LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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\SOMUTRO60419WMA .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 1.302 59 66 80 rvB 53562 56022 1.62% 0.210%
2 1.399 85 96 105 rBvV 662353 661918 19.20% 2.476%
3 1.675 173 182 193 rBvV3 73795 96456 2.80% 0.361%
4 1.756 196 207 228 rVB 2655995 3447638 100.00% 12.895%
5 1.900 242 252 257 rBV 57180 74632 2.16% 0.279%
6 1.945 257 266 287 rVB2 786486 1202598 34.88% 4 .498%
7 2.045 287 297 308 rBV 273565 370214 10.74% 1.385%
8 2.135 310 325 331 rVvv 142691 212059 6.15% 0.793%
9 2.180 331 339 354 rVV 528670 778828 22.59% 2.913%
10 2.299 356 376 392 rVB2 270048 641965 18.62% 2.401%

11 2.698 466 500 504 rBV3 361302 949866 27 .55% 3.553%
12 2.733 505 511 519 rvv 672844 1260005 36.55% 4.713%
13 2.781 519 526 553 rVvB 625433 1238364 35.92% 4.632%
14 2.984 572 589 610 rVB 536681 1113043 32.28% 4.163%
15 3.177 635 649 667 rvB2 48528 107855 3.13% 0.403%

16 3.286 669 683 704 rVB 123374 259572 7.53% 0.971%
17 3.408 707 721 731 rBV3 32448 70868 2.06% 0.265%
18 3.482 732 744 751 rvv2 35514 75424 2.19% 0.282%
19 3.540 752 762 778 rVB 87231 192514 5.58% 0.720%
20 3.640 778 793 805 rBvV2 70864 169943 4_.93% 0.636%

21 3.717 805 817 831 rvv3 73517 208475 6.05% 0.780%
22 3.791 832 840 852 rvv2 35761 89400 2.59% 0.334%
23 3.875 854 866 881 rvv2 79456 198263 5.75% 0.742%
24 3.977 882 898 911 rvv2 71196 188461 5.47% 0.705%
25 4.077 911 929 949 rvv 782345 2063040 59.84% 7.716%

26 4.186 950 963 983 rvB2 64431 166229 4.82% 0.622%
27 4.640 1091 1104 1117 rBV 62057 143560 4.16% 0.537%
28 4.720 1119 1129 1134 rVVv4 29023 66730 1.94% 0.250%
29 4.765 1135 1143 1160 rVB3 61026 138914 4._.03% 0.520%
30 4.984 1192 1211 1225 rBV2 558040 1345068 39.01% 5.031%

31 5.067 1225 1237 1260 rVB2 222936 588574 17.07% 2.201%
32 5.206 1264 1280 1302 rBV5 107173 332257 9.64% 1.243%
33 5.331 1302 1319 1324 rVvV2 131370 327152 9.49% 1.224%
34 5.379 1325 1334 1350 rVvVv 466424 993503 28.82% 3.716%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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\SOMUTRO60419WMA .M
TRACE VOA SOMO1.0

35 5.469 1351 1362 1368 rVvV3 114158 246426 7.15% 0.922%

36 5.524 1370 1379 1395 rVvVv8 201645 596077 17.29% 2.229%
37 5.611 1395 1406 1423 rVB 117935 266441 7.73% 0.997%
38 5.775 1441 1457 1478 rBV6 23844 69150 2.01% 0.259%
39 5.881 1478 1490 1499 rVvVv 119590 238724 6.92% 0.893%
40 5.939 1500 1508 1531 rVB5 44206 135934 3.94% 0.508%

41 6.215 1581 1594 1606 rBv4 19042 41335 1.20% 0.155%
42 6.325 1615 1628 1637 rBV 84623 165956 4.81% 0.621%
43 6.405 1637 1653 1668 rvB2 287480 693755 20.12% 2.595%

44 6.527 1680 1691 1700 rBV3 20279 37968 1.10% 0.142%
45 6.633 1713 1724 1737 rVB2 44667 86620 2.51% 0.324%
46 6.727 1738 1753 1766 rVB5 17013 37470 1.09% 0.140%
47 6.836 1766 1787 1797 rBV6 28015 89991 2.61% 0.337%

48 6.913 1797 1811 1829 rVB4 59060 142049 4.12% 0.531%
49 7.042 1829 1851 1863 rBV3 64917 162599 4.72% 0.608%
50 7.222 1896 1907 1924 rBV 50503 107910 3.13% 0.404%

51 7.424 1960 1970 1989 rVB6 32703 74606 2.16% 0.279%
52 7.521 1989 2000 2003 rBv4 35819 53146 1.54% 0.199%
53 7.559 2003 2012 2024 rVvVv 180015 314547 9.12% 1.176%
54 7.630 2024 2034 2046 rVB 100414 173720 5.04% 0.650%

55 7.704 2046 2057 2071 rBvV7 16257 51974 1.51% 0.194%
56 7.846 2091 2101 2112 rBV2 30420 51936 1.51% 0.194%
57 7.910 2112 2121 2141 rVB3 24009 48965 1.42% 0.183%
58 8.038 2141 2161 2171 rBv4 22384 48442 1.41% 0.181%
59 8.309 2234 2245 2257 rBV 259575 455502 13.21% 1.704%
60 8.370 2258 2264 2276 rVB 41277 77649 2.25% 0.290%
61 8.463 2284 2293 2309 rVB3 46585 92136 2.67% 0.345%
62 9.083 2475 2486 2507 rBV 179608 304170 8.82% 1.138%
63 9.244 2526 2536 2551 rBV 53452 92240 2.68% 0.345%
64 9.328 2551 2562 2565 rVvv3 21671 35650 1.03% 0.133%
65 9.370 2566 2575 2592 rVB 259084 427939 12.41% 1.601%
66 9.775 2689 2701 2712 rBV 42894 68414 1.98% 0.256%
67 10.025 2769 2779 2800 rBV3 43102 81827 2.37% 0.306%
68 10.427 2893 2904 2917 rBV 73190 115813 3.36% 0.433%
69 10.675 2970 2981 2985 rBV3 42023 64508 1.87% 0.241%

70 10.765 2999 3009 3024 rVB 111691 173565 5.03% 0.649%
71 10.964 3061 3071 3087 rVB 76886 122811 3.56% 0.459%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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 - 0 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\SOMUTRO60419WMA .M

- TRACE VOA SOMO1.0

72 11.141 3116 3126 3142 rBV 73284 113325 3.29% 0.424%
73 11.479 3220 3231 3248 rBV 198538 318512 9.24% 1.191%
74 11.566 3248 3258 3270 rVB 35440 55027 1.60% 0.206%
75 11.855 3338 3348 3368 rVvB2 207569 372576 10.81% 1.393%

Sum of corrected areas: 26736815
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
VU032863.D

19 Jun 2019 17:17

JC/SP

K3413-18

25.0mL/MSVOA U/WATER

22 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
- TRACE VOA SOMO1.0

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: VU032863.D

1.95
1.40
2.18

2.05|| 2.30
2.

Time-->

ol b

350 400

550 600 6.50

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

LB7880T047.22 7 42)12\9370 798,04

TIC: VU032863.D

8.31
.46

8.50

9.08

-

9.77 10.03 19-\43 10:
: :
9.00 9.50

10.00 10.50

700

750 800

11.48 11.85

7710.961.14 1.57

|
11.00 11.50 12.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: VU032863.D

Ol
Time-->

16 00

15. 50

14 50

15. OO

13 50

14. OO

12. 50

13. 00

17 00 17.50

16. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 42

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

1.30 1.17 ug/L 56022 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 42
3 Isobutane 58 C4H10 000075-28-5 42
4 lsobutane 58 C4H10 000075-28-5 9
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 4

Abundance Scan 65 (1.299 min): VU032863.D (-59) (-) m/z 43.05 100.00%
43.0
5000
A L
3810 500 57.0 1.20 1.40 1.60
ot e e e m/z 41.00 49 .45%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43.0
5000 (AL L L
270 120 1.40 160
m/z 42.00 32.56%
15.0
2.0 ‘,, 50.0 57.0
U R R AR L LR RARRA LA AN RN AN SRRLY RRLRS RAARA RERRA RARN
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #238: Isobutane
43.0
U I R e
120 1.40 160
5000 m/z 39.00 25.97%
27.0
15.0 | 380 510 580
e L LR N LA RS LR RSN SRR RARR) AR RAARN RAAL) RARRA RALE
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane L B B B T )
43.0 120 1.40 160
m/z 38.00 4._47%
5000
27.0
o 1?0200 ‘ 380 . 50.0 570
miz--> 5T 15 % 98 %0 % 4o 45 % 55 60 e 120 140 160
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 1

