LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M

Title : SW846 8260

Signal : TIC: VNO70630.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.132 407 426 465 rBV 1964192 4542455 4.74% 0.747%
2 3.508 547 566 589 rBV 647060 1557373 1.63% 0.256%
3  4.248 813 842 892 rBV6 260731 1062668 1.11% 0.175%
4 5.079 1120 1152 1157 rBV3 905200 2684369 2.80% 0.441%
5 5.616 1313 1352 1406 rBV3 2539235 8886695 9.28% 1.462%
6 6.117 1512 1539 1568 rBV2 568440 1764311 1.84% 0.290%
7 6.898 1803 1830 1863 rBV5 293761 974374 1.02% 0.160%
8 7.045 1864 1885 1900 rVV2 340848 1001734 1.05% 0.165%
9 7.147 1901 1923 1969 rVB 3049971 9059239 9.46% 1.490%
10 7.844 2170 2183 2203 rVB3 396128 1023880 1.07% 0.168%
11 8.024 2228 2250 2256 rBV2 659909 1548385 1.62% 0.255%
12 8.088 2258 2274 2292 rVV5 2839145 8330680 8.69% 1.370%
13 8.174 2293 2306 2330 rVB2 1392749 3681847 3.84% 0.606%
14  8.295 2332 2351 2365 rBV2 1424273 3314551 3.46%  0.545%
15 8.456 2389 2411 2430 rBV3 1577013 4626715 4.83% 0.761%
16  8.568 2432 2453 2465 rBV4 1277403 3481394 3.63% 0.573%
17 8.708 2494 2505 2526 rVB3 939241 2240828 2.34% 0.369%
18 8.823 2527 2548 2576 rVB6 289109 1003740 1.05% 0.165%
19 8.965 2581 2601 2629 rBV4 2860963 7450381 7.78% 1.225%
20 9.459 2748 2785 2800 rBV3 2912908 8931079 9.32% 1.469%
21  9.641 2840 2853 2867 rVB 733180 1398026 1.46% 0.230%
22 9.732 2868 2887 2901 rBV3 422928 958506 1.00% 0.158%
23 9.877 2931 2941 2963 rVB5 655483 1397977 1.46% 0.230%
24 9.974 2964 2977 2985 rBV2 747843 1442678 1.51% 0.237%
25 10.017 2987 2993 3006 rVB3 629079 1105239 1.15% 0.182%
26 10.207 3047 3064 3093 rBV8 474536 1678899 1.75% 0.276%
27 10.322 3094 3107 3116 rBV 508514 969633 1.01% 0.159%

28 10.440 3135 3151 3184 rBV 3674732 8375169 8.74% 1.377%
29 10.628 3204 3221 3234 rVB1O® 531612 1551702 1.62%  0.255%
30 10.784 3267 3279 3293 rBV3 565750 1115822 1.16% 0.184%

31 10.864 3294 3309 3329 rVB6 1335205 3347268 3.49% 0.551%
32 11.744 3623 3637 3655 rBV 2668826 4851794 5.06% 0.798%
33 11.843 3659 3674 3696 rVV 12542579 21910865 22.87% 3.604%
34 11.958 3700 3717 3742 rVB 9436928 17237283 17.99%  2.835%
35 12.280 3825 3837 3857 rVB 1557728 2738998 2.86% 0.450%

36 12.578 3934 3948 3967 rBV 6793421 11094690 11.58% 1.825%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Title : SW846 8260

37 12.731 3992 4005 4026 rVB 2359562 4214599 4.40% 0.693%
38 12.919 4061 4075 4088 rBV 16620321 27348035 28.54% 4.498%
39 12.983 4088 4099 4103 rVV 4858933 7313144 7.63% 1.203%
40 13.015 4103 4111 4121 rVV 12920106 21474258 22.41%  3.532%

41 13.058 4121 4127 4145 rVB 3910125 6028951 6.29% ©0.992%
42 13.219 4172 4187 4208 rBV 16670683 28111147 29.34% 4.623%
43 13.369 4227 4243 4272 rVB2 55632188 95810731 100.00% 15.758%
44 13.495 4274 4290 4304 rVB3 1767893 4196349 4.38%  0.690%
45 13.560 4304 4314 4325 rBV 851690 1260739 1.32% ©.207%

