LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 : TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.395 85 95 104 rBvY
2 1.749 195 205 229 rVvB
3 1.897 241 251 257 rBvY
4 1.942 257 265 286 rvv3
5 2.045 286 297 310 rVvv
6 2.132 311 324 331 rVV
7 2.180 331 339 358 rvv
8 2.299 359 376 417 rVB2
9 2.675 465 493 504 rBvV2
10 2.736 505 512 518 rVvv
11 2.781 519 526 565 rvv2
12 2.984 568 589 622 rVB
13 3.180 632 650 668 rBvV4
14 3.286 668 683 704 rVvB
15 3.482 732 744 753 rVV
16 3.540 753 762 778 rVV
17 3.643 778 794 805 rvv
18 3.723 805 819 833 rvv4
19 3.878 853 867 884 rVvv
20 4.083 912 931 947 rVV
21 4.768 1119 1144 1162 rVB
22 4.987 1195 1212 1226 rBV2
23 5.071 1226 1238 1265 rVB
24 5.212 1265 1282 1303 rBV3
25 5.392 1319 1338 1353 rBV2
26 5.518 1370 1377 1396 rVV5
27 5.614 1396 1407 1442 rVB3
28 5.939 1496 1508 1534 rVB6
29 6.408 1635 1654 1669 rBV3
30 7.064 1832 1858 1870 rBV3
31 9.279 2525 2547 2564 rVB3
32 9.431 2565 2594 2614 rVV5
33 9.816 2669 2714 2743 rBV3
34 10.167 2811 2823 2835 rBvVY

SOMUTRO60419WMA M

peak
heiaht
7824143
43450362
2967995
14106267
10768163

6213591
19511842
2473317
6008851
7296248

9917580
5625103
1486952
2374131
1865397

2389166
1560768
2190683
2107489
9169327

3230615
6873918
2351489
1207947
24512333

2897321
1315335
1443907
3912971
2121623

64843690

corr.

area
7547224
54503686
3731027
21927480
13982025

8796925

27489997

5110541
17019732
13336521

19366734
11492626
3484411
4947853
4371202

5285592
3775088
6912583
5360447
24192443

8148682
16806043
6561628
3620773
51766039

8271403
3554183
4672032
9193403
5069870

167219996

corr.

% max.

2.35%

16.97%
1.16%
6.83%
4_.35%

2.74%
8.56%
1.59%
5.30%
4._.15%

6.03%
3.58%
1.08%
1.54%
1.36%

1.65%
1.18%
2.15%
1.67%
7.53%

2.54%
5.23%
2.04%
1.13%
16.12%

2.58%
1.11%
1.45%
2.86%
1.58%

52.06%

85715929 321184387 100.00%
76069977 206934710 64.43%

4502673

Thu Jun 20 12:32:59 2019

6854932

2.13%

> Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M

% of
total
0.461%
3.333%
0.228%
1.341%
0.855%

0.538%
1.681%
0.312%
1.041%
0.815%

1.184%
0.703%
0.213%
0.303%
0.267%

0.323%
0.231%
0.423%
0.328%
1.479%

0.498%
1.028%
0.401%
0.221%
3.165%

0.506%
0.217%
0.286%
0.562%
0.310%

10.225%
19.639%
12.653%
0.419%



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 10.588 2935 2954 2968 rBV 13805265 21646687 6.74% 1.324%

36 10.694 2970 2987 3003 rVV2 39526357 101910061 31.73% 6.231%
37 10.781 3003 3014 3038 rVB 25120379 38714655 12.05% 2.367%
38 10.977 3059 3075 3097 rVB 24785670 39179187 12.20% 2.396%
39 11.170 3115 3135 3146 rBV3 66152982 140145197 43.63% 8.569%
40 11.575 3246 3261 3273 rBV2 26920843 42349122 13.19% 2.589%

41 11.771 3307 3322 3330 rBVY 24066366 39645712 12.34% 2.424%
42 11.807 3330 3333 3341 rVV 4364066 5190968 1.62% 0.317%
43 11.871 3341 3353 3370 rVV3 6916958 13638799 4._.25% 0.834%
44 11.977 3374 3386 3398 rVV 2437288 3843354 1.20% 0.235%
45 12.144 3426 3438 3443 rBV 4607956 7353493 2.29% 0.450%

46 12.173 3443 3447 3458 rVV 4150056 5619613 1.75% 0.344%
47 12.250 3458 3471 3478 rVV 7231932 10929813 3.40% 0.668%
48 12.353 3492 3503 3533 rVvVv2 5028597 9152610 2.85% 0.560%
49 12.646 3576 3594 3602 rBV 4431984 6731737 2.10% 0.412%
50 12.701 3602 3611 3626 rVB 6580257 9927812 3.09% 0.607%

51 12.961 3682 3692 3706 rVB 5212072 7948696 2.47% 0.486%
52 13.118 3720 3741 3753 rBV3 10366360 17779077 5.54% 1.087%
53 13.739 3913 3934 3959 rBV 13259135 21098703 6.57% 1.290%
54 14.871 4275 4286 4313 rVB 4122705 6719391 2.09% 0.411%
55 15.057 4332 4344 4359 rBV 2087174 3414993 1.06% 0.209%

Sum of corrected areas: 1635431898
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

Abundance TIC: VU032864.D
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6e+07
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4e+07
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Abundance TIC: vU032864.D
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8e+07
6e+07
4e+07

