘H\\"U\H‘\‘\!\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14843: Benzene, 1,3-diethyl-
110.0 /\
VAT
12.00 12.50
5000 134.0 ITI/Z 117.00 40.05%
2710 g0 91.0
0 "‘H‘w"““‘H‘“,“‘H;‘:m‘,"‘w??“‘H",“‘H‘“11‘,HMWW‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14840: Benzene, 1,4-diethyl- — A T
105.0 12.00 12.50
m/z 91.00 35.23%
5000 134.0
77.0
27.0 ‘ /\
0 "‘HH"‘H‘m‘,‘w}‘lm,:ww‘HH‘HH‘,MWHMH‘M‘WHMW \ AL j‘\w :
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@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.578 7.78 ug/l 112889 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 3495 (12.578 min): VU043075.D\data.ms (-3487) (-  m/z 119.00 100.00%
119.0
5000
133.9 /\ A
91.0 A ‘
390 650 | | I 12.50
0 reprrerprrre e pererer b e e m/z 133,95 29.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: 0o-Cymene
119.0
5000 /‘\/‘\‘ T 1
12.50
010 134.0 m/z 91.00  15.34%
41.0 65.0 ‘
0 \\‘H\\‘\H‘\‘HH"‘HH“\Hw’\‘\‘\\‘\H‘HH\\"i‘\u‘\WH’HMHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119.0 /\
12.50
5000 m/z 120.05 10.80%
91.0 134.0
390 650 ‘ ‘
PR SN O 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- A AN Ap, ‘
119.0 12.50
m/z 116.95 10.31%
5000
91.0 134.0
39.0 65.0 ‘ ‘ /\
LT N YO OO OO, O N LV A W B4
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@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.980 9.02 ug/l 130847 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 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90

Abundance Scan 3620 (12.980 min): VU043075.D\data.ms (-3613) (-  m/z 119.00 100.00%
119.0

1
5000 M /L
e
39.0  65.0 91"0 | 149.1 13.00
O e b e W myz 134,00 47.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
13.00
m/z 91.00 15.29%
41.0 910
O \]-\5\.(‘)\‘\ T \“"\ \‘\‘\‘6‘5\‘.\0\ \““ T ‘m\ \‘\“l T \M\ ‘ LI ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
i
13.00
5000 ITI/Z 120.00 10.95%
91.0
39.0 65.0
0 E?}\H\\W\WH‘WM\M‘HL\‘W\WWL\\M‘\\\W\\\
miz--> 20 40 60 80 100 120 140 160 /U\ /K‘
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- Ap s
119.0 13.00
m/z 133.00 10.07%
5000
39.0 91.0 ﬂA
65.0
0 “W‘M"M‘HW‘pW‘HM“L“W“Wl"MW““““ ML wAA‘
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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, 1-methyl-4-(1-meth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.118 16.05 ug/l 232696 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 55
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 55
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 49
5 4'-Methylpropiophenone 148 C10H120 005337-93-9 49
Abundance Scan 3663 (13.118 min): VU043075.D\data.ms (-3652) (-  m/z 119.00 100.00%
119.0
5000 91.0
148.1
o e
39.0 64.9 ‘ ‘ ‘ ‘ ‘ 13.00 13.50
O “‘M el bl M ALl m/z 131.00  53.32%
m/z--> 20 40 60 80 100 120 140
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 M r= ”WK
13.00 13.50
910 148.0 m/z 91.00 37.92%
41.0  65.0 ‘ ‘ ‘ ‘
0 \\\‘\‘\\\“‘\\‘\\“\‘\\\“‘\\\1“1\\‘\“’\\\‘\‘\\\\’
miz--> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0 ﬂ/kfﬂ
po Y e
13.00 13.50
5000 m/z 148.05 30.27%
91.0
I T L
mfz--> 20 40 60 80 100 120 140 j\ /L K
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl- — ‘A‘ T
119.0 13.00 13.50
m/z 115.00 17.82%
5000
91.0
wo kel
odse B0 0L b s YWV T
m/z--> 20 40 60 80 100 120 140 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@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.420 7.40 ug/l 107378 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 98
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 96
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 95
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 60
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 60