46 13.616 4325 4335 4345 rBV 898036 1345827 1.40% 0.221%
47 13.704 4345 4368 4385 rBV 18786674 34358929 35.86% 5.651%
48 13.839 4404 4418 4424 rBV 8554313 13635670 14.23%  2.243%
49 13.876 4424 4432 4442 rVV 13919888 22985624 23.99% 3.780%
50 13.919 4443 4448 4468 rVB3 5516499 9999504 10.44%  1.645%

51 14.002 4468 4479 4490 rVB 1565432 2403771 2.51% ©.395%
52 14.069 4491 4504 4515 rBV 3786238 6125317 6.39% 1.007%
53 14.131 4515 4527 4533 rBV 7704994 12728901 13.29%  2.094%
54 14.217 4548 4559 4571 rVB 10424162 16354800 17.07% 2.690%
55 14.278 4571 4582 4590 rVV 4071524 6567877 6.86% 1.080%

56 14.329 4590 4601 4618 rVB 16078770 27214950 28.40% 4.476%
57 14.461 4638 4650 4662 rVB2 3030158 4987989 5.21% ©.820%
58 14.541 4664 4680 4686 rBV 7328093 11929710 12.45% 1.962%
59 14.579 4687 4694 4706 rVB 8785211 13150715 13.73% 2.163%
60 14.809 4768 4780 4792 rVV 11250901 18008058 18.80% 2.962%

61 14.930 4806 4825 4839 rBV3 11780535 24639405 25.72% 4.052%

62 14.994 4840 4849 4863 rVB6 947467 1815162 1.89% 0.299%
63 15.083 4870 4882 4899 rBV3 1704104 3107460 3.24% 0.511%
64 15.193 4901 4923 4933 rBV3 2545429 6477845 6.76%  1.065%
65 15.311 4951 4967 4991 rVB3 2909117 7161328 7.47% 1.178%
66 15.507 5028 5040 5053 rVB 1659699 3027842 3.16% 0.498%
67 15.614 5069 5080 5091 rBV5 758140 1387827 1.45% 0.228%
68 15.804 5137 5151 5169 rBV 1350498 2570833 2.68% 0.423%
69 15.984 5204 5218 5241 rBV 765514 1933210 2.02% 0.318%

Sum of corrected areas: 608017754
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN070630.D\data.ms

5e+07

4e+07

3e+07

2e+07

le+07

3.132 3.508 4.248

5.616
5.0 6.117 6.8¢

Time-->

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN070630.D\data.ms

5e+07

4e+07

3e+07

2e+07

le+07

9.45 104

7.147 8. 8.965
oL7:045\ 7,048 G4 1298 486508, 7000,
OB TR A RRIEBZN

Time->  7.00 7.50 8.00 8.50 9.00

9 40
9.64.739.89@P470.207327\ 10.6281#3464

Y ‘ — T
9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN070630.D\data.ms

13.869
5e+07

4e+07
3e+07

2e+07 12.919 13.219

3.015

12.578
12.280 /\12.731 8 J

le+07|1:9%8

T
Time->  12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.132 27.26 ug/1 4542460  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 33
3 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 23
4 3-Buten-1-ol 72 C4H80 000627-27-0 12
5 1-Butene 56 C4H8 000106-98-9 9
Abundance Scan 426 (3.132 min): VN070630.D\data.ms (-407) (-) m/z 43.00 100.00%
43.0
5000 A
R ERRRAENEEEEE
‘ 721 2.80 3.00 3.20 3.40
0l 8 myz 41.00 87.41%
miz--> 0O 20 40 60 80 100 120 140
Abundance #813: Butane, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
2.80 3.00 3.20 3.40
15.0 m/z 42.00 87.06%
‘ 7%.0
\‘\\\‘\‘\ \H\‘\“\\‘\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #809: Pentane
43.0
“_‘H‘H“_‘H‘H“
2.80 3.00 3.20 3.40
5000 m/z 56.95 62.46%
72.0
3 S
miz--> 0O 20 40 60 80 100 120 140
Abundance #8077: 2,5-Furandione, dihydro-3-methyl- AR
42.0 2.80 3.00 3.20 3.40