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

1.76 72.21 ug/L 3447640 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 208 (1.759 min): VU032863.D (-196) (-) m/z 43.05 100.00%
13.0
57.0
5000
P e e e
51.0 72.1 1.40 1.60 1.80 2.00
Olrerrrrrrprrrrerrrrrrprrrrrerrr G et 03 gt | M7z 41.05  91.32%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
29.0 m/z 42.05 85.26%
0 15.0 | | 37.0,|||, 510 || 630 '20
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #713: Butane, 2-methyl-
43.0
570 1.40 1.60 1.80 2.00
5000 29.0 ' m/z 57.05 68.19%
ol 10 1580 || 500l 510l es0 720
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— LI LB N B IAI L
43.0 1.40 1.60 1.80 2.00
m/z 39.00 35.05%
57.0
5000 21.0
15.0
0 2.0 “ 1] ! l SJTQ \‘ . 72\.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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.90 Concentration Rank 35

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

1.90 1.56 ug/L 74632 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 91
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 68
3 1-Pentene 70 C5H10 000109-67-1 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 52

Abundance Scan 252 (1.900 min): VU032863.D (-242) (-) m/z 42.05 100.00%
43.0
55.0
5000 701

1.60 1.80 2.00 2.20

37 50.1 63.0 77.0

o U Y PN SO PR £ S m/z 55.05 73.70%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #577: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 160 1.80 2.00 2.20
m/z 41.05 53.61%
15.0 ‘ 37. | 50.0I 62.0
Obrrprrrprr e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #573: Cyclopropane, ethyl-
42.0
1.60 1.80 2.00 2.20
5000 55.0 m/z 39.00 50.24%
27.0 70.0
190 |]320%79)|| 500 | 630
Orrr e prere i e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #553: 1-Pentene
42.0 1.60 1.80 2.00 2.20
m/z 70.10 48 .33%
55.0
5000
27.0 70.0
0 120 1132087.0/|| 500 | 630
PR e e ey
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 5

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

1.95 25.19 ug/L 1202600 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 59
5 Oxirane, ethyl- 72 C4H80 000106-88-7 43

Abundance Scan 267 (1.949 min): VU032863.D (-257) (-) m/z 43.05 100.00%
43.0
5000
55.0 R BB EAE mam s nt AR
72.0 1.60 1.80 2.00 2.20
37. 48.9 63.1
0.......,....,....,....,....,....,....,....,..:.;..:,....,:.:.,:.l..,....,....,'.!..,....,....,. m/z 42.05 62.85%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.10 61.26%
72.0
0 15.0 |,| 37.d)| , 51.0,|| 63.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #708: Pentane
43.0
1.60 1.80 2.00 2.20
5000 270 m/z 39.00 29.18%
57.0
. ”0 1?0 | Il 510 7%0
HARRRRRS AR RARRA AN RARAA SERRA RARE BERRA RN ARRLA LRRE NRRES RARRA RRRN MARAI SARR RELLA BARMA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #707: Pentane
43.0 1.60 1.80 2.00 2.20
m/z 55.05 23.51%
5000
27.0
0 15.0 57.0 72‘0
O 13 R B (XA AR R TR R AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 5 (DEL) Alkane: Cyclic2.05 Concentration Rank 11

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

2.05 7.75 ug/L 370214 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 93
2 2-Pentene. (2)- 70 C5H10 000627-20-3 90
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
4 2-Methvl-1-butene 70 C5H10 000563-46-2 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 299 (2.052 min): VU032863.D (-287) (-) m/z 55.05 100.00%
58.0

-

5000
39.0 70.1
| 1.80 2.00 2.20 2.40
50.1
Obrerrrerereprrreprrerprrr et G et i ottt || M/ 7010 39.36%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #562: 2-Pentene, (E)-
55.0
5000 70.0
39.0 1.80 2.00 2.20 2.40
29.0 m/z 38.95 34.69%
15.0 .|.| ol 50|'|0|| 620 |
R o = L L L8 B Anaane!
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #559: 2-Pentene, (2)-
55.0
1.80 2.00 2.20 2.40
5000 42.0 m/z 42.05 32.56%
‘ 70.0
29.0
150 240|| 37 500, |, 63.0
R T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0 1.80 2.00 2.20 2.40
m/z 41.05 26.00%
5000 70.0
41.0
29.0
“‘ . . 50"\0‘\ ! 65'Q\ .
R L L e EATa e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
Quant Title : 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 (DEL) Alkane: Cyclic2.14 Concentration Rank 16

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

2.14 4._.44 ug/L 212059 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 90
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
4 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87

Abundance Scan 327 (2.142 min): VU032863.D (-310) (-) m/z 55.05 100.00%
54.0
5000 9.0 201 ? ?\
50.0 1.80 2.00 2.20 2.40
o.,....,....,....,....,....,....,.::.;]..‘?-R...i:.!: 02 e 0 | Tm/z  70.10  37.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #562: 2-Pentene, (E)-
58.0
5000
3.0 700 180 2.00 2.20 2.40
29.0 m/z 39.00 35.57%
15.0 .|.| N SQ.IO |, 620 |
O e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #578: Cyclopropane, 1,1-dimethyl-
58.0
1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 42.00 34.58%
27.0
15.0 It 50.0 62.0
U A L R LA BEAN AAAN AL LAAA AAR) SALLA SEAA RARAESARS) AAR AAAAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #579: Cyclopropane, 1,1-dimethyl-
58.0 1.80 2.00 2.20 2.40
m/z 41.05 24 _.01%
5000 39.0
"0 70.0
15.0
0 | 11320 1, #40500 | 630
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40

SOMUTRO60419WMA .M Thu Jun 20 12:32:32 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 (DEL) Alkane: Cyclic2.18 Concentration Rank 8

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

2.18 16.31 ug/L 778828 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
4 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 86
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86

Abundance Scan 339 (2.180 min): VU032863.D (-331) (-) m/z 55.05 100.00%
54.0
5000 : ? n
39.0 01
1.80 2.00 2.20 2.40 2.60
0 ...,....,....,....,...:;“...;'.|..'.,...'.-,...7.9-,0...??-.8..., m/z 70.10 41.68%
m/z--> 0 10 20 40 60 70 80 90
Abundance #582: Cyclopropane 12—d|methy| cis-
58.0
5000
410 700 1.80 2.00 2.20 2.40 2.60
H| m/z 39.00 34 .53%
0 ”'I”"P"W"”I'”'I”"ﬁhIW"“H“”'I”"P"W
m/z--> 0 10 20 60 70 80
Abundance #571. 2- Butene, 2 methyl-
58.0
1.80 2.00 2.20 2.40 2.60
0
5000 o 0.0 m/z 41.10 30.92%
27.0
10 15\0 ‘\‘ | | ‘ | |
e L UL UL U UL IR S UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #579: Cyclopropane, 1,1-dimethyl-
58.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 22 .86%
5000 39.0
270 70.0
15.0 ‘ ‘
0 '”I"”I'J”I"HI"' 'ﬂlqﬂ'lw"'ﬁ"'w"'w"'w
m/z--> 0 10 20 30 40 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

2.70 19.89 ug/L 949866 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 78
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 49
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 38

Abundance Scan 501 (2.701 min): VU032863.D (-466) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.0630 86.1 2.40 2.60 2.80 3.00
oA 1111 NSOV PR 2P S S m/z 42.05 80.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1832: Butane, 2,3-dimethyl-
43.0
5000 A LR L L
2.40 2.60 2.80 3.00
270 71.0 m/z 41.05 44 .91%
150 || L %80 | w0
O e e
m/z--> 0O 10 20 30 40 50 60 70
Abundance #1831: Butane, 2,3-dimethyl-
43.0
2.40 2.60 2.80 3.00
5000 m/z 71.10 23.70%
27.0
5o ‘ o 710
Lo 1/ |l = | 860
L I SURELI SURBLELN ICLL L SURELL SRR SO IURL SURILIS SUR
m/z--> 0O 10 20 30 40 50 60 70
Abundance #1830: Butane, 2,3-dimethyl- e NINMVA MM
42.0 2.40 2.60 2.80 3.00
m/z 39.00 23.57%
5000
71.0
27.0
. 150 . §5.0 ‘ 86.0
m/z--> 0 10 20 30 40 50 60 70 8 90 ' 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.73 26.39 ug/L 1260010 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 59
2 Pentane 72 C5H12 000109-66-0 43
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 42
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 38

