LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR101719WMA_.M
Title - TRACE VOA SOMO1.0

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.372 3 10 23 rvVB 276562 288251 23.32% 2.084%
2 1.507 46 52 68 rvB2 42710 53461 4.33% 0.386%
3 1.617 74 86 95 rBv3 398919 690887 55.90% 4.994%
4 1.678 99 105 110 rVvVv 68665 78668 6.37% 0.569%
5 1.707 110 114 119 rvv 20603 23381 1.89% 0.169%
6 1.752 121 128 135 rVB 92630 102713 8.31% 0.742%
7 1.932 169 184 199 rvv2 139824 230753 18.67% 1.668%
8 2.015 203 210 224 rVB 47259 66107 5.35% 0.478%
9 2.240 268 280 295 rVB3 123136 238744 19.32% 1.726%
10 2.343 305 312 322 rBV 28991 40299 3.26% 0.291%
11 2.398 325 329 336 rVvvs 10960 16772 1.36% 0.121%
12 2.443 337 343 351 rVvwVv 25494 38503 3.12% 0.278%
13 2.494 352 359 374 rVB 41159 65965 5.34% 0.477%
14 2.597 380 391 404 rBV 206843 340615 27 .56% 2.462%
15 3.009 508 519 524 rBV6 10782 21846 1.77% 0.158%
16 3.048 527 531 544 rVvVv2 19518 34873 2.82% 0.252%
17 3.115 545 552 559 rVvv3 8346 14025 1.13% 0.101%
18 3.170 560 569 587 rVB5 15392 40100 3.24% 0.290%
19 3.392 622 638 655 rBV5 20221 47627 3.85% 0.344%
20 3.613 694 707 729 rVB4 20508 51130 4.14% 0.370%
21 3.739 735 746 759 rVB5 8321 18805 1.52% 0.136%
22 3.874 775 788 796 rBV6 10937 28241 2.29% 0.204%
23 3.925 798 804 824 rVV6 11177 32969 2.67% 0.238%
24 4.022 824 834 852 rVB3 9154 22647 1.83% 0.164%
25 4.141 852 871 881 rBV7Y 5768 14680 1.19% 0.106%
26 4.224 886 897 912 rVBY 5513 14814 1.20% 0.107%
27 4.385 934 947 961 rVB5 10827 25234 2.04% 0.182%
28 4_.578 994 1007 1021 rBV7Y 7674 18419 1.49% 0.133%

29 4_.707 1025 1047 1084 rBV 189326 523243 42.34% 3.782%
30 5.115 1159 1174 1196 rBV 185894 428591 34.68% 3.098%

31 5.221 1197 1207 1218 rVB3 11727 22170 1.79% 0.160%
32 5.340 1236 1244 1257 rVB9 5963 12365 1.00% 0.089%
33 5.430 1257 1272 1283 rVV5 12373 30851 2.50% 0.223%
34 5.501 1283 1294 1318 rVB7 9676 30723 2.49% 0.222%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOMO1.0

35 5.771 1357 1378 1407 rBV2 399471 1066055 86.26% 7.706%

36 5.938 1422 1430 1443 rVB3 12058 25909 2.10% 0.187%
37 6.070 1464 1471 1488 rVB6 10774 25732 2.08% 0.186%
38 6.295 1526 1541 1562 rBV 379130 770366 62.33% 5.568%
39 6.549 1611 1620 1624 rBV3 9923 16454 1.33% 0.119%
40 6.584 1626 1631 1638 rvv7 7299 13170 1.07% 0.095%
41 6.681 1651 1661 1666 rBV3 12858 21254 1.72% 0.154%
42 6.735 1666 1678 1692 rBV 241622 473250 38.29% 3.421%
43 7.289 1838 1850 1863 rVB5 14829 33909 2.74% 0.245%
44 7.414 1879 1889 1901 rBvV4 16771 33355 2.70% 0.241%

45 7.607 1934 1949 1974 rBV 130596 261151 21.13% 1.888%

46 7.935 2039 2051 2065 rBvV 478910 837661 67.78% 6.055%

47 8.002 2067 2072 2082 rVB 22864 36972 2.99% 0.267%
48 8.070 2088 2093 2106 rVB6 9185 15454 1.25% 0.112%
49 8.218 2128 2139 2150 rBvV 77925 141516 11.45% 1.023%
50 8.276 2151 2157 2175 rVB5 19984 40330 3.26% 0.292%
51 8.401 2186 2196 2201 rBV7 8300 14835 1.20% 0.107%
52 8.440 2202 2208 2223 rVB2 10600 20946 1.69% 0.151%
53 8.690 2271 2286 2346 rBV 358591 1235867 100.00% 8.933%
54 8.954 2358 2368 2380 rBV3 24093 44085 3.57% 0.319%
55 9.089 2400 2410 2430 rVB3 7255 20847 1.69% 0.151%