m/z 39.00 27.91%

25\‘0 MM | 70‘.0 A J\\

m/z--> 0 20 40 60 80 100 120 140 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.147 54.37 ug/l 9059240  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 72
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
Abundance Scan 1923 (7.147 min): VN070630.D\data.ms (-1901) (-) m/z 56.00 100.00%
56.0
41.0
‘ ‘ ‘ 84.1 6.80 7.00 7.20 7.40
e et i et b m/z 41,00 52.50%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
568.0
41.0
5000 690 UL R R B
6.80 7.00 7.20 7.40
m/z 69.00 40.60%
28.0 M ‘ 84.0
\\‘\]-ﬁl\()\‘\\}H“\\\\‘}\‘\\\“\w‘\‘\\\‘1"\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 R e EREn s
6.80 7.00 7.20 7.40
5000 41.0 m/z 55.80  25.58%
69.0
1l |
O TN | Y ' N
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- N e A REREaREEE Y
56.0 6.80 7.00 7.20 7.40
27.0 m/z 42.00 22.08%
5000
42.0
‘ ‘ ‘ 84.0
e 1 | N SUSUAT A W —
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\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,4-Hexadiene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.864 34.50 ug/l 3347270 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 62
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 60
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 53
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 52
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 50

Abundance Scan 3309 (10.864 min): VN070630.D\data.ms (-3294) - m/z 95.00 100.00%

95.0
5000 55.0
=— =
H | E ‘ 10.50 11.00
bt all 149, L1243 15711771y p 5509 47.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6763: 1,4-Hexadiene, 2,3-dimethyl-
95.0
41.0
67.0
5000 — =
10.50 11.00
m/z 97.10 30.38%
H\‘\L‘H ‘M‘{“H\‘\“\\Hi‘\\‘H‘HH‘\\H’HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
= e
10.50 11.00
m/z 67.00 29.04%
5000 670 /
39.0
‘1‘5{?“1“ ‘u‘ H‘M Ba ‘Hiu ]
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl- . —
95.0 10.50 11.00
m/z 41.00 26.31%
67.0
5000
41.0
, — —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.219 40.91 ug/l 28111100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4187 (13.219 min): VN070630.D\data.ms (-4172) (-  m/z 105.00 100.00%

105.0
5000
390 10 13.00 13.50
om_‘H\uu‘mh"M,‘u‘;‘“:“m‘,uul““?c?wl‘?‘l;‘z‘““?‘1“5‘-‘1”‘ m/z 120.10  30.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 \j\[‘/\/\\ A\ T T T j\\
13.00 13.50
m/z 77.00 13.20%
0 ) )
L L 1l I L I wil
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.0  12.66%
79.0
00 Ly
I - il I
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 13.00 13.50
m/z 79.00 10.30%
5000
39.0 77.0
H‘MH‘MWMWhHWHhWM‘W‘HW‘H‘M‘HM‘H‘HH‘H‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.369 139.43 ug/l 95810700 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 76

Abundance Scan 4243 (13.369 min): VN070630.D\data.ms (-4227) (- m/z 120.10 100.00%

120.1
5000
77.0 /\
39.0 M“ /\ A
‘ ‘ ‘ ‘ 13.00 13.50
oberererl Al b L 1450 1722 1992 165 0 99.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
13.00 13.50
m/z 77.00 34.44%
39.0 77.0
\1\5\‘0\‘}\\“‘\\‘\\“\‘\\\“’\\‘\\‘U\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
13.00 13.50
5000 ITI/Z 119.05 30.07%
28.0 510 /70
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0 13.00 13.50
m/z 91.00 27.43%
5000
77.0
51.0
L T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.876  33.45 ug/l 22985600 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Deltacyclene 118 C9H1e 007785-10-6 72
2 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
3 4-Ethynylaniline 117 C8H7N 014235-81-5 47
4 Indole 117 C8H7N 000120-72-9 46
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 42

Abundance Scan 4432 (13.876 min): VN070630.D\data.ms (-4424) (- m/z 117.00 100.00%

117.0
5000
\‘\ \‘\
57.8 970 13.50 14.00
Ol b L 143.01700 1991 2342 p/7 118.00  56.24%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10184: Deltacyclene
117.0
5000
010 13.50 14.00
39.0 ' m/z 115.080  32.13%
65.0 ‘
[

‘\\H‘H\\’\\H‘H‘M‘HH"HH‘\H\‘HH’HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

N

Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0 k
—
13.50 14.00
5000 m/z 91.60  13.66%
91.0
39.0 650 | L\ 143.0 178.0203.0 234.0
e P e e T T P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9746: 4-Ethynylaniline e —
117.0 13.50 14.00
m/z 57.80 9.57%
5000
89.0
63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

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

R.T. EstConc Area Relative to ISTD R.T.
14.217 23.80 ug/l 16354800 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 4559 (14.217 min): VN070630.D\data.ms (-4548) (- m/z 119.05 100.00%
1