2e+07
13.74

, . 1312
25 12.96
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 1

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

1.75 58.33 ug/L 54503700 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 83
4 3-Buten-1-ol 72 C4H80 000627-27-0 43
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 205 (1.749 min): VU032864.D (-195) (-) m/z 42.10 100.00%
‘ 57.0
5000
| 72.1 1.40 1.60 1.80 2.00
v 1 | N9 | PRSY S - S m/z 43.10 100.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 RSN S LN LR
1.40 1.60 1.80 2.00
29.0 m/z 41.05 99.99%
15.0 UL ,,|, 720
e S I I UL IS S UL UL IS IR
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #712: Butane, 2-methyl-
43.0
570 1.40 1.60 1.80 2.00
5000 21.0 m/z 57.05 80.67%
15.0
0 2.0 : 1] i N 72\.0
LN I SUL LI SURBLELN I SURELL SRR SO IURL SURILIS SUR
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #713: Butane, 2-methyl- R B
43.0 1.40 1.60 1.80 2.00
m/z 39.05 35.69%
57.0
5000 29.0
0 ”'%9”'I}ﬁql"”I"”i'*”l'“'U"'j%?'W"'W"'W
m/z--> 0O 10 20 30 40 50 60 70 80 90 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclicl.90 Concentration Rank 28

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

1.90 3.99 ug/L 3731030 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 76
2 1-Pentene 70 C5H10 000109-67-1 70
3 1-Pentene 70 C5H10 000109-67-1 68
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59

Abundance Scan 252 (1.900 min): VU032864.D (-241) (-) m/z 42.10 100.00%
42.1
55.1
5000 70.1
1.60 1.80 2.00 2.20
o ¥ YN Y PNOOUOUINY PR - R - R m/z 55.10 76.00%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #573: Cyclopropane, ethyl-
42.0
2000 e 1.60 1.80 2.00 2.20
210 700 m/z 41.05 52.20%
150 ‘ | |
0"'l"l"l"”l""!l e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #553: 1-Pentene
42.0
550 1.60 1.80 2.00 2.20
5000 m/z 39.00 51.26%
27.0 70.0
15.0 ‘
-ttt
I I I [ I I I I I I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #551: 1-Pentene
42.0 1.60 1.80 2.00 2.20
0
550 m/z 70.10 47 .03%
5000 70.0
29.0
15.0 “ ‘ “\ ! [
e L L L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

1.94 23.47 ug/L 21927500 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 72
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 53

Abundance Scan 264 (1.939 min): VU032864.D (-257) (-) m/z 43.10 100.00%
431
5000
511 71 Th 1bo 200 250
Ol e et et et b 08 Tm/z 42,10 59.22%
m/z--> 0 10 20 30 40 50 60 70 8 90
Abundance #706: Pentane
43.0
5000
1.60 1.80 2.00 2.20
27.0 57.0 m/z 41.10 56 .51%
72.0
150 n || Il 1y
o B I UL S UL S SULILL I UL IR
m/z--> 0 10 20 30 40 50 60 70
Abundance #708: Pentane
43.0
1.60 1.80 2.00 2.20
5000 270 m/z 39.00 23 .50%
15.0 570 720
20 R ‘
L UL SRR UL S UL SO SN UL SO IR
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #714: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
57.0 m/z 57.10 15.36%
5000
29.0
15.0 ‘ ‘ RN Eniin 72\0 A\
o B UL S UL S SULIUL S I UL IR ISR SSRSERARSE SR LR
m/z--> 0 10 20 30 40 50 60 70 8 90 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic2.04 Concentration Rank 8

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

2.04 14.96 ug/L 13982000 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 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
3 2-Pentene. (2)- 70 C5H10 000627-20-3 90
4 2-Methvl-1-butene 70 C5H10 000563-46-2 90
5 2-Methyl-1-butene 70 C5H10 000563-46-2 87

Abundance Scan 295 (2.039 min): VU032864.D (-286) (-) m/z 55.05 100.00%
54.0
5000
39.0
1.80 2.00 2.20 2.40
ol g A0 90 72 Tn/z 70.10  37.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #562: 2-Pentene, (E)-
58.0
5000
3.0 1.80 2.00 2.20 2.40
m/z 39.00 34 .15%
ol 150 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
58.0
1.80 2.00 2.20 2.40
5000 m/z 42.05 33.54%
39f
0"'%""“'"Iz:ql'”'l"”l"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #559: 2-Pentene, (2)-
58.0 1.80 2.00 2.20 2.40
m/z 41.10 26.61%
5000

39.
15.0 H \H | 710

Ol el e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic2.13 Concentration Rank 12

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

2.13 9.41 ug/L 8796930 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 90
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 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 323 (2.129 min): VU032864.D (-311) (-) m/z 55.10 100.00%
58.1
5000 390 201
‘ | 660 1.80 2.00 2.20 2.40
Ol e gt et 20 m/z 70.10  37.96%
m/z--> 0 10 20 30 40 50 60 70
Abundance #563: 2-Methyl-1-butene
54.0
5000
420 70.0 1.80 2.00 2.20 2.40
29.0 m/z 39.00 35.60%
0 150 i | | n
L I UL UL SUL L SUELLN S SULLL SURLIL SURILL LR
m/z--> 10 20 40 50 70 80
Abundance #579: Cyclopropane, 1,1-dimethyl-
55.0
1.80 2.00 2.20 2.40
5000 39.0 70.0 m/z 42.05 34 .80%
27.0 '
15.0 ‘
0 \‘ 1] | n 1 ‘\ ! .
LR I UL UL SUL L SUL L S SURLLL SRR SURILL LR
m/z--> 10 20 30 40 50 70 80
Abundance #571: 2-Butene, 2-methyl-
55.0 1.80 2.00 2.20 2.40
m/z 41.10 25.06%
5000 410 70.0
27.0
10 15\0 \‘\‘ N M‘\\ |
e I I UL UL UL SIS SUR I IS UL
m/z--> 10 20 40 50 70 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 6 (DEL) Alkane: Cyclic2.18 Concentration Rank 2

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

2.18 29.42 ug/L 27490000 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
2 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
4 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 87