5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 33
Abundance Scan 510 (2.730 min): VU032863.D (-505) (-) m/z 43.10 100.00%
43.1
5000 71.1
| | 2071 2.40 2.60 2.80 3.00
e m/z 41.10 45.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43.0
5000
71.0 240 2.60 2.80 3.00
' m/z 71.10 45 .03%
15.0 |
0 | Al n 1y | .
-t
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43.0
I Bame e e ARa
240 2.60 2.80 3.00
5000 m/z 42.10 41 .66%
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4476: 1-Butanol, 2,3-dimethyl- e
43.0 240 2.60 2.80 3.00
m/z 39.00 22.98%
5000 710
o F?ﬁ@ B X
m/z--> 0 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00

SOMUTRO60419WMA .M Thu Jun 20 12:32:34 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 10 (DEL) Alkane: Cyclic2.78 Concentration Rank 4

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

2.78 25.94 ug/L 1238360 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cvclopentane 70 C5H10 000287-92-3 72
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 56
5 1-Pentene 70 C5H10 000109-67-1 45

Abundance Scan 526 (2.781 min): VU032863.D (-519) (-) m/z 42.10 100.00%
42.1
5000 j/\}\
70.1
070 240 2.60 2.80 3.00 3.20
O L N I e o m/z 55.10 43 .50%

ol
T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #572: Cyclobutane, methyl-
42.0

5000 ..................
240 260 280 300 320

m/z 41.10 39.20%

70.0
15.0 )
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #553: 1-Pentene
42.0
240 260 2.80 3.00 3.20
5000 m/z 70.10 35.19%
70.0
okl M
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #556: Cyclopentane e EREaa R L
42.0 240 260 2.80 3.00 3.20
m/z 39.00 32.19%
5000
70.0
soy | |
ol bl A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

2.98 23.31 ug/L 1113040 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 53

Abundance Scan 588 (2.981 min): VU032863.D (-572) (-) m/z 57.10 100.00%
57.1
41.0
5000
e e
| 510 65,0711 75 0 86.1 2.60 2.80 3.00 3.20 3.40
0““mwmwmwmwmwmwmwmwML$HNW“JHWMHNthmwmw“wmw“ m/z 56.10 85.32%
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57.0
29.0 410
5000
2.60 2.80 3.00 3.20 3.40
m/z 41.05 68.80%
2.0 15.0 ‘I | ‘ 71.0 86.0
Ofrrrrrrrerrrrrrrprerstrrrr eI e e
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57.0
290 410 2.60 2.80 3.00 3.20 3.40
5000 m/z 43.05 25.08%
ol 10 130 ‘ 51.0,/|, 64.0 19770 86.0
miz--> T T o ah a5 oo b e T A e o o
Abundance #1824: Pentane, 3-methyl-
57.0 2.60 2.80 3.00 3.20 3.40
m/z 39.00 22 .26%
41.0
0 150 | ‘w 51.0, 7.0 86.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 7'0 75 80 8|5 90 95 260 2.80 3.00 3.20 3.40

SOMUTRO60419WMA .M Thu Jun 20 12:32:35 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 12 (DEL) Alkane: Cyclic3.18 Concentration Rank 28

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

3.18 2.26 ug/L 107855 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 94
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 81
4 Cvclohexane 84 C6H12 000110-82-7 64
5 1-Hexene 84 C6H12 000592-41-6 58

Abundance Scan 650 (3.180 min): VU032863.D (-635) (-) m/z 56.10 100.00%
41.0 56.1
5000 69.1 84.1
Ih |‘ 93.8 2.80 3.00 3.20 3.40 3.60
o] NEEEEEEEY 11111 MSRATY R R EDNSVIFON 0 VMNP PO 4 M m/z 41.00 85.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1478: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0
69.0 84.0 280 3.00 320 3.40 3.60
‘ m/z 38.95 56.86%
15.0
0 | | | | il |. 1 1
L PR UL SURLELEL UL FURLELELNN FURLELEL SRR LRI FULL W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: 1-Pentene, 2-methyl-
41.0 50
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.00 48.16%
21.0 69.0 84.0
o ||
0"'I”M'I'“ll'”llm”'r'=“I"“I"”I"”I"”I'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1488: 1-Pentene, 2-methyl-
56.0 2.80 3.00 3.20 3.40 3.60
m/z 69.10 43.95%
41.0
5000 69.0 84.0
29.0 ‘
0"'I”"I'”MM'”'=J”'VJ'wl*““i"”l'“”l"”l'
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 14

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

3.29 5.44 ug/L 259572 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 90
4 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 53
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 43

Abundance Scan 684 (3.289 min): VU032863.D (-669) (-) m/z 57.10 100.00%
1.1
5000
= 86.1 '”I'”'I/\'P"W"”
| 2071 3.00 3.20 3.40 3.60
0.,.”.,”.. I T o o o B R e m/z 40.95 77.14%
m/z--> 0 20 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
5.0
5000
3.00 3.20 3.40 3.60
29.0 86.0 m/z 43.05 64.67%
0 P'h'PL"I”"I”"I'”' [rrrrprrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1822: n-Hexane
57.0
29.0 3.00 3.20 3.40 3.60
5000 m/z 56.10 48.64%
‘ 86.0
0'%Q'AI”"W*'“‘P'M'PM"I”"I”"I'”' [rTrrrprrrrpTrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1820: n-Hexane
57.0 3.00 3.20 3.40 3.60
m/z 42.00 33.23%
29.0
5000
86.0
0'|}%Pw¢'w"w|'”“|'“'|“"w"w"“ [rTrrrprrrrpTrT IS SRS S BN R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 37

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

3.41 1.48 ug/L 70868 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (2)- 84 C6H12 007642-09-3 90
2 3-Hexene. (E)- 84 C6H12 013269-52-8 76
3 Cvclopropane. 1l-ethvl-2-methvl-.... 84 C6H12 019781-68-1 70
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 64
5 2-Hexene 84 C6H12 000592-43-8 62

Abundance Scan 722 (3.412 min): VU032863.D (-707) (-) m/z 55.00 100.00%
41.0 55.0
69.0 84.1
5000
‘l || | 8.9 3.00 320 3.40 3.60 3.80
Ofprrrrprerrprerrprrrrprrre e e e e e e m/z 41.05 86.93%
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1464: 3-Hexene, (2)-
55.0
41.0
5000 84.0
27.0 69.0 3.00 320 3.40 3.60 3.80
‘ ‘ m/z 69.05 56.29%
15.0
0|““P“4““P“WLJV“W“LLJ'“““J!““ﬁﬁgi“v“zza““h“W““
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1467: 3-Hexene, (E)-
41.0 55.0
3.00 320 3.40 3.60 3.80
5000 m/z 84.10 53.11%
27.0 69.0 84.0
0 1?0 | 490 | 63.0 | 70 |
AR KRR RS SRRAA RLASA IERRN RN ARRLN RARRS BRRRE RERRS RRARA REARN RAARI RARLN SAARA RARR) RERE
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1522: Cyclopropane, 1-ethyl-2-methyl-, cis-
41.0 55.0 3.00 320 3.40 3.60 3.80
m/z 38.95 50.99%
5000 27.0 69.0
84.0
15.0
Ol““v“ﬁ““v“wLLV“'”Ll“'““H“l”“V“WJ“”“W““P“W““V“'
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 320 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 34

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

3.48 1.58 ug/L 75424 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene 84 C6H12 000592-43-8 94
2 2-Hexene. (2)- 84 C6H12 007688-21-3 91
3 2-Hexene. (E)- 84 C6H12 004050-45-7 91
4 3-Hexene. (E)- 84 C6H12 013269-52-8 90
5 2-Hexene, (2)- 84 C6H12 007688-21-3 90

Abundance Scan 743 (3.479 min): VU032863.D (-732) (-) m/z 55.10 100.00%
54.1
5000 41.0 84.1
‘ 69.0
3.20 3.40 3.60 3.80
62.9 77.0
0,....,....,....,....,....,......:.|..!.,....,..!!....,....,...I,....,....,....i....,...., m/z 84.10 37.21%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1454: 2-Hexene
58.0
5000 41.0
270 84.0 3.20 3.40 3.60 3.80
69.0 m/z 41.00 36.81%
15.0 ‘|| it G 63.0
O e R T T e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 2-Hexene, (2)-
58.0
410 3.20 3.40 3.60 3.80
: m/ 42 .00 35.06%
5000 27.0 84.0 z 1
69.0
W sonil w0, o
0I”“P“W”“P”W”“P”W“”P”W“”P”'””P”W””P”W””P“W””P“W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1463: 2-Hexene, (E)-
58.0 3.20 3.40 3.60 3.80
m/z 39.00 28 .44%
5000 42.0
84.0
29.0 69.0
0 15.0 Al 49.0 630“ 77.0
miz-> 5 10 15 20 25 35 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 16 (DEL) Alkane: Cyclic3.54 Concentration Rank 19