19.1
5000
1.0 14.00 14.50
39.0 65.0 . .
o 290550 Ll lagmo 1790 2164 T 6s g6
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14.00 14.50
m/z 91.00 17.49%
39.0 65.0 91.0
\%\41;?\‘\\\“‘\\‘M‘\’H"\\\‘H‘\\‘\\‘u“\\“\“l\\\”\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16998: o-Cymene
119.0
P P
14.00 14.50
5000 m/z 120.10  10.06%
91.0
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50
m/z 105.00 9.39%
5000
91.0
39\'0\ 6?'0 ‘u ‘ il
n Ly Iy 1l dll 1 I
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Indan, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.329 39.60 ug/l 27215000 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83

Abundance Scan 4601 (14.329 min): VN070630.D\data.ms (-4590) (-  m/z 117.00 100.00%

117.0
5000

51.0 91"0 LM ‘ 1400 1450
el b el 1 148.1174.0200.2 2333y /s 195 00 32.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16104: Indan, 1-methyl-
117.0
5000

14.00 14.50

o

91.0 m/z 132.05 26.81%
moeso ||
| [l | i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
T e
14.00 14.50
5000 m/z 91.0  15.66%
91.0
39.0 65.0 ‘
SN R SO I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 1400 1450

m/z 118.00 10.13%

5000
91.0
51.0
26.0 | |y \‘ Iy H I /\/\J\; A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14. 00 14. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.809 26.21 ug/l 18008100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90

Abundance Scan 4780 (14.809 min): VN070630.D\data.ms (-4768) (-  m/z 117.00 100.00%

11v.0 ' '
5000
51.0 ‘ ‘ 14.50 15.00
o"w‘H‘Luh,w‘h‘H‘_‘ﬂhwwﬁ4§4_‘%§§9w‘u‘ﬁ3%?‘ m/z 132.05  37.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 — LA
91.0 14.50 15.00
51.0 ‘ m/z 115.00 26.54%
]\-\5\‘0\‘\\\‘\\“”1"“”\\”\‘\\H\‘\\\!“\‘U\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
14.50 15.00
5000 m/z 131.85  20.28%
39.0 g5 910 ‘ ‘
‘H_\wa%ﬂhJM‘H_‘AMWMV‘H_‘H_‘H_‘H_‘H,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- == —4
117.0 14.50 15.00
m/z 91.00 14.22%
5000
39.0 650 910 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.930  35.86 ug/l 24639400 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Indan, 1-methyl- 132 C10H12 000767-58-8 93
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
Abundance Scan 4825 (14.930 mln) VNO070630.D\data.ms (-4806) (- m/z 117.00 100.00%
1r.0
5000
——
51.0 1.0 ‘ 15. 00
0 L8 LI75.1 20422303 m/z 132,00 35.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 1500
51.0 ‘ m/z 115.0 28.01%
]\_ﬁ‘()\‘\\\‘\\“”\““UH”\‘\M\‘\H“\‘U\‘\‘\H\‘\\H‘H\\‘HH‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
1500
5000 m/z 131.0 18.37%
39.0 g50 910 ‘ ‘
H“ﬂ‘“‘NMHW‘M‘H“H‘W‘WM‘H‘W‘H‘,H‘W‘H‘,H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1500
m/z 119. 17.34%
5000
S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VNO70630.D

Acqg On : 14 Jan 2022 18:12
Operator : JC/MD

Sample : N1148-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
Butane, 2-methyl- 3.132 27.3 ug/l 4542460 1 8.086 8330680 50.0
Cyclopentane, m... 7.147 54.4 ug/l 9059240 1 8.086 8330680 50.0
1,4-Hexadiene, ... 10.864 34.5 ug/l 3347270 3 11.744 4851790 50.0
Benzene, 1-ethy... 13.219 40.9 ug/l 28111100 4 13.675 34358900 50.0
Benzene, 1,2,3-... 13.369 139.4 wug/l 95810700 4 13.675 34358900 50.0
Benzene, 1,1'-(... 13.876 33.5 ug/l 22985600 4 13.675 34358900 50.0
Benzene, 2-ethy... 14.217 23.8 wug/l 16354800 4 13.675 34358900 50.0
Indan, 1-methyl- 14.329 39.6 ug/l 27215000 4 13.675 34358900 50.0
1H-Indene, 2,3-... 14.809 26.2 ug/l 18008100 4 13.675 34358900 50.0
1H-Indene, 2,3-... 14.930 35.9 ug/l 24639400 4 13.675 34358900 50.0
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