56 9.449 2508 2522 2547 rBV 489572 937602 75.87% 6.777%
57 9.600 2558 2569 2593 rVB 299647 511380 41.38% 3.696%

58 9.729 2599 2609 2622 rVB 49008 91443 7.40% 0.661%
59 10.513 2844 2853 2864 rBV 20774 33043 2.67% 0.239%
60 10.790 2927 2939 2963 rVB 189830 345326 27 .94% 2.496%
61 10.935 2972 2984 2994 rBV 14413 24540 1.99% 0.177%
62 11.050 3011 3020 3033 rBv4 8313 16207 1.31% 0.117%
63 11.671 3207 3213 3222 rVB3 9501 14853 1.20% 0.107%

64 11.845 3253 3267 3294 rVB 392439 746858 60.43% 5.399%
65 12.224 3372 3385 3404 rVB 393173 725091 58.67% 5.241%

66 12.404 3431 3441 3454 rVB 24749 40201 3.25% 0.291%
67 12.710 3528 3536 3544 rBV2 13459 18974 1.54% 0.137%
68 12.890 3586 3592 3601 rVB4 9250 14051 1.14% 0.102%
69 13.002 3620 3627 3638 rVB2 13424 21416 1.73% 0.155%
70 13.279 3699 3713 3722 rVB3 11740 22487 1.82% 0.163%
71 13.353 3725 3736 3744 rBV3 10112 15920 1.29% 0.115%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_M
Title - TRACE VOA SOMO1.0

72 13.555 3788 3799 3807 rVB5 7820 15558 1.26% 0.112%
73 13.909 3901 3909 3920 rVB3 12597 22031 1.78% 0.159%
74 14.086 3956 3964 3972 rBV5 7922 13439 1.09% 0.097%
75 14.140 3974 3981 3994 rVB4 10397 22312 1.81% 0.161%

76 14.217 3994 4005 4016 rBV 131796 209282 16.93% 1.513%
77 14.311 4019 4034 4046 rVvVv 155215 257153 20.81% 1.859%

78 14.719 4145 4161 4178 rVB3 36278 87633 7.09% 0.633%
79 14.832 4181 4196 4206 rBvV2 58531 99670 8.06% 0.720%
80 14.902 4207 4218 4230 rVV5 60461 121756 9.85% 0.880%
81 14.967 4230 4238 4249 rVB5 19329 33010 2.67% 0.239%
82 15.053 4255 4265 4274 rBV3 18097 32120 2.60% 0.232%
83 15.111 4275 4283 4294 rVV6 13143 26265 2.13% 0.190%
84 15.221 4310 4317 4321 rBV3 28597 39607 3.20% 0.286%
85 15.298 4332 4341 4355 rVB4 105403 173175 14.01% 1.252%
86 15.375 4358 4365 4372 rVB5 16930 23956 1.94% 0.173%
87 15.446 4378 4387 4395 rBV5 14705 27699 2.24% 0.200%
88 15.529 4407 4413 4422 rVB9 20615 32478 2.63% 0.235%
89 15.758 4477 4484 4502 rVB6 17631 43401 3.51% 0.314%
90 15.938 4532 4540 4554 rVB4 34849 64881 5.25% 0.469%
91 16.034 4564 4570 4583 rVBS8 22650 38987 3.15% 0.282%
92 16.288 4644 4649 4655 rBV6 9474 13069 1.06% 0.094%
Sum of corrected areas: 13834464
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU035279.D
1.62
400000 S 6.29
3000001437
2.60
200000 4.71 511
1.93
2.24
1.75
100000 L6r
2.02 9
15-L .l ‘ ‘ﬂ 37 339 36% 52 5.94
. i M\ Y A 3788802, 11204.39 4,58 3. 518%0 .07
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VU035279.D
7|93 9|45
400000 11.84
8.69
9.60
300000

200000

100000

0!