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

3.54 4.03 ug/L 192514 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 91
2 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
3 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 86
4 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 86
5 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 86

Abundance Scan 762 (3.540 min): VU032863.D (-752) (-) m/z 69.10 100.00%
41.0 691
5000
3.20 3.40 3.60 3.80
oﬁWTTﬁﬁ+L”de,¢n.?¥ﬁ.,.”.,.”.,.”.,.”.,..”?9?% m/z 41.05 79.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1504: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000
3.20 3.40 3.60 3.80
l m/z 84.10 36.95%
85.0
0 "'I'I|!I'|""I""I""I'"'I""I""I""I""

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 2-Butene, 2,3-dimethyl-
41.0 69.0
3.20 3.40 3.60 3.80
5000 m/z 39.00 25.48%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1480: 2-Pentene, 4-methyl-  REEEA R Eama S R
41.0 3.20 3.40 3.60 3.80
m/z 67.05 13.85%
69.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 17 (DEL) Alkane: Cyclic3.64 Concentration Rank 21

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

3.64 3.56 ug/L 169943 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 793 (3.640 min): VU032863.D (-778) (-) m/z 41.00 100.00%
410 69.0
5000

3.40 3.60 3.80 4.00

8%.0 206.9

O A A e o o o o o o O N o LA m/z 69.05 95.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000
3.40 3.60 3.80 4.00
m/z 55.05 56.92%
15.0 850
o N R~
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1473: 2-Pentene, 3-methyl-
41.0 69.0
3.40 3.60 3.80 4.00
5000 m/z 84.05 51.30%
150 M il L 8‘0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41.0 3.40 3.60 3.80 4.00
69.0 m/z 39.00 34.49%
5000
150 M Il |, 8%0
ot
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
Quant Title : 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 18 (DEL) Alkane: Cyclic3.72 Concentration Rank 17

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

3.72 4_.37 ug/L 208475 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 93
2 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 90
3 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
5 2,4-Hexadiene 82 C6H10 000592-46-1 83

Abundance Scan 818 (3.720 min): VU032863.D (-805) (-) m/z 67.10 100.00%
67.1
5000
39.0 50 82.0
50,0 3.40 3.60 3.80 4.00
o,....,....,....,....,....,....,..:.il.'..,....;!:!!!:..‘?,0.'.9..1: .'.,.7.?’.',9.:.!i!l..~,....,.... m/z 82.05 23.83%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1237: Cyclopentene, 3-methyl-
67.0
5000 BRSNS SRR
3.40 3.60 3.80 4.00
70 39.0 82.0 m/z 39.00 23.74%
15.0 | ||| |I53I.|0 740. | |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1227: Cyclopentene, 3-methyl-
67.0
3.40 3.60 3.80 4.00
5000 m/z 41.00 18.25%
39.0
27.0 ‘ 53.0 820
PR Y B S N1 Ml Y O O
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1231: Cyclopentene, 4-methyl-
67.0 3.40 3.60 3.80 4.00
m/z 55.05 13.36%
5000
39.0 82.0
27.0
o 1so | 480t 610 | 740
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 19 Cyclopentene, 4-methyl- Concentration Rank 31

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

3.79 1.87 ug/L 89400 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
2 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 87
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 86
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 83
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 80

Abundance Scan 840 (3.791 min): VU032863.D (-832) (-) m/z 67.10 100.00%
67.1
5000
390 3.40 3.60 3.80 4.00 4.20
o e 200 Tz 82.10 26.47Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1231: Cyclopentene, 4-methyl-
67.0
5000
3.40 3.60 3.80 4.00 4.20
39.0 m/z 39.00 17.87%
15.0 ||. |||| |I||. I § -0
G S S U SR L B S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1237: Cyclopentene, 3-methyl-
67.0
3.40 3.60 3.80 4.00 4.20
5000 m/z 65.00 11.92%
39.0
0 |1|5|.?|‘|||“i‘||”|“|||“l||ﬁ$;q|uluuuulu|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1236: Cyclopentene, 3-methyl-
67.0 3.40 3.60 3.80 4.00 4.20
m/z 81.00 11.87%
5000
39.0
0 "'I""I""I""8I$'.q"l""I'"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 20 (DEL) Alkane: Cyclic3.87 Concentration Rank 18

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

3.87 4_.15 ug/L 198263 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 87
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 87
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 87
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 87
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86

Abundance Scan 865 (3.871 min): VU032863.D (-854) (-) m/z 69.05 100.00%
41.0 69.0
84.1
5000 51
3.60 3.80 4.00 4.20
49. 63.0 77.0
O — !..,....:‘?:!!,.'...,....i.!.~ b b ey | M/Z 41.00  93.97%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1473: 2-Pentene, 3-methyl-
41.0 69.0
5000 55.0 84.0
3.60 3.80 4.00 4.20
27.0 m/z 84.10 53.34%
o 15.0 || L1, 290, | 630, | 77.0
s T R e T
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
3.60 3.80 4.00 4.20
5000 55.0 m/z 55.10 50.93%
27.0 ' 84.0
0 15\.0 | | ‘\ 4QQ 630‘ I 77.0
RN LR LSy LAt AA) LALL) SRS AR LRSS EARLA RS AAAS) AARAS LALK AL AR AR
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41.0 69.0 3.60 3.80 4.00 4.20
m/z 39.00 32.43%
5000 84.0
27.0 55.0
Ol““v“W““v“WHJP“W““‘“'““PJWL“P“W““P“W““P“W““v“w
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 20

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

3.98 3.95 ug/L 188461 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 64
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 59
5 n-Hexane 86 C6H14 000110-54-3 53

Abundance Scan 899 (3.981 min): VU032863.D (-882) (-) m/z 43.10 100.00%
43.1
5000
85.1
3.60 3.80 4.00 4.20 4.40
ol e 271 Thzz 57.10  80.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
5000
3.60 3.80 4.00 4.20 4.40
27.0 85.0 m/z 41.00 54 _.48%
o AL Il 890 | 1010
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 56.00 46.15%
85.0
27.0
0"”I'U”“M'”\§%RIJ'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4—dimethy|— L DL AL B B B
43.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 26.57%
5000 85.0
27.0
o L Lo | om0
AL S IR SURLLL SURLEL DAL L IR B L B
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 22 (DEL) Alkane: Cyclic4.08 Concentration Rank 2

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

4.08 43.21 ug/L 2063040 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 930 (4.080 min): VU032863.D (-911) (-) m/z 56.05 100.00%
56.0
5000 A/\
39(0 S G
84.0 007 1 3.80 4.00 4.20 4.40
0 : m/z 41.00 53.98%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
58.0
5000
3.80 4.00 4.20 4.40
390 m/z 69.10 42.23%
84.0
o 15.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1493: Cyclopentane, methyl-
58.0
3.80 4.00 4.20 4.40
5000 m/z 39.00 26.67%
39/0
‘ 84.0
O'I'Es?”"ﬁ"I'”'I”"P"W'”'I”'W"”I”"P'”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 3.80 4.00 4.20 4.40
21.0 m/z 55.05 26.12%
5000
‘ ‘ 84.0
O e e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 23 (DEL) Alkane: Cyclic4.72 Concentration Rank 39

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

4.72 1.40 ug/L 66730 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 50
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 50
3 1-Butanol. 2.2-dimethvl- 102 C6H140 001185-33-7 47
4 2-Hexene. 1-methoxv-. (E)- 114 C7H140 056052-83-6 43
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 40

Abundance Scan 1129 (4.720 min): VU032863.D (-1119) (-) m/z 43.05 100.00%
43.0 1
5000 55.0 83.0
‘ 98.1 4.40 4.60 4.80 5.00
0 ...,....,....,....,...!,!...,--.'.:'.,..-.'.,....,....,...!,....,....,....,.. m/z 71.10 88.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11562: 1-Hexene, 3,4,5-trimethyl-
43.0
71.0
5000 T T T T T T T T T
55.0 4.40 4.60 4.80 5.00
200 m/z 83.05 40.54%
o 150 || ,L 83.0 gﬁolno 126.0
miz--> 5 % % 40 % 60 70 8 90 100 110 130 130
Abundance #3984: Pentane, 3,3-dimethyl-
43.0
71.0 4.40 4.60 4.80 5.00
5000 m/z 55.00 39.93%
29.0 55.0 85.0
oL 10 150 I ‘ | 1000
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4470: 1-Butanol, 2,2-dimethyl-
43.0 1.0 4.40 4.60 4.80 5.00
' m/z 41.00 39.84%
5000
27.0 55.0
0 15\0 il ‘ i ‘\‘ | \‘ 870 99.0
m/z--> 0 10 20 30 40 5'0 6|0 70 80 9'0 100 110 120 130 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 24 Cyclopentene, 1-methyl- Concentration Rank 24