Abundance Scan 3757 (13.420 min): VU043075.D\data.ms (-3745) (-  m/z 133.00 100.00%
1338.0
5000
91.0 M AMA
11418 R I
410 630 | ‘ ‘ | | 160.0 13.50
okl ) Ly 200D m/z 119.00  75.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
133.0
5000 T T T \J\\jk\
910 13.50
' 11500 m/z 148.00 40.51%
65.0 ‘ ‘
O\\\‘\\\\:‘L\O\‘\‘\‘H‘\\\‘H‘\\‘V\“M‘\\ \H\‘\‘\‘\‘\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
138.0
INYELIVVILTVN
13.50
5000 m/z 91.00 26.22%
91.0
115/0
300 650 ‘
I L PO YA | T
miz--> 20 40 60 80 100 120 140 160
Abundance #22797: Benzene, 1,4-diethyl-2-methyl- ——
133.0 13.50
m/z 104.95 18.24%
5000
77.0 ‘
39.0
P JES: GNP 1P RN Y N 1 Y S EAALALD
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 6-Methyl-4-indanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.841 17.90 ug/l 259520 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-4-indanol 148 C10H120 020294-32-0 86
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
3 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 74
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 74
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 74

Abundance Scan 3888 (13.841 min): VU043075.D\data.ms (-3879) (-  m/z 133.00 100.00%
138.0

5000 fbxu&A/\ A

91.0 115.0 T

39.0 13.50 14.00
0 ?491601 m/z 148.00  27.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22620: 6-Methyl-4-indano
138.0

DL

5000 T ‘
13.50 14.00

m/z 131.00 19.12%

91.0
39.0 65.0 ‘
O\\\‘\\\\“‘\\‘}H\’H\‘\\H\‘H‘\\\\“\‘\\\“‘\U \‘\\‘\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #22772: Benzene, pentamethyl- /NJK
138.0

13.50 14.00
5000 m/z 91.00 18.03%
91.0
0 \‘mz\‘r‘:ﬁl\o\ iy ??\0\ \“‘ \ \‘1 \ “\‘:\L:\L‘S\“.‘?\ M‘\ ‘l\ \‘0\'9‘ .
miz--> 20 40 60 80 100 120 140 160
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl- P e
133.0 13.50 14.00

m/z 114.95 14.58%

5000
105.0
ol 220 L T B ‘w“hh\‘;u‘ ) RV A

T ‘ T \‘\ ’
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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-ethyl-2,4,5-trim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.970 12.70 ug/l 184174 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 91
2 Benzene, 1-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 90
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 87
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 87
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 86
Abundance Scan 3928 (13.970 min): VU043075.D\data.ms (-3918) (-  m/z 133.00 100.00%
138.0
5000
210 770 1050 162 14.00
0 ‘_m_m_m_”J_“H_HJ‘_H“MH?‘Q‘ m/z 148.85  28.83%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
138.0
5000 /\j\AA T ] \/\\ j\\ T
14.00
m/z 119.00 15.98%
39.0 105.0
O \‘\\1\5\?\‘\\\‘\\‘\\‘\\7\?“()\\‘\\‘\\\““\\\‘\‘\‘\‘\\‘\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
ey
14.00
5000 105.0 m/z 134.00 12.45%
wo MO
[ ESRRSRSERESUSSESUSUN VERSVBEVSNTIOIN MUMIE NSRS BN S A BB
miz--> 0 20 40 60 80 100 120 140 160
Abundance  #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)- [\M\ JAVAY ‘ /\‘ /\ ‘
138.0 14.00
m/z 105.00 10.25%
5000
39.0 91.0
15.0 65.0 ‘ Mﬂ M
Y e O P .Y O A L' WA B A VA
m/z--> 0 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\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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, (1-ethyl-1-propenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.295 8.65 ug/l 125384 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 53
3 1H-Indene-4-carboxaldehyde, 2,3-... 146 C10OH100 051932-70-8 50
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 46
5 1H-Benzimidazole, 5,6-dimethyl- 146 C9H10N2 000582-60-5 46