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU035279.D

400000122

300000

200000

14.31

100000

T N S i e —————

I
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\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 (DEL) Alkane: Cyclicl.37 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.37 1.87 ug/L 288251 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 9
2 Propane 44 C3HS8 000074-98-6 5
3 Pvrimidine-2.4(1H.3H)-dione. 5-a... 156 C4H4N403 1000270-67-7 4
4 Propane 44 C3HS8 000074-98-6 4
5 Cyclopropene 40 C3H4 002781-85-3 4

Abundance Scan 9 (1.369 min): VU035279.D (-3) (-) m/z 38.95 100.00%
39

| 1.40 150 1.60 1.70 1.80
S N R R IR SRR IR AN AR RERES RLRAN BARAS LS AL SR m/z 41.00 96.79%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
m/z 44.00 76.36%
1 15
e R AR R IARRN AR IARRS NARAA RARLN NARES RARAS LARAS LARAS LA AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
29
LR IR UL I
1.40 1.50 1.60 1.70 1.80
5000 m/z 43.10 73.17%
44
15
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #28558: Pyrimidine-2,4(1H,3H)-dione, 5-amino-6-nitroso-
43 1.40 1.50 1.60 1.70 1.80
m/z 42.00 51.24%
5000

36 52 60 70 77 85 97104 113 126

Ol R A e e T T

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclicl.68 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

1.68 0.51 ug/L 78668 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 2-methvl- 56 C4H8 000115-11-7 87
2 1-Butene 56 C4H8 000106-98-9 87
3 1-Butene 56 C4H8 000106-98-9 86
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 78
5 2-Butene 56 C4H8 000107-01-7 74

Abundance Scan 106 (1.681 min): VU035279.D (-99) (-) m/z 41.00 100.00%
4
56
5000
77 207 1.40 1.60 1.80 2.00
(o} AL S m/z 56.00 65.02%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #186: 1-Propene, 2-methyl-
4
5000 56
1.40 1.60 1.80 2.00
28 m/z 38.95 41 _.55%
o2 1®
mz> 8 % 40 6 8 100 130 10 180 180 200
Abundance
41
1.40 1.60 1.80 2.00
5000 56 m/z 55.00 32.69%
28
2 15
e A S S R B B L W B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #176: 1-Butene
41 1.40 1.60 1.80 2.00
m/z 50.00 12.36%
5000
7 56
m/z--> 20 40 60 80 100 120 140 160 180 200 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclicl.75 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

1.75 0.67 ug/L 102713 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Propene. 2-methvl- 56 C4H8 000115-11-7 83
3 2-Butene. (2)- 56 C4H8 000590-18-1 80
4 1-Propene. 2-methvl- 56 C4H8 000115-11-7 64
5 2-Butene, (2)- 56 C4HS8 000590-18-1 64

Abundance Scan 127 (1.749 min): VU035279.D (-121) (-) m/z 41.00 100.00%
4.1
56
5000
50 1.60 1.80 2.00
Ol ULl 8677 84 h/z 56.05  69.65%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #177: 1-Butene
a1
5000 56
1.60 1.80 2.00
28 m/z 39.00 45.53%
2 15 N 5I(I)|
o L UL IR UL UL UL SR ULILL UL
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
41
1.60 1.80 2.00
5000 56 m/z 55.00 30.57%
28
> 15 50
e L UL UL UL UL UL S ULIL LI
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #181: 2-Butene, (2)-
41 1.60 1.80 2.00
m/z 52.95 12.25%
56
5000
28
0"'w'"w%§'w'"w"'w"?ﬁ"'w"'w"'w'"w"'w
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic2.24 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.24 1.55 ug/L 238744 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 90
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
3 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
4 2-Methvl-1-butene 70 C5H10 000563-46-2 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87

Abundance Scan 280 (2.240 min): VU035279.D (-268) (-) m/z 55.00 100.00%
55
5000 39 0
2.00 220 2.40 2.60
0 ...,....,....,....,...::.|.4.6.;-.|::-.,....-,'.~...f‘%..??...,....,....,...1.2]9... m/z 38.95 37.00%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #564: 2-Methyl-1-butene
55
5000 RSN SRS RN A
g 39 70 2.00 220 2.40 2.60
m/z 70.05 36.11%
1 1|5 ||I‘ |I‘ 48. Ll L
G e AR RN A KRR SRR RSN AR RRARS RARSN LARAS L) RARANAARL
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
2.00 220 2.40 2.60
5000 m/z 42.00 33.56%
41 70
27
15
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #583: Cyclopropane, 1,2-dimethyl-, trans-
55 2.00 220 2.40 2.60
m/z 41.00 31.86%
70
5000 42
27
0 “'P'”I}?I””I§4W”'W'”W'“'P”'P'“P'”I””I”'W”'W'”'
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.22 1.40 ug/L 209282 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 94
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 93
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 90
5 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 64