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

4.77 2.91 ug/L 138914 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene., 1-methvl- 82 C6H10 000693-89-0 87
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 87
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 80
4 Cvclopentene. l1l-methvl- 82 C6H10 000693-89-0 80
5 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 80

Abundance Scan 1144 (4.768 min): VU032863.D (-1135) (-) m/z 67.05 100.00%
67.0
5000
82.1
ﬁﬂ 530 o1 ¢ 739|| 440 4.60 4.80 5.00 5.20
Y PY PRSP M S PS8 11 R m/z 82.10 30.04%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1243: Cyclopentene, 1-methyl-
67.0
5000 82.0 AR -u---xq\ffﬁ-u
440 4.60 4.80 5.00 5.20
070 20 m/z 79.00 17.53%
: 53.0
0 15.0 | 330 Ll eLopl, 740, ||
W O
Abundance #1231: Cyclopentene, 4-methyl-
67.0
440 4.60 4.80 500 5.20
5000 m/z 81.05 16.09%
39.0 82.0
27.0 40
0 15.0 I N 480\” 610\ | 740‘\‘
miz-> 5 1015 20 2 3 95 40 45 %0 %5 60 66 70 75 80 85 60
Abundance #1244: Cyclopentene, 3-methyl-
67.0 440 4.60 4.80 5.00 5.20
m/z 39.00 15.21%
5000
41.0 82.0
27.0 53.0
0'W““P”W““P”WJ“P”W””P”W””“J“””P“”'h'“W”“J”W”“P“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

5.07 12.33 ug/L 588574 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50

Abundance Scan 1238 (5.071 min): VU032863.D (-1225) (-) m/z 56.10 100.00%
56.1
5000
5 850 gy
0 012 207.0 m/z 43.10 82.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
5000
29.0 480 5.00 5.20 5.40
m/z 57.10 69.79%
0, 130 ] 891010
RS IR ILELLI UL S SO WL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
56.0
4.80 5.00 5.20 5.40
5000 m/z 41.00 68.85%
29.0
Oyt 'hy' ISR '??l?'¥oﬁ;q LS SN DAL WAL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
56.0 480 5.00 5.20 5.40
m/z 71.05 41.90%
5000
29.0
o \‘ | 899010
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 12

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

5.21 6.96 ug/L 332257 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
4 Heptane 100 C7H16 000142-82-5 80
5 Heptane 100 C7H16 000142-82-5 64

Abundance Scan 1281 (5.209 min): VU032863.D (-1264) (-) m/z 43.05 100.00%
.0

5000

4.80 5.00 520 5.40 5.60

(o m/z 71.10 63.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3977 Hexane, 3-methyl-
43.0
5000
480 5.00 5.20 5.40 5.60
m/z 41.00 61.32%
2 | | 100.0
0 .,...'.,.'...,....,....,....,....,....,.... REEEE R
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #3974. Hexane, 3-methyl-
43.0
71.0 480 5.00 520 5.40 5.60
5000 m/z 70.10 60.99%
26\.% ‘ 100 0
ot e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3980: Hexane, 3-methyl-
43.0 480 5.00 5.20 5.40 5.60
m/z 57.05 55.17%
5000 71.0
0 15.0 ‘ H 100.0
L o o o o o o B B L e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 27 (DEL) Alkane: Cyclic5.47 Concentration Rank 15

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

5.47 5.16 ug/L 246426 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 76
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 76
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 59
4 Undecane. 3-methvlene- 168 C12H24 071138-64-2 53
5 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 50

Abundance Scan 1362 (5.469 min): VU032863.D (-1351) (-) m/z 70.05 100.00%
7d.0
55.0
41.0
5000
83.0
| | ||| | 98.0 520 540 560 5.80
0..,.”.,..”,..uﬂ.u.wthW.NJ:...Hﬂ...“..!,”.. m/z 55.05 72.14%
m/z--> 10 30 40 50 60 70 90 100
Abundance #3392: Cyclopentane, 1,3—d|methy|
550 70.0
41.0
5000
270 520 5.40 5.60 5.80
83.0 m/z 56.05 65.74%
‘ ‘ 98.0
0 || ||I |I.|I| i L1
IIIIIII rrrrrrrTrTrrrrTT T T T T T T T T T T T e T T T
m/z--> 40 50 60 70 80 90 100
Abundance #3405. Cyclopentane, 1,3-dimethyl-, cis-
s60 90
41.0 '
520 5.40 5.60 5.80
5000 m/z 41.00 62.38%
27.0 83.0
15.0 ‘ ‘ ‘ 9%8.0
0 | ‘ [111 ol ‘ i ‘
”I"'W""P"'I'”'I"'I""""I”"I'”'I"”
m/z--> 10 40 50 60 70 80 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 520 5.40 5.60 5.80
m/z 43.00 41.47%
41.0
5000
83.0
0 ”I""I”'MM""PM"I”ltl"“*"”'l'l"ﬁ"ll"'
m/z--> 10 40 50 60 70 80 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

5.52 12.48 ug/L 596077 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
3 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
4 Dodecane. 2.2.11.11-tetramethvl- 226 C16H34 127204-12-0 72
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64

Abundance Scan 1378 (5.521 min): VU032863.D (-1370) (-) m/z 57.10 100.00%
51.1
5000
390
99.1 520 5.40 5.60 5.80
o et e 282 Tn/z 56.10  35.89%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl-
51.0
5000
520 5.40 5.60 5.80
290 m/z 41.00 30.99%
oL2o | l 770 90
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57.0
520 5.40 5.60 5.80
5000 m/z 43.05 12.96%
150 M ) 0
e L S S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7650: Hexane, 2,2-dimethyl-
57.0 520 5.40 5.60 5.80
m/z 39.00 11.63%
5000
29.0
0= ﬁ'q "|'t"'hk ans I P---?gk?- B N S S B S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 29 (DEL) Alkane: Cyclic5.61 Concentration Rank 13

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

5.61 5.58 ug/L 266441 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene 98 C7H14 000592-76-7 91
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 91
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
4 Isopropvlcvclobutane 98 C7H14 000872-56-0 90
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90

Abundance Scan 1406 (5.611 min): VU032863.D (-1395) (-) m/z 56.10 100.00%
5d.1
5000
39(0
98.1
81/0 2070 520 540 560 5.80 6.00
0 T T o = L m/z 55.05 78 .73%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3297: 1-Heptene
41.0
5000 70.0
520 540 560 5.80 6.00
98.0 m/z 70.10 69.73%
0! 15.0 ally
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0
520 540 560 5.80 6.00
5000 m/z 41.00 67.22%
27.0
98.0
O'HQ'”I'”'I'”I”'?HR"P"'P"'P"'"'W"”I"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0 520 540 560 5.80 6.00
m/z 69.05 34 .54%
5000
27.0 98.0
. L) e |
m/z--> ' 20 ' 6|O 80 100 120 140 160 180 200 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 30 unknown-01 Concentration Rank 38

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

5.77 1.45 ug/L 69150 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 38
2 4-Pentenal. 2-methvl- 98 C6H100 005187-71-3 38
3 Heptane 100 C7H16 000142-82-5 37
4 3-Methvl-3-hexene 98 C7H14 003404-65-7 35
5 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 35

Abundance Scan 1455 (5.768 min): VU032863.D (-1441) (-) m/z 41.00 100.00%
41.0
69.1
55.0
5000
98.0
| | ‘ | 83.2 | 540 5.60 5.80 6.00 6.20
) 1 e 1 ¥ Rt | O N P B S m/z 43.00 89.36%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3257: Cyclobutanone, 2,2-dimethyl-
41.0
56.0 70.0
5000
28.0 540 560 580 6.00 6.20
‘ 98.0 m/z 69.10 72.11%
Ot e e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3198: 4-Pentenal, 2-methyl-
41.0
540 560 580 6.00 6.20
5000 m/z 55.00 56.17%
28.0 560 600
T }ﬁle "*k R ll'y "|”‘w”'|' '“'M T ??ﬂ? U ?712 T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3972: Heptane
43.0 5.40 560 580 6.00 6.20
m/z 57.00 45.10%
5000 57.0 71.0
29.0
100.0
ol 150 w UL | | 850
m/z--> 0 20 30 40 5 6 70 8 9 100 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 31 (DEL) Alkane: Cyclic5.94 Concentration Rank 25