Abundance Scan 339 (2.180 min): VU032864.D (-331) (-) m/z 55.10 100.00%
548.1
5000 70.1
39.0
H| | 86.0 105.1115.0 1.80 2.00 2.20 2.40 2.60
O A maa e AR RA R S e m/z 70.10 40.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #571: 2-Butene, 2-methyl-
55.0
5000
970 41.0 70.0 1.80 2.00 220 2.40 2.60
7. m/z 39.05 32.57%
10 15|O |||| Il ‘. .|||| Ll
e S KA RS RS AR RARAS RAARS AARAR AR RALSS SuRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0
1.80 2.00 2.20 2.40 2.60
5000 0.0 m/z 41.10 30.17%
41.0 '
29.0
0 H \‘\ L w‘\\ in
A R SR IR SIS SULIR UL SRR I LI NS B SRR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #567: 2-Butene, 2-methyl-
55.0 1.80 2.00 2.20 2.40 2.60
m/z 42.10 23.27%
5000 70.0
41.0
29.0
0 '“|“'w}ﬁqw'ih“'h””'ﬁh“l““ﬁ”“'w'”l“'w'“'v'“l“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Cyclopentene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
268 18.21 ug/L 17019700  1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentere 68 csHs 000142-29-0 91

2 Cvclopentene 68 C5H8 000142-29-0 91
3 Cvclopentene 68 C5H8 000142-29-0 90
4 Cvclopentene 68 C5H8 000142-29-0 90
5 Bicyclo[2.1.0]pentane 68 C5H8 000185-94-4 72
Abundance Scan 495 (2.682 min): VU032864.D (-465) (-) m/z 67.10 100.00%
67.1
5000 39.0
| 3
240 2.60 2.80 3.00
0 ...,....,....,....,...!!....-,'.|...,.~.':.~,'..7.7-.°,.5.‘6.'?,...., m/z 68.10 38.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #431: Cyclopentene
67.0
5000 RSN AR AR
240 260 280 3.00
39.0 53.0 m/z 39.00 37 .48%
27.0
0 "'I""I""I'"I'I"'II!"'I""I"'I!'I""I""I""I
m/z--> 0O 10 20 30 40 50 60 70

Abundance #429: Cyclopentene
67.0

240 2.60 2.80 3.00

5000 m/z 43.05 34.00%
39.0
53.0
27.0 ‘
0 15.0 ‘\ H 1]
...,....,....,....,....,....,....,....,....,....,....,
m/z--> 0 10 20 30 50 60 70
Abundance #432. Cyclopentene
67.0 240 2.60 2.80 3.00

m/z 42.05 33.77%

5000 39.0

53.0
27.0
1.0 15.0 \ N‘ ‘ \

0 ”.,”..“.uw..”,.”.,”..“..w.n”,.”.,”..“..w T e .

m/z--> 0 10 20 30 50 60 70 240 2.60 2.80 3.00

SOMUTRO60419WMA .M Thu Jun 20 12:33:04 2019 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 9

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

2.74 14.27 ug/L 13336500 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 53
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 36
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 35
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 513 (2.739 min): VU032864.D (-505) (-) m/z 43.10 100.00%
31
5000 71.1
57.1
| | | 86.1 240 2.60 2.80 3.00
St | M MM m/z 71.10 44.53%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1823: Pentane, 2-methyl-
43.0
5000 T T T |"'{}""|'
110 240 2.60 2.80 3.00
27.0 : m/z 41.10 42 _.36%
20 150 ‘ ?7'0 86.0
e S I UL UL A UL RS UL RS AR LR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1825: Pentane, 2-methyl-
43.0
240 2.60 2.80 3.00
5000 m/z 42.10 37 .58%
27.0 71.0
15.0 57.0
0 2.0 | “\‘ ‘\ . M‘ | 860
R I UL SO SURILL SO UL I IV UL UL B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4476: 1-Butanol, 2,3—dimethy|— LI LI LB LI L
43.0 240 2.60 2.80 3.00
m/z 39.00 20.93%
5000 1.0
31.0 55.0 ‘ 84.0
0"'w"w"'w"J“L"w'J'w'JPW"“l"“l"“l"}q%P“l
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 240 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic2.78 Concentration Rank 5

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

2.78 20.73 ug/L 19366700 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 78
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 59
3 1-Pentene 70 C5H10 000109-67-1 50
4 2H-Tetrazole. 2.5-dimethvl- 98 C3H6N4 004135-93-7 39
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 38

Abundance Scan 526 (2.781 mln) VU032864.D (-519) (-) m/z 42.10 100.00%
42.1
5000 55.1 /JJ\
70.1
‘ | e 240 260 2.80 3.00 3.20
o1t m/z 55.10 44.18%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #556: Cyclopentane
42.0
5000 2.40 2.60 2.80 3.00 3.20
. 70.0
. S0 m/z 41.10  40.60%
0 1.0 150 . |I
”'I”"P"W"”I'”'I"'P"W"”I'”'I”"P"W
m/z--> 0 10 20 30 50 60 70 80
Abundance #572: Cyclobutane, methyl-
42.0
2.40 2.60 2.80 3.00 3.20
5000 m/z 70.10 34.00%
55.0
27.0 700
15.0 \‘ 1 \“ 1 ‘
e I I UL UL S UL UL I IR
m/z--> 0O 10 20 30 40 50 60 70
Abundance #553: 1-Pentene T e
42.0 2.40 2.60 2.80 3.00 3.20
m/z 39.00 30.58%
55.0
5000
27.0 70.0
15.0 ‘ |
e I S I UL SIS UL UL IS RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 240 2.60 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Straight-Chai... Concentration Rank 10

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

2.98 12.30 ug/L 11492600 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 43
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 43