Abundance Scan 4006 (14.221 min): VU035279.D (-3994) (-) m/z 104.00 100.00%
104
146
5000 o1
115 131 MMM i V4 W'Y -
39 51 63 8 14.00 14.20 14.40 14.60
SN W W T Y S 191 208 m/z 146.10 49.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
91 14.00 14.20 14.40 14.60
131 m/z 90.95 35.54%
o7 39 51 g5 78 115
o ...|.'...I|‘..'..|'I'..."|..I.|‘I —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
146 14.00 14.20 14.40 14.60
5000 m/z 131.00 24.39%
o 131
15 27 39 51 64 78 15
e o e T R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21666: Naphthalene, l,2,3,4—tetrahydro—2—m8thy|— LI L L L B L
104 14.00 14.20 14.40 14.60
m/z 115.00 20.78%
5000 146
91
131
15 27 39 51 63 77 115 ‘
0 ||‘|||‘|‘||‘|‘| |“ﬁ‘||‘l‘|||”|||‘l||”| I‘lhl |‘l“i||M|H||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14_.31 1.72 ug/L 257153 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 95
3 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 95
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 94
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 93
Abundance Scan 4034 (14.311 min): VU035279.D (-4019) (-) m/z 131.00 100.00%
131
5000
7791104117 T 14.00 14.20 14.40 14.60
39 51 63 . . . :
0 L 160 176 207 | Tn/z 146.10  30.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
5000
146 14.00 14.20 14.40 14.60
91 118 m/z 90.95 23.08%
15 27 39 51 63 77 104
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 117.00 18.98%
146
91 118
27 39 51 65 77 104
R e B e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131 14.00 14.20 14.40 14.60
m/z 114.95 18.85%
o1 146
5000
27 41 53 65 77 | 103116
Ouuuulu‘.‘..‘l“. '?“"I‘M"'hl ..‘l.l‘l‘..‘l‘lu‘l“l. .H...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035279.D

Aca On : 18 Oct 2019 20:21

Operator : JC/SP

Sample : K5419-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, (1,3-dimethyl-2-bu... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.72 0.59 ug/L 87633 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.3-dimethvl-2-butenvl)- 160 C12H16 050704-01-3 87
2 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 87
3 Benzene. 1-(1.1-dimethvlethvl)-4._._. 160 C12H16 001746-23-2 81
4 3-Ethvl-3-phenvl-1-pentene 174 C13H18 019781-34-1 72
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 68
Abundance Scan 4161 (14.719 min): VU035279.D (-4145) (-) m/z 145.00 100.00%
145
5000
117 160
91
3g 63 77 1 14.40 14.60 14.80 15.00
o 209 28l m/z 117.10  40.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30886: Benzene, (1,3-dimethyl-2-butenyl)-
145
5000
o 117 14.40 14.60 14.80 15.00
a 160 m/z 160.10 32.11%
77
27 5 1
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
145
14.40 14.60 14.80 15.00
5000 160 m/z 118.00 25 .54%
117
41 77 o
27 63 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30921: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145 14.40 14.60 14.80 15.00
m/z 115.00 23.74%
5000
117 160
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101819\
Data File : VU035279.D

Acq On : 18 Oct 2019 20:21

Operator : JC/SP

Sample - K5419-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA _M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 1.37 1.9 ug/L 288251 1 6.29 770366 5.0
(DEL) Alkane: Cyc... 1.68 0.5 ug/L 78668 1 6.29 770366 5.0
(DEL) Alkane: Cyc... 1.75 0.7 ug/L 102713 1 6.29 770366 5.0
(DEL) Alkane: Cyc... 2.24 1.6 ug/L 238744 1 6.29 770366 5.0
Naphthalene, 1,2,... 14.22 1.4 ug/L 209282 3 11.84 746858 5.0
Naphthalene, 1,2,... 14.31 1.7 ug/L 257153 3 11.84 746858 5.0
Benzene, (1,3-dim... 14.72 0.6 ug/L 87633 3 11.84 746858 5.0
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