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

5.94 2.85 ug/L 135934 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 91
2 2-Hexene. 4-methvl-. (E)- 98 C7H14 003683-22-5 87
3 3-Hexene. 3-methvl-. (2)- 98 C7H14 004914-89-0 87
4 3-Methvl-3-hexene 98 C7H14 003404-65-7 87
5 3-Hexene, 3-methyl-, (2)- 98 C7H14 004914-89-0 87

Abundance Scan 1508 (5.939 min): VU032863.D (-1500) (-) m/z 69.05 100.00%
41.0 69.0
5000 55.0 811 98.0
| | | 5.60 5.80 6.00 6.20
bbb el Ll Tm/Zz 41.00  85.77%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3383: 2-Hexene, 3-methyl-, (2)-
41.0 69.0
5000 220
270 9.0 5.60 5.80 6.00 6.20
' m/z 55.00 48.78%
14.0 | 0
e L L S SIS LA UL IS I IS R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3375: 2-Hexene, 4-methyl-, (E)-
69.0
41.0
5.60 5.80 6.00 6.20
m/ 98.05 40.59%
5000 550 z (
27.0 ‘ g0 o0
0 15'0 “H . J L ‘ A ‘ ‘
LS U UL UL SR LRI SR SRR SRR SRR WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3381: 3-Hexene, 3-methyl-, (2)-
41.0 69.0 5.60 5.80 6.00 6.20
m/z 81.10 36 .56%
5000
27.0 98.0
15.0 56.0 83.0
0'"I”t'I”lJI”'*im"“M“'I”'Ml”"li"l”"l”"
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 32 1,4-Hexadiene, 4-methyl- Concentration Rank 44

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

6.22 0.87 ug/L 41335 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 80
2 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 76
3 3.5-Dimethvlcvclopentene 96 C7H12 007459-71-4 72
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 58
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 58

Abundance Scan 1595 (6.219 min): VU032863.D (-1581) (-) m/z 81.10 100.00%
81.1
5000
39.0 %1
| | | | 67.1 5.80 6.00 6.20 6.40 6.60
0 ..,....,....,....,....','.-:!.,. Sl By 0 Tm/z 79.00  37.03%
m/z--> 10 20 30 50 60 70 80 90 100
Abundance #2900. 1,4-Hexadiene, 4-methyl-
81.0
5000 39.0
970 53.0 96.0 5.80 6.00 6.20 6.40 6.60
: ‘ m/z 96.10 28.84%
0 ..|.1§'.O.|..:|.||...!I:...'l' |..|.'.|" ...|.|!...|..'.‘.|....
m/z--> 10 20 30 40 70 80 90 100
Abundance #2911: Cyclopentene, 4,4-dimethyl-
81.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 39.00 21.05%
27.0 80 9.0
0 15.0 ‘w “ mh\ Ly L ‘
'W'"'I”"I"”I""P"'I'”'I"'W""I”"I"”
m/z--> 10 20 30 50 60 70 80 90 100
Abundance #2894. 3,5-Dimethylcyclopentene
81.0 5.80 6.00 6.20 6.40 6.60
m/z 41.00 19.69%
5000
39.0
53.0 96.0
15.0 | | 67.0
0 ”I'"'I”'MH"”IM"'ﬂ'“'I'“MI"JWl"'l”“'l"”
m/z--> 10 20 30 60 70 80 90 100 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 49

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

6.53 0.80 ug/L 37968 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 50
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 50
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 47
4 Carbonic acid. dihexvl ester 230 C13H2603 007523-15-1 43
5 3,3"-Iminobispropylamine 131 C6H17N3 000056-18-8 38

Abundance Scan 1692 (6.530 min): VU032863.D (-1680) (-) m/z 43.05 100.00%
430 571
85.1
5000
71.0
| H ”| | 95.0 6.20 6.40 6.60 6.80
0 ”.“.”,”.W.H.P.JI..4UL.“J”,”.JJ”...”,”.w.”.“. m/z 57.10 91.15%
m/z--> 0 10 20 30 40 50 70 80 90 100 110 120
Abundance #7619: Octane
5000 o |""|' S T T
570 620 6.40 6.60 6.80
71.0 85.0 m/z 41.00 81.57%
h . 114.0
0 ”'P”'P'”I”'W'”'P'”I”'W'“'P'”I”'W'”'P'”IJ'W'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
430 579
850 6.20 6.40 6.60 6.80
5000 ' m/z 85.10 73 .34%
29.0
71.0
miz--> e e e
Abundance #7641: Hexane, 2,4-dimethyl-
43.0 6.20 6.40 6.60 6.80
57.0 m/z 43.95 72.02%
5000 85.0
29.0
71.0
oL_20 150 ‘ Al |, 99.0 1140
m/z--> 0 10 20 30 4'0 5'0 6|0 7'0 80 90 100 110 120 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 34 (DEL) Alkane: Cyclic6.63 Concentration Rank 32

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

6.63 1.81 ug/L 86620 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 81
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 74
3 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 46
4 Cvclopropane. 1.1-diethvl- 98 C7H14 001003-19-6 46
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 43

Abundance Scan 1723 (6.630 min): VU032863.D (-1713) (-) m/z 69.05 100.00%
69.0
41.0
5000
98.1 207.0 6.20 6.40 6.60 6.80 7.00
o b e | M/Z 68.05  71.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3337: Cyclopentane, ethyl-
69.0
41.0
5000
6.20 6.40 6.60 6.80 7.00
0
98.0 m/z 41.00 65.22%
ol 150 || ,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3341: Cyclopentane, ethyl-
41.0 69.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 70.05 61.56%
98.0
15.0 ‘
0"ﬂI“l”kt“ﬂu'm”lh'”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3320: 1-Hexene, 3-methyl-
55.0 6.20 6.40 6.60 6.80 7.00

m/z 55.10 55.17%

5000
27.0
“ 83.0
0 | I ‘ 9$0

m/z--> 60 80 100 120 140 160 180 200 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 35 (DEL) Alkane: Cyclic6.73 Concentration Rank 50

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

6.73 0.78 ug/L 37470 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 87
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 002613-69-6 81
4 Cvclopentane. 1.2.3-trimethvl-, ... 112 C8H16 002613-69-6 74
5 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 72

Abundance Scan 1754 (6.730 min): VU032863.D (-1738) (-) m/z 70.05 100.00%
7d.0
55.0
5000
h I || 841 951 112.1 6.40 6.60 6.80 7.00
0.”,.”.,.”.,”..pl..“.m1..nnpﬂh.“.Uw...w!.”,. m/z 55.00 71.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
7d.0
55.0
5000 SERARSELNNAS ANARS AR
43.0 6.40 6.60 6.80 7.00
' m/z 41.00 43_.97%
27.0 m || 850 97.0 1120
0"w"Jﬁ"'L"'w'““w"""'w'm'w"'w""w"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 6.40 6.60 6.80 7.00
5000 m/z 42.00 28.81%
41.0
b b me oo o
0"w"”ﬁ"'w"'w"“w""""w"'w'”'w"'ﬂ"'w
m/z--> 20 30 50 60 70 80 90 100 110 120
Abundance #6838: Cyclopentane 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
70.0 6.40 6.60 6.80 7.00
55.0 m/z 69.10 24 .99%
5000 410
27.0
0 ‘ ‘ | 1 se 97\0 11\2'0
mz> 20 d0 4 80 6 70 80 90 100 110 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 36 Cyclohexene, 4-methyl- Concentration Rank 30

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

6.84 1.88 ug/L 89991 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 97
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 76
3 1.4-Heptadiene 96 C7H12 005675-22-9 74
4 Cvclohexene. 1l-methvl- 96 C7H12 000591-49-1 68
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 64

Abundance Scan 1788 (6.839 min): VU032863.D (-1766) (-) m/z 81.10 100.00%
81.1
54.1
5000
3 | 97.0 6.60 6.80 7.00 7.20
o e el 20 Thsz 54.10 57.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2878: Cyclohexene, 4-methyl-
81.0
5000 540
6.60 6.80 7.00 7.20
27.0 m/z 39.00 41.56%
0 .ﬂ“.?V?”..,”..,”..,”..,”..,”..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2872: Cyclohexene, 4-methyl-
81.0
54.0 6.60 6.80 7.00 7.20
5000 m/z 55.00 39.34%
27.0
‘ | ‘\‘\ \‘ ! | ‘ | 910
S S S U SR L L S L WY SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2846: 1,4-Heptadiene e e e
540 810 6.60 6.80 7.00 7.20
m/z 96.10 38.96%
5000
27.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 23