Abundance Scan 588 (2.981 min): VU032864.D (-568) (-) m/z 57.10 100.00%
571.1
5000
39 LB L e e e
2.60 2.80 3.00 3.20 3.40
86.1
o! b b e e e aoe s | m/z 56.05  83.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57.0
29.0
5000
2.60 2.80 3.00 3.20 3.40
m/z 41.10 68.61%
oLL0 86.0
mz> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57.0
2.60 2.80 3.00 3.20 3.40
5000 29.0 m/z 43.05 24 .95%
0 'P"'I”"I”'I”"??q'l”"l”"l'”' A PREBY SRR
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57.0 2.60 2.80 3.00 3.20 3.40
m/z 39.00 20.98%
29.0
5000
0 '%%PI”"I”'I”"??q'l”"l”"l'”' A PREBY SRR
m/z--> 0 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20 3.40

SOMUTRO60419WMA .M Thu Jun 20 12:33:05 2019

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 11 (DEL) Alkane: Cyclic3.18 Concentration Rank 31

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

3.18 3.73 ug/L 3484410 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 95
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 94
3 1-Hexene 84 C6H12 000592-41-6 81
4 Cvclohexane 84 C6H12 000110-82-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64

Abundance Scan 650 (3.180 min): VU032864.D (-632) (-) m/z 56.10 100.00%
41.0 58.1
5000 69.0 84.0
h | 2.80 3.00 3.20 3.40 3.60
o 2 ||| R—TA 1| PSSO N NS N m/z 41.05 87.21%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #1478: 1-Pentene, 2-methyl-
41.0 56.0
5000 27.0 69.0
: 84.0 2.80 3.00 3.20 3.40 3.60
‘ ‘ m/z 39.00 54 .45%
15.0
0 | | | | il |. 1 1
LN I SUL LI SURBLELN I SUELL SURLLEL SO IURL SUR LIS SUR
m/z--> 0O 10 20 30 40 50 60 70
Abundance #1487: 1-Pentene, 2-methyl-
41.0 50
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.05 52.22%
27.0 69.0 g0
15.0
ot e e e e e e e
| I I I I I I [ I I I
m/z--> 0O 10 20 30 40 50 60 70
Abundance #1453: 1-Hexene
41.0 56.0 2.80 3.00 3.20 3.40 3.60
270 m/z 42.05 38.97%
5000
84.0
69.0 ‘
15.0
0 ”'?R"I”“'P'llP"*L"WHWHW"'L"”I"”I'”'I SN SRR RN
m/z--> 0O 10 20 30 40 50 60 70 8 90 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Straight-Chai... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
" 3.20  5.30 ug/L 4947850  1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 n-Hexane 86 ceH14 000110-54-3 94

2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
Abundance Scan 684 (3.289 min): VU032864.D (-668) (-) m/z 57.10 100.00%
57.1
5000
3 86.0 AU L LR
3.00 3.20 3.40 3.60
bl e e 2983 Tm/z 41.05 0 73.99%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: n-Hexane
57.0
5000
3.00 3.20 3.40 3.60
29.0 86.0 m/z 43.05 63.00%
0 AR SRS s L RS RE RS AR s
m/z--> 0 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 49.07%
‘ 86.0
0'%9“h|”“'i‘“J\'”'lj“'l'“'l“"l“"l“"l“"|“"
m/z--> 0 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 42.10 32.65%
29.0
5000
86.0
0'|}%&'¢“h‘““l““w"“l'“'w"w"“l'“'w"w"“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60

SOMUTRO60419WMA .M Thu Jun 20 12:33:06 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic3.48 Concentration Rank 24

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

3.48 4.68 ug/L 4371200 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene 84 C6H12 000592-43-8 91
2 2-Hexene. (2)- 84 C6H12 007688-21-3 91
3 2-Hexene 84 C6H12 000592-43-8 91
4 2-Hexene. (E)- 84 C6H12 004050-45-7 91
5 3-Hexene, (2)- 84 C6H12 007642-09-3 91

Abundance Scan 743 (3.479 min): VU032864.D (-732) (-) m/z 55.10 100.00%

m/z--> 100 120 140 160 180 200
Abundance #1451: 2-Hexene

5000
3.20 3.40 3.60 3.80

m/z 41.00 37.76%

55.
5000
3.20 3.40 3.60 3.80
0 ,....,....,....,....,....,....,....,29‘?.9. m/z 84.10 37.90%
15.0

)} ,”..,”..,.”.,.”.,.”.,.”.,..”,..”
m/z--> 100 120 140 160 180 200
Abundance #1465. 2-Hexene, (2)-
55.0
3.20 3.40 3.60 3.80
5000 39 m/z 42.10 37.47%
84.0
150 ‘ | ‘
ol el ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1454 2-Hexene
55.0 3.20 3.40 3.60 3.80
m/z 39.00 30.28%
5000
39 84.0
15.0 M il ‘
o o o = o S
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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 14 (DEL) Alkane: Cyclic3.54 Concentration Rank 18

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

3.54 5.66 ug/L 5285590 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 86
2 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 86
3 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 86
4 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 86
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 83

Abundance Scan 762 (3.540 min): VU032864.D (-753) (-) m/z 69.10 100.00%
69.1
41.0
5000
3.20 3.40 3.60 3.80
ol b S8 200 Tz 41.05 79.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1519: Cyclopropane, 1,1,2-trimethyl-
41.0
69.0
5000
3.20 3.40 3.60 3.80
m/z 84.10 33.19%
15.0 I 86.0
(o} e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1475: 2-Pentene, 4-methyl-
410  69.0
3.20 3.40 3.60 3.80
5000 m/z 39.00 25.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1520: Cyclopropane, 1,1,2-trimethyl-
41.0 3.20 3.40 3.60 3.80
m/z 67.10 9.28%
69.0
5000
0 w"'ﬁﬁp“hh'ml““'?Wq'w"w"“l'“' [rrrrprrorrpTT AN AR SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80