Abundance Scan 4029 (14.295 min): VU043075.D\data.ms (-4012) (-  m/z 131.00 100.00%
131.0
5000 91.0 /J\/R
38.9 T ‘ T T T T ‘ T
‘ 62.9 ‘ | 160.0 14.00 14.50
ol M‘M,“!‘m:”‘ SN | m/z 117.00  91.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21621: Benzene, (1-ethyl-1-propenyl)-
11y.0
5000 91.0 146.0 ‘ ;
14.00 14.50
m/z 145.05 59.46%
39.0 65.0
O \1\5\0‘\‘\\\““\\M\"Mh H““\\‘}\‘H“\\ ’\H\\‘\M\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14 00 14 50
m/z 133.00 55.26%
5000 105.0 /
0 me\w\? L. DLl o
miz--> 20 80 100 120 140 160 A
Abundance #21582.lHJndeneJLcarboxddehyde,2,34ﬂhydro— e e S
117.0 14.00 14.50
146.0 m/z 146.00 52.21%
5000
390 gzo 910 ‘ M
A RN AT O TN R LA Y N
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 9 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.494 7.90 ug/l 114501 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90
4 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 90
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 87
Abundance Scan 4091 (14.494 min): VU043075.D\data.ms (-4080) (-  m/z 130.95 100.00%
130.9
91.0 140
39.0 g49 7 ‘ M :
S o N VO ‘w“‘ 121 2070 n/z 146.05  32.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
1 A/M jk
5000 \/\/\\ T T T \/\/\
14.50
m/z 115.00 19.01%
27‘.0 ‘ 51.0 91.0 ‘ ‘
O\H‘\‘\‘\H“\\“1‘\“”\‘”“H‘H“\‘H1“‘\\M\‘\‘H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
e
14.50
5000 m/z 129.00 17.49%
39.0 570
" 63.0
0‘“‘_M‘Jp‘Wwﬂﬁ‘$‘H*‘Nm‘m‘ﬂm‘pwu“‘u““u“‘u Jk&m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- M el
131.0 14.50
m/z 128.00 14.70%
5000
91.0 M
39.0
64.0 ‘ ‘
) IS N SOV N IO Y 0 1V A VAV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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 10 Benzene, (3-methyl-2-butenyl)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.674 9.02 ug/l 130817 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 81
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 76
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64

Abundance Scan 4147 (14.674 min): VU043075.D\data.ms (-4136) (-  m/z 131.00 100.00%
131.0
J
s =
39.0 630 91‘-0 ‘ M ‘1600 14.50 15.00
Ok e Ll L2070 14605 28.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
131.0 j\‘
91.0 M /\
5000 A O AR
14.50 15.00
39.0 m/z 115.00  23.78%
Om
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
W A
14.50 15.00
5000 m/z 145.00 23.57%
91.0
39.0 63.0 ‘ ‘
o‘Hw“‘H‘_“‘“HMwHHpmU‘AMW‘mwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂA
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e T
131.0 14.50 15.00
m/z 127.95 18.21%
5000
270 510 91.0
PP o o PRV NOPRS I N g o

e —4
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41321\
Data File : VU@43075.D

Acqg On : 14 Apr 2021 01:01
Operator : SY/MD

Sample : M1978-04

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 40 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|
Benzene, 1,2-di... 12.105 9.2 ug/l 133230 4 11.819 725096 50.0
o-Cymene 12.578 7.8 ug/l 112889 4 11.819 725096 50.0
Benzene, 1,2,3,... 12.980 9.0 ug/l 130847 4 11.819 725096 50.0
Benzene, 1-meth... 13.118 16.1 ug/l 232696 4 11.819 725096 50.0
Benzene, 1,3-di... 13.420 7.4 ug/l 107378 4 11.819 725096 50.0
6-Methyl-4-indanol 13.841 17.9 ug/l 259520 4 11.819 725096 50.0
Benzene, 1l-ethy... 13.970 12.7 ug/l 184174 4 11.819 725096 50.0
Benzene, (1-eth... 14.295 8.7 ug/l 125384 4 11.819 725096 50.0
1H-Indene, 2,3-... 14.494 7.9 ug/l 114501 4 11.819 725096 50.0
Benzene, (3-met... 14.674 9.0 wug/l 130817 4 11.819 725096 50.0
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