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

6.91 2.98 ug/L 142049 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 86
2 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 78
3 Pentane. 3-ethvl- 100 C7H16 000617-78-7 78
4 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 64
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 64

Abundance Scan 1810 (6.910 min): VU032863.D (-1797) (-) m/z 43.05 100.00%
43.0
71.1
5000
55.0
6.60 6.80 7.00 7.20
97.2
0...,....,....,....,....|;.':..,-.'.‘!.,...-.',.'...??:1..,..-.'.,....1}.2:1..,.. m/z 71.10 75.56%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7654: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
6.60 6.80 7.00 7.20
27.0 ‘ 55.0 m/z 70.05 60.57%
o 150 [ |l || 830 114.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Pentane, 2,3,4-trimethyl-
43.0
71.0 6.60 6.80 7.00 7.20
5000 m/z 40.95 41 .51%
27.0 55.0
oL 20 150 ol 830 99.0 114.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3981: Pentane, 3-ethyl-
43.0 6.60 6.80 7.00 7.20
m/z 55.05 29.93%
5000 70.0
29.0 550
oL 10 150 M‘ \“ | 850 1000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 22

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

7.04 3.41 ug/L 162599 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 72
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 59
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1850 (7.038 min): VU032863.D (-1829) (-) m/z 43.05 100.00%
43.0
71.1
5000
| ‘ 95.0 2070 6.80 7.00 7.20 7.40
ol bl e m/z 71.10 64.58%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0

6.80 7.00 7.20 7.40
m/z 70.10 49.13%

o | | |

99.0
) BN N L | N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48850: Dodecane, 4-methyl-
43.0
71.0
6.80 7.00 7.20 7.40
5000 m/z 57.10 46.11%
99.0 140.0
S| S v N |7
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43.0 6.80 7.00 7.20 7.40
m/z 41.05 41 .24%
71.0
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 40 unknown-02 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
7.70 0.85 ug/L 51974 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvimethvl is... 270 C15H2604 1000309-68-3 43
2 Oxazole. 4.5-dimethvyl- 97 C5H7NO 020662-83-3 38
3 Sulfurous acid. cvclohexvimethvl... 332 C18H3603S 1000309-21-9 38
4 2.5-Dimethvl-1-pvrroline 97 C6H11N 000822-64-0 38
5 2-Pentene, 1l-bromo-3,4-dimethyl- 176 C7H13Br 000922-99-6 37
Abundance Scan 2056 (7.701 min): VU032863.D (-2046) (-) m/z 97.10 100.00%
43.0 97.1
69.1
5000

7.40 7.60 7.80 8.00
0 et e e e || M7z 43.00  96.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #119049: Oxalic a(:|d cyclohexylmethyl isohexyl ester J\

5000 e T e e
7.40 7.60 7.80 8.00

m/z 55.00 88.76%

o A0 79 141.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2963: Oxazole, 4,5-dimethyl-
43.0 91.0
R R e
7.40 7.60 7.80 8.00
5000 m/z 41.00 78.62%
2%0 H 70.0
N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170750: Sulfurous acid, cyclohexylmethyl undecy! ester e e IR s
97.0 7.40 7.60 7.80 8.00
m/z 69.10 59.71%
5000 55.0
29.0
ol OO O T~ I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 41 (DEL) Alkane: Cyclic7.91 Concentration Rank 47

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

7.91 0.80 ug/L 48965 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 90
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 90
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 90
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 81
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72

Abundance Scan 2121 (7.910 min): VU032863.D (-2112) (-) m/z 55.00 100.00%
54.0 97.0
5000 3900
.0 1B.1 207.0 7.60 7.80 8.00 8.20
o} R B Bt T m/z 97.05 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
54.0 97.0
5000

39/0 7.60 7.80 8.00 8.20

m/z 41.00 63.79%
o150 ﬂh.o | 118.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
L R B B e
7.60 7.80 8.00 8.20
5000 m/z 56.00 54.57%
N el | b
obasoll W b o) w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0 7.60 7.80 8.00 8.20
m/z 69.00 46.67%
5000
39/0

o | | abo | | oo

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 42 (DEL) Alkane: Cyclic8.04 Concentration Rank 48

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

8.04 0.80 ug/L 48442 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-., trans- 112 C8H16 002207-03-6 93
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 93
3 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 90
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90

Abundance Scan 2161 (8.038 min): VUO32863D(2141)() m/z 97.10 100.00%
55.0
5000 410
691 112.1
“ I‘ 83.1 | 7.80 8.00 8.20 8.40
0...,....,....,...:-,.'...-,'.!.'.,..-“ ...l.l,l:'! S 1] S m/z 55.00 95.31%
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6813: Cyclohexane, 1,3- dlmethyl , trans-
58.0 97.0
5000 41.0 AR U LS UL A
112.0 7.80 8.00 8.20 8.40
27.0 69.0 m/z 41.00 47.16%
83.0
0"w}?qw'lh“'Lh“'thl“”M'“'w”“l'“'w'“lﬁ'w'
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0
780 8.00 820 840
5000 m/z 112.10 40.12%
41.0
69.0 112.0
27.0 83.0
0 15.0 H . ‘ il “ ly L
"W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 40 50 80 90 100 110 120
Abundance #6807: Cyclohexane, 1,3 dimethyl-, cis-
55.0 97.0 7.80 8.00 8.20 8.40
m/z 69.10 31.98%
5000 410
112.0
27.0 69.0
0"w}?ql“j“'“'wh“|“”w'HJL'“?i?w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 80 90 100 110 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 43 2-Pentanol, 2,4-dimethyl- Concentration Rank 41

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

8.37 1.28 ug/L 77649 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 56
2 3-0ctanol 130 C8H180 000589-98-0 40
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 39
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 38

Abundance Scan 2264 (8.370 min): VU032863.D (-2258) (-) m/z 59.10 100.00%
5d.1
5000
43.0
83.0 101.1 8.00 8.20 8.40 8.60 8.80
o..w..”,”.w.”JlL”,mmh.”7%9”,m.w.m:J.P?ﬂ.w.. m/z 43.00 27.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8376: 2-Pentanol, 2,4-dimethyl-
54.0
5000

8.00 8.20 8.40 8.60 8.80
43.0 m/z 41.00 21.10%

150 27.0 | 101.0
A S AN RO - B i A -1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13640: 3-Octanol
59.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
8.00 8.20 8.40 8.60 8.80
5000 41.0 83.0 m/z 57.10 15.83%
31.0
101.0
A I 1l 9.0 112.0
0..w.”.“.”,”.w.m.“.”,”.w.”.“:” e
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #8357: 2-Hexanol, 2-methyl-
59.0 8.00 8.20 8.40 8.60 8.80
m/z 39.00 12.40%
5000
27.0 43.0 101.0
R T T
m/z--> 10 20 30 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 44 Hexanal Concentration Rank 36

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

8.46 1.51 ug/L 92136 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 59
2 Hexanal 100 C6H120 000066-25-1 53
3 Hexanal 100 C6H120 000066-25-1 50
4 Hexanal 100 C6H120 000066-25-1 42
5 2-Thiophenecarboxylic acid, 5-(1... 200 C9H1203S 054889-42-8 38