SOMUTRO60419WMA .M Thu Jun 20 12:33:07 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic3.64 Concentration Rank 27

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

3.64 4.04 ug/L 3775090 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 95
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 95
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 793 (3.640 min): VU032864.D (-778) (-) m/z 69.10 100.00%
41.0 69.1
55.1 84.1
5000
| || | 3.40 3.60 3.80 4.00
e [N m/z 41.05 97.34%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41.0
69.0
5000
27.0 220 84.0 3.40 3.60 3.80 4.00
m/z 84.10 54 .39%
0 15{0 | || N 1 IR | M
L I SR AL SURELELN I SULELL SUR LR SURELEL DU SURLL SULL
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
3.40 3.60 3.80 4.00
5000 55.0 m/z 55.10 53.22%
27.0 ' 84.0
130 \ \ \
0 "'I""I'""I"l'Il"ll""'“”"I""'i""l""l""l
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41.0 69.0 3.40 3.60 3.80 4.00
' m/z 39.00 34.91%
5000 270 55.0 84.0
0 “'%9“'|}ﬁ9|'“'|"“|"“l"'w"'w"'w"'w"'w
m/z--> 0 10 20 30 40 50 60 70 80 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Cyclopentene, 3-methyl- Concentration Rank 15

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

3.72 7.40 ug/L 6912580 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. 3-methvl- 82 C6H10 001120-62-3 90
4 Cvclopentene. l1l-methvl- 82 C6H10 000693-89-0 87
5 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 87

Abundance Scan 818 (3.720 min): VU032864.D (-805) (-) m/z 67.10 100.00%
67.1
5000
39.0 55.1 82.1
|| | | 051 3.40 3.60 3.80 4.00
ok e e e e e e B Tm/z 39.00  25.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1237: Cyclopentene, 3-methyl-
67.0
5000
3.40 3.60 3.80 4.00
270 39.0 82.0 m/z 82.10 23.68%
"I}ﬁql"dl"'lb"'?iq'l'ﬁlI"”ﬁ""I”"I"”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1236: Cyclopentene, 3-methyl-
67.0
3.40 3.60 3.80 4.00
5000 m/z 41.00 20.19%
39.0
270 82.0
‘ ‘ 53.0
| AL PR ) UMY Y SNNSUOON P [ENRIOON N | N
I I I I I I [ I I |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1227: Cyclopentene, 3-methyl-
67.0 3.40 3.60 3.80 4.00
m/z 55.10 19.61%
5000
39.0 82.0
27.0 53.0
0"I}ﬁqI'”MI'”'M'”'f”“'l'mll'”'“'”'l'”'l'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic3.88 Concentration Rank 17

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

3.88 5.74 ug/L 5360450 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 91
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
4 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (3.881 min): VU032864.D (-853) (-) m/z 69.10 100.00%
410  69.1
5000

3.60 3.80 4.00 4.20

ol el bt 8L 2000 T/z 41.05  91.90%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
41.0
69.0
5000
3.60 3.80 4.00 4.20
m/z 84.10 52.90%
15.0
0! R L e L
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41.0 69.0
3.60 3.80 4.00 4.20
5000 m/z 55.10 50.38%
15.0 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41.0 3.60 3.80 4.00 4.20
69.0 m/z 39.00 31.30%
5000
190 |
| S .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 18 (DEL) Alkane: Cyclic4.08 Concentration Rank 3

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

4.08 25.89 ug/L 24192400 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
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 Cyclohexane 84 C6H12 000110-82-7 56

Abundance Scan 930 (4.080 min): VU032864.D (-912) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
84.1 3.80 4.00 4.20 4.40
| 50.0| 63.0 77.0
0........,....,....,....,....,....,....,....,..:.:.l.'.,....i:.!:, frprf e .| M7z 41.10  55.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
58.0
41.0
5000
69.0 3.80 4.00 4.20 4.40
27.0 84.0 m/z 69.10 42 .54%
oL 10 130 .||| |. ‘I 50-0..|. 630 | 77.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
58.0
410 3.80 4.00 4.20 4.40
5000 ' 69.0 m/z 39.00 26.77%
28.0 84.0
150 I Al “ 50.\C)\\ ! 63'0\\ . 77.0 ‘
OfrrrrrrrrrrrprrrTT HpTT Hrrrer
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 3.80 4.00 4.20 4.40
2.0 m/z 55.05 26.46%
5000
42.0
84.0
0”m“W”W“W“W“T“W“W“WJmJ”“W”WLW“T“W“W“W“““W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.80 4.00 4.20 4.40

SOMUTRO60419WMA .M Thu Jun 20 12:33:10 2019 Page: 21



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 19 Cyclopentene, 4-methyl- Concentration Rank 14

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

4.77 8.72 ug/L 8148680 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 91
2 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 90
3 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 90
4 Cvclopentane. methvlene- 82 C6H10 001528-30-9 87
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87

Abundance Scan 1145 (4.772 min): VU032864.D (-1119) (-) 67.05 100.00%
67.0 F
5000
39.0
|| 851 070 440 4.60 4.80 5.00 5.20
0...w...w.JWwJ-.u:..w...w...w...w...w...w.r.. m/z 82.10 28.87%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #1231: Cyclopentene, 4-methyl-
67.0
5000
440 4.60 4.80 5.00 5.20
3.0 m/z 39.00 19.56%
O'E%?”L“”'Jmlﬂ"ﬁ;q'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1243: Cyclopentene, 1-methyl-
67.0
440 4.60 4.80 5.00 5.20
5000 m/z 81.10 14 _.10%
39.0
0'Eq?'t“u'wm|Jl“ﬁfq'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1238: Cyclopentene, 1-methyl-
67.0 440 4.60 4.80 500 5.20
m/z 41.00 13.80%
5000
39.0
0'EQQ'MHU"“|”l'ﬁ#q'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Straight-Chai... Concentration Rank 16

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

5.07 7.02 ug/L 6561630 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 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38

Abundance Scan 1238 (5.071 min): VU032864.D (-1226) (-) m/z 56.10 100.00%
431 581
5000 71.1
85.1 480 5.00 5.20 5.40
Okt A0L h 43,100 84.08%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43.0 58.0
5000
20.0 71.0 480 5.00 5.20 5.40
m/z 57.10 69.76%
15.0 | |.| 85.0 100.0
e S L S S L UL UL UL UL SULILILS WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
430 58.0
4.80 5.00 5.20 5.40
5000 m/z 41.10 65.94%
29.0 71.0
‘ ‘ 1 85‘.0 100'0
S S S UL UL UL UL S IULILILS WL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
430 56.0 480 5.00 5.20 5.40
m/z 71.10 41.40%
5000
20.0 71.0
o ‘ Ll 880 1000
m/z--> 10 20 30 40 50 60 70 8 90 100 480 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 29

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

5.21 3.87 ug/L 3620770 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 72
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 64

Abundance Scan 1281 (5.209 min): VU032864.D (-1265) (-) m/z 43.05 100.00%
43.0
71.0
5000
|| |‘ 100.1 . 4.80 500 520 5.40 5.60
O ”.,”..“..w..”,.”. e B mma m/z 71.05 63.51%
m/z--> 20 40 100 120 140 160 180 200
Abundance #3977. Hexane, 3-methyl-
43.0
5000
480 5.00 520 5.40 5.60
m/z 41.05 59.56%
26, | 100.0
0 'P"“I“"I'”'I"”I"”I"'W""""""I”"I'”'
m/z--> 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 70.05 57 .44%
0 26\.% ‘ 1000
m/z--> ' 20 45 60 85 160 120 140 160 180 200
Abundance #3980: Hexane, 3-methyl-
43.0 480 5.00 520 5.40 5.60
m/z 57.05 55.10%
5000 71.0
m/z--> ' 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Cyclohexene Concentration Rank 13

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

5.52 8.85 ug/L 8271400 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene 82 C6H10 000110-83-8 74
2 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 70
3 Ethvlidenecvclobutane 82 C6H10 001528-21-8 68
4 Cvclohexene 82 C6H10 000110-83-8 64
5 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 64

Abundance Scan 1378 (5.521 min): VU032864.D (-1370) (-) m/z 57.10 100.00%
51.1
5000 41.0
82.1
‘ ‘ 99.1 2070 520 5.40 5.60 5.80
o | ———/ ) m/z 67.10 75.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1190: Cyclohexene
67.0
5000 39.0
520 5.40 5.60 5.80
m/z 54.10 48 _41%
14.0 h .0
0 L UL SRS WL AL B B WL BRI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1202: C2H5CH=CHCH=CH2
67.0
520 5.40 5.60 5.80
5000 39.0 m/z 41.00 40.43%
0 .1.5‘..0““2‘..‘w‘..”l”‘.|‘.“l..‘|‘:0...|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1219: Ethylidenecyclobutane
67.0 520 5.40 5.60 5.80
m/z 39.00 31.18%
5000
41.0
0"'I'”'I"”I"'ﬁ:q"P"'P"'I”"I'”'I"”I"”
m/z--> 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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: Cyclic5.61 Concentration Rank 30

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

5.61 3.80 ug/L 3554180 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvlcvclobutane 98 C7H14 000872-56-0 94
2 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 91
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 86

5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14

000822-50-4 83

Abundance Scan 1406 (5.611 min): VU032864.D (-1396) (-)
56.1
41.1 70.1
5000
83.1 98.1
0 .||| L TN .
L BRI o o BB EE R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3336: Isopropylcyclobutane
a0 80
70.0
5000 270
98.0
o
0 1 il | il | min
L BRI I o o o R E
m/z--> 0 10 20 30 40 50 70 80 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000
27.0 98.0
83.0
0 1.0 15\'0 “ ‘\ ‘ 1 ‘ w‘\ ‘
O IR o o o o S BREE
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
5000
27.0
98.0
15.0 ‘ ‘ 830
o10 L ol
BRI e o o o o o R S BREE
m/z--> 0 10 20 30 40 50 60 70 80 90 100

m/z 56.10 100.00%

5.20 5.40 5.60 5.80 6.00

m/z 55.10 75.83%

5.20 5.40 5.60 5.80 6.00

m/z 41.10 65.26%

5.20 5.40 5.60 5.80 6.00

m/z 70.10 61.30%

5.20 5.40 5.60 5.80 6.00

m/z 39.00 32.91%

520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 21

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

5.94 5.00 ug/L 4672030 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 89
2 2-Hexene. 2-methvl- 98 C7H14 002738-19-4 55
3 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 50
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 50
5 2-Hexene, 2-methyl- 98 C7H14 002738-19-4 49

Abundance Scan 1508 (5.939 min): VU032864.D (-1496) (-) m/z 69.10 100.00%
41.0 69.1
5000 08.1
2071 5.60 5.80 6.00 6.20
ol A e m/z 41.05 87.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2918: 1,3-Pentadiene, 2,3-dimethyl-
81.0
5000
41.0 5.60 5.80 6.00 6.20
m/z 81.10 75.61%
‘ 65J0 97.0
O UREL S S WU LS B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3334: 2-Hexene, 2-methyl-
41.0 69.0
5.60 5.80 6.00 6.20
5000 m/z 55.05 48.07%
98.0
15.0 Ji, \H 1 ‘
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2919: 1,3-Pentadiene, 2,4-dimethyl-
81.0 5.60 5.80 6.00 6.20
m/z 39.00 37.91%
5000 39.0
55.0
15.0 ‘ F oto
0 ""|' ‘..w..‘Nl|‘.h‘l..“i‘...‘.‘|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Cyclopentene, 1,5-dimethyl- Concentration Rank 19