Abundance Scan 2292 (8.460 min): VU032863.D (-2284) (-) m/z 44.00 100.00%
44.0
5000 l }\
o a5 S 550 680
97.1 : : : :
o ,.-|!'-|.|.-,-|....-,....,....,....,....,....,297.'.1. m/z 56.05 86.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3772: Hexanal
44.0
27.0
5000
8.20 8.40 8.60 8.80
720 m/z 41.05 86.80%
0 R L B S S B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3771: Hexanal
44.0
8.20 8.40 8.60 8.80
0
5000 g o m/z 43.05 60.90%
72.0
AL Lw Ao | 1000
L L S S L UL L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3773: Hexanal
44.0 8.20 8.40 8.60 8.80
m/z 57.00 60.37%
5000 9.0
72.0
R L S S L UL B B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 45 Heptanal Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.03 1.35 ug/L 81827 Chlorobenzene-d5 9.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 86
2 Heptanal 114 C7H140 000111-71-7 80
3 Heptanal 114 C7H140 000111-71-7 80
4 Heptanal 114 C7H140 000111-71-7 72
5 Heptanal 114 C7H140 000111-71-7 72
Abundance Scan 2780 (10.029 min): VU032863.D (-2769) (-) m/z 41.10 100.00%
41.1 70.1
- \N"F#lﬁ?#%#g%ﬂ\:FPfFF$$f¥#%
' 9.80 10.00 10.20 10.40
o} m/z 70.10 88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7421 Heptanal
41.0 7d.0
5000
9.80 10.00 10.20 10.40
6.0 m/z 44.00 82 .48%
0l150 ,| | 1140
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7424 Heptanal
44.0
70.0 RIS UL SR SN B
9.80 10.00 10.20 10.40
5000 27l m/z 42.95 79.79%
‘ 6.0
0 | " ‘ il \\‘\ \‘ | 114.0
L ILLELEL SURELLS S SRR LIS UL AL AL S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7425: Heptanal
440 700 9.80 10.00 10.20 10.40
m/z 55.05 68.07%
5000
2710
‘ 6.0
0...,.h.h‘.Nu.whwnt.l“%%{?.”.,..”,...w....“...
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 46 Benzene, l-ethyl-3-methyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.68 1.01 ug/L 64508 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 2983 (10.681 min): VU032863.D (-2970) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 510 651 77|'° 91|.1 10.40 10.60 10.80 11.00
Ottt el e m/z 120.10 30.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
5000
120.0 10.40 10.60 10.80 11.00
010 m/z 91.10 14 .29%
I 4'0 5'0 o 7'0 s'o % 10 10 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
10.40 10.60 10.80 11.00
5000 m/z 77.00 14.27%
120.0
o150 270 30 510 650 770 %O i
s 1 B o 8 8 1 11 10
Abundance #9425: Benzene, 1-ethyl-2-methyl- R e o O
105.0 10,40 10.60 10.80 11.00
m/z 106.10 9.45%
5000
120.0
27.0 39‘0 51.0 65.0 77.0 91‘0 |
0::::::|||||||||||||||||‘|‘|||||||||||||||‘||||||||||| —— T /YA VS L W
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
Quant Title : 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 47 Mesitylene Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.72 ug/L 173565 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3011 (10.771 min): VU032863.D (-2999) (-) m/z 105.05 100.00%
105.1
5000 120.1
39.0 51.0 g5 (/0 9L1 | 10.40 10.60 10.80 11.00
Ol eyl b b il m/Z 120.05  49.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
106.0
120.0
5000

10.40 10.60 10.80 11.00
m/z 119.10 13.17%

270 390 510 5o /70 9LO |

Ot e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
B e R E
120.0 10.40 10.60 10.80 11.00
5000 m/z 77.05 12.83%
770  91.0
s 20 T S0 630
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0 10.40 10.60 10.80 11.00
m/z 91.10 11.48%
5000 120.0
39.0 77.0 910
0..,}99,.?2?...Mu..?i?..,?ﬁ?,..ﬂm....ﬂ”..,ﬂ.”,.nuﬂﬁ...,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 48 Benzene, l-ethyl-2-methyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.96 1.93 ug/L 122811 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3070 (10.961 min): VU032863.D (-3061) (-) m/z 105.05 100.00%
106.1
5000
77.0
39.0 10.60 10.80 11.00 11.20
I S5 N N N -~ 207.1 | "m/z 120.10 30.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
5000
10.60 10.80 11.00 11.20
30.0 m/z 77.00 13.93%
05 '|'I"'h"'¢§qf% '714?"L '|“I"{2f:q S DAL DN SUREL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9422: Benzene, 1-ethyl-2-methyl-
106.0
1060 10,80 1100 1120
5000 m/z 91.00 12.49%
oL15.0 390 s00 0| 1210
m/z--> 20 Jo 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 10.60 10.80 11.00 11.20
m/z 79.00 9.63%
5000
oL 180, 390 500 10| | 1210
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032863.D

Aca On 19 Jun 2019 17:17

Operator : JC/SP

Sample : K3413-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 50 Benzene, 1,2,4-trimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
11.57 0.86 ug/L 55027 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3259 (11.569 min): VU032863.D (-3248) (-) m/z 105.10 100.00%
1056.1
5000 120.1
390 510 50 ‘-1 910 11.20 11.40 11.60 11.80
SN PRI O NN PN OO m/z 120.10  41.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
106.0
5000 120.0 '|""|""|""|'/'\"|'

11.20 11.40 11.60 11.80
m/z 77.10 12.45%

28.0 77.0
14.0 | 390 510 650 L om0
SNy RSN B SOV NSO | MO MMM S 11 MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
11.20 11.40 11.60 11.80
5000 120.0 m/z 91.00 11.63%
39.0 77.0 910
150 270 7 510 650 ) el
O e R e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 11.20 11.40 11.60 11.80
m/z 119.10 10.10%
120.0
5000
77.0  91.0
s 20 T S0 630 el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061919\
Data File : VU032863.D

Acq On 19 Jun 2019 17:17

Operator : JC/SP

Sample - K3413-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOMO1.0

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: Str... 1.30 1.2 ug/L 56022 1 5.88 238724 5.0
(DEL) Alkane: Str... 1.76 72.2 ug/L 3447640 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 1.90 1.6 ug/L 74632 1 5.88 238724 5.0
(DEL) Alkane: Str... 1.95 25.2 ug/L 1202600 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 2.05 7.8 ug/L 370214 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 2.14 4.4 ug/L 212059 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 2.18 16.3 ug/L 778828 1 5.88 238724 5.0
(DEL) Alkane: Str... 2.70 19.9 ug/L 949866 1 5.88 238724 5.0
(DEL) Alkane: Str... 2.73 26.4 ug/L 1260010 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 2.78 25.9 ug/L 1238360 1 5.88 238724 5.0
(DEL) Alkane: Str... 2.98 23.3 ug/L 1113040 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 3.18 2.3 ug/L 107855 1 5.88 238724 5.0
(DEL) Alkane: Str... 3.29 5.4 ug/L 259572 1 5.88 238724 5.0
(DEL) Alkane: Str... 3.41 1.5 ug/L 70868 1 5.88 238724 5.0
(DEL) Alkane: Str... 3.48 1.6 ug/L 75424 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 3.54 4.0 ug/L 192514 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 3.64 3.6 ug/L 169943 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 3.72 4.4 ug/L 208475 1 5.88 238724 5.0
Cyclopentene, 4-m... 3.79 1.9 ug/L 89400 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 3.87 4.2 ug/L 198263 1 5.88 238724 5.0
(DEL) Alkane: Str... 3.98 4.0 ug/L 188461 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 4.08 43.2 ug/L 2063040 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 4.72 1.4 ug/L 66730 1 5.88 238724 5.0
Cyclopentene, 1-m... 4.77 2.9 ug/L 138914 1 5.88 238724 5.0
(DEL) Alkane: Str... 5.07 12.3 ug/L 588574 1 5.88 238724 5.0
(DEL) Alkane: Str... 5.21 7.0 ug/L 332257 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 5.47 5.2 ug/L 246426 1 5.88 238724 5.0
(DEL) Alkane: Str... 5.52 12.5 ug/L 596077 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 5.61 5.6 ug/L 266441 1 5.88 238724 5.0
unknown-01 5.77 1.5 ug/L 69150 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 5.94 2.9 ug/L 135934 1 5.88 238724 5.0
1,4-Hexadiene, 4-_.. 6.22 0.9 ug/L 41335 1 5.88 238724 5.0
(DEL) Alkane: Str... 6.53 0.8 ug/L 37968 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 6.63 1.8 ug/L 86620 1 5.88 238724 5.0
(DEL) Alkane: Cyc... 6.73 0.8 ug/L 37470 1 5.88 238724 5.0
Cyclohexene, 4-me... 6.84 1.9 ug/L 89991 1 5.88 238724 5.0
(DEL) Alkane: Str... 6.91 3.0 ug/L 142049 1 5.88 238724 5.0
(DEL) Alkane: Str... 7.04 3.4 ug/L 162599 1 5.88 238724 5.0
unknown-02 7.70 0.8 ug/L 51974 2 9.08 304170 5.0
(DEL) Alkane: Cyc... 7.91 0.8 ug/L 48965 2 9.08 304170 5.0
(DEL) Alkane: Cyc... 8.04 0.8 ug/L 48442 2 9.08 304170 5.0
2-Pentanol, 2,4-d... 8.37 1.3 ug/L 77649 2 9.08 304170 5.0
Hexanal 8.46 1.5 ug/L 92136 2 9.08 304170 5.0
Heptanal 10.03 1.4 ug/L 81827 2 9.08 304170 5.0
Benzene, l-ethyl-_... 10.68 1.0 ug/L 64508 3 11.48 318512 5.0
Mesitylene 10.77 2.7 ug/L 173565 3 11.48 318512 5.0
Benzene, l-ethyl-_... 10.96 1.9 ug/L 122811 3 11.48 318512 5.0
Benzene, 1,2,4-tr... 11.57 0.9 ug/L 55027 3 11.48 318512 5.0
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