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

7.06 5.43 ug/L 5069870 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 90
2 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 90
3 3.5-Dimethvlcvclopentene 96 C7H12 007459-71-4 78
4 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 72
5 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72

Abundance Scan 1857 (7.061 min): VU032864.D (-1832) (-) m/z 81.05 100.00%
81.0
5000
39.0
[ 5[‘30 | | of 1 . 6.80 7.00 7.20 7.40
0...w....|'”"”"U.uq...w...w...w...w...w.ﬁ.. m/z 96.05 26.63%
m/z--> 20 80 100 120 140 160 180 200
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81.0
5000
6.80 7.00 7.20 7.40
39.0 m/z 79.05 24 _.67%
0'i??'L““"'w't'ﬁﬂ'?fﬂ'"|“"|“"|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2926: Cyclobutane, (1-methylethylidene)-
81.0
6.80 7.00 7.20 7.40
5000 m/z 39.00 18.98%
39.0
0 M \‘\ \‘\ 9‘%0
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 80 100 120 140 160 180 200
Abundance #2894. 3,5-Dimethylcyclopentene
81.0 6.80 7.00 7.20 7.40
m/z 41.00 15.67%
5000
39.0
0"%??'h“'tt'?ﬁ |""|"??P""|""|""|""|' R B HE R I U
m/z--> 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, propyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.56 ug/L 21646700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 87
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
Abundance Scan 2955 (10.591 min): VU032864.D (-2935) (-) m/z 91.10 100.00%
911
5000
120.1
65.0
39.0 10.20 10.40 10.60 10.80 11.00
Y s B A PN SS—— ) X E—. 2 Y £ T To B T R Y I Y £
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91.0
5000
10.20 10.40 10.60 10.80 11.00
65.0 120.0 m/z 65.05 11.37%
0l15.0, | ,
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 92.10 10.80%
120.0
39.0 6?0
o) - .‘...“..‘.. ‘””‘\ N —
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91.0 10.20 10.40 10.60 10.80 11.00
m/z 78.05 6.61%
5000
120.0
503M)§0‘
miz> 2 40 60 80 100 150 140 140 180 200 250 240 2% 280 | | 1020 1040 1060 10,80 1100
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 27 Benzene, l-ethyl-4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.69 12.03 ug/L 101910000 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
2 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 86
5 Mesitylene 120 C9H12 000108-67-8 86
Abundance Scan 2986 (10.691 min): VU032864.D (-2970) (-) m/z 105.10 100.00%
106.1
120.1
5000
77.0 911 R S | U 0
39.0 63.0 10.40 10.60 10.80 11.00
o gy 1331 1529 169.0 m/z 120.10 56.42%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
5000
10.40 10.60 10.80 11.00
77.0 91.0 120.0 m/z 91.10 25.35%
0 210, 5%0 64,0 Ao
miz--> 20 40 60 8 100 120 140 160
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0
10.40 10.60 10.80 11.00
5000 m/z 77.05 24 . 77%
120.0
510 77.0 91.0 ‘
...,%ﬁQ.H..M.?ﬁQ.L“.nM.,U..my....,....,..”
m/z--> 20 40 60 80 100 120 140 160
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 10.40 10.60 10.80 11.00
m/z 79.05 17 .64%
5000
770 010 120.0
oo clewo WL R
m/z--> 20 40 60 80 100 120 140 160 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, l-ethyl-3-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.98 4.63 ug/L 39179200 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 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3076 (10.980 min): VU032864.D (-3059) (-) m/z 105.05 100.00%
106.1
5000 j_\j\
90 g0 70 | | e 10160 10580 11,00 1120
b b R W SE 1892 2070 0 Tns77120.05 | 32.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
106.0
5000
10.60 10.80 11.00 11.20
70 m/z 77.05 14.02%
o180, %90 s09 |° | | 120
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
10.60 10.80 11.00 11.20
5000 m/z 91.10 13.89%
0 ...,...3.%,.‘(?.“;‘5.9,'%..77‘.‘,0..‘..,‘a‘..l.z‘,‘.'o...,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 10.60 10.80 11.00 11.20
m/z 79.05 10.99%
5000 /\
39.0 77.0
old50 W i 220 b | .,H‘..{%pﬁq — DASAVA VSN £ VY S R
m/z--> 20 40 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 : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, 2-propenyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.68 ug/L 39645700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 87
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H10 000496-11-7 87
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 80
Abundance Scan 3322 (11.771 min): VU032864.D (-3307) (-) m/z 117.10 100.00%
1171
5000
30.0 510 63.0 e 11140 11.60 11.80 12.00
.0 51.0 %Y 771 105.1 - : : :
o...,....,....,....',....;'...'.,:'.'..,...-.~,....',|....,.'.'..,..!',....1,??.'.1,...1.?.1;?.,.. m/z 118.05 56.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8961: Benzene, 2-propenyl-
117.0
5000 91.0 LN PR SUNILN UL

11.40 11.60 11.80 12.00
m/z 115.05  33.88%

39.0 51.0 65.0

78.0 103.0
Obrrrprrrrprrrrprrrprree b pte e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8951: Indane
117.0
11.40 11.60 11.80 12.00
5000 m/z 91.10 18.61%
91.0
oL, 150 27.0 390510 830 770 | ‘1030 |
T P e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8949: Indane
117.0 11.40 11.60 11.80 12.00
m/z 119.10 10.18%
5000
39.0 58.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, 1l-methyl-3-propyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.81 0.61 ug/L 5190970 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 90
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 90
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 86
4 Benzene. l1-methvl-3-propvl- 134 C10H14 001074-43-7 86
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 86
Abundance Scan 3334 (11.810 min): VU032864.D (-3330) (-) m/z 105.10 100.00%
106.1
5000
134.1
770 971 11.40 11.60 11.80 12.00 12.20
Obrrrrrrrrrrerro e 2 el L1822 75713410 23.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14858: Benzene, 1-methyl-3-propyl-
105.0
5000
11.40 11.60 11.80 12.00 12.20
134.0 m/z 106.10 13.29%
27.0 39.0 510 650 7.0 910 119.0
Ot et e e e e et e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14854: Benzene, 1-methyl-4-propyl-
105.0
11,40 11.60 11.80 12.00 12.20
5000 m/z 77.00 9.60%
134.0
oL 15.0 27.0 390 510 650 770 910 | g390 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14855: Benzene, 1-methyl-2-propyl-
105.0 11.40 11.60 11.80 12.00 12.20
m/z 79.10 7.78%
5000
134.0
150 27.0 390 510 650 710 10 | 1100 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 p-Cymene Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
12.17 0.66 ug/L 5619610 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 91
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
4 p-Cvmene 134 C10H14 000099-87-6 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 3446 (12.170 min): VU032864.D (-3443) (-) m/z 119.10 100.00%
119.1
5000
o11 134.1
300 510 651 771 [ T1081 | | | 1540 11.80 12.00 12.20 12.40
R S n MMM RUSRRUMHMIUSS TV MRS 1 | BSSE IS ol m/z 134.10 23.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14809: p-Cymene
119.0
5000
11.80 12.00 12.20 12.40
91.0 134.0 m/z 91.10 14 .23%
o 27.0 ﬁ}05306§0770 | 1030 ‘
mz-> 10 2 % 40 5 65 70 80 9 100 110 130 130 140 1% 160
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
11.80 12.00 12.20 12.40
5000 m/z 120.10 9.78%
134.0
91.0
o150 27.0 39.0 510 650 719 " el
miz> 10 % 3 40 5 6 70 8 80 100 110 120 150 140 150 180
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0 11.80 12.00 12.20 12.40
m/z 77.10 7.81%
5000
134.0
miz--> "1'0""z'o"'é'o"'A'o"'é‘o"'és'd"%'d"'éd"'g‘d"iéb’ '1'1'6' 130 150 140 120 1% | 1180 12,00 12,20 12,40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.25 1.29 ug/L 10929800 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3471 (12.250 min): VU032864.D (-3458) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
39.0 51.0 650 771 105.1 12.00 12.20 12.40 12.60
Obrrprrrrprrrr et et el e e b e m/z 134.100 28.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
134.0 12.00 12.20 12.40 12.60
0 OF° 1050 ' m/z 91.05 17.31%
dosomo o sto 0 T | R0 ||
e OB RE 4'0 2 60 7 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.00 12.20 12.40 12.60
5000 m/z 120.10 9.70%
134.0
mozv)%omn 650 77.0 %leﬂ ‘
o) N R WU N P ‘.‘... PSRN TSN SN 1 PR | S P,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119.0 12.00 12.20 12.40 12.60
m/z 105.10 9.16%
5000
134.0
91.0
o 270 410 530 690 710 | 1030 |
miz> 10 % % 40 % 60 7 8 90 100 110 130 130 150 180 12,00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.35 1.08 ug/L 9152610 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 90
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 90
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 83
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
Abundance Scan 3502 (12.350 min): VU032864.D (-3492) (-) m/z 117.10 100.00%
1171
5000
91.0
51.0 1 L-l 12.00 12.20 12.40 12.60
o 74 APliser 2074 hj7 115.10 | 32.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
12.00 12.20 12.40 12.60
91.0 m/z 132.10 27 .60%
oL 270 510 24, 133.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
12.00 12.20 12.40 12,60
5000 m/z 91.05 14 .51%
300 650 L0 ‘ 1 go
R o B s o I I A S AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0 12.00 12.20 12.40 12.60
m/z 118.05 9.99Y%
5000 910
39.0 650 1338.0
0 |1|5|.0||‘|||‘|‘||“|‘|‘|‘=‘|| |H|||w||‘ﬁ‘||l‘||l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.65 0.79 ug/L 6731740 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 96
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3595 (12.649 min): VU032864.D (-3576) (-) m/z 119.05 100.00%
119.1
5000 134.1
39.0 77091'0 12.40 12.60 12.80 13.00
63.0 105.1 . . . .
0..,....,....,....',-....,'....,..'..,...'.,....,|....,..-..,..'.':I..... 149.1 1641 m/z 134.05 45_39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0
12.40 12.60 12.80 13.00
910 m/z 91.05 17.04%
0 15.'0 39I'0 I 63|'|0 77:.0 | 1(.)..5'0 A |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
12.40 12.60 12.80 13.00
5000 134.0 m/z 120.10 9.74%
91.0
0 15.0 A 39\\0 L, 63\\0 77\\0 1O§O Ll Il
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0 12.40 12.60 12.80 13.00
m/z 133.10 9.11%
134.0
5000
91.0
ol 5.0 39\'\0 530 77\"0 | 1050 | I
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061919\
Data File : VU032864.D

Aca On 19 Jun 2019 17:41

Operator : JC/SP

Sample : K3413-19

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 Naphthalene, 1-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.87 0.79 ug/L 6719390 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4286 (14.871 min): VU032864.D (-4275) (-) m/z 142.10 100.00%
149.1
5000 }\
115.1
390 630 890 14,60 14.80 15.00 15.20
‘ 1802 2001l "m/z 141.10 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 LA B ---- T
115.0 14.60 14.80 15.00 15.20
m/z 115.10 35.60%
0 39.'0 u |6:3'0.| u 82'0 Ay A
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
14,60 14.80 '1150'0' 1520
5000 1150 m/z 143.05 11.38%
0 390 i \6?.0M mn 8%0 Ly “‘
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0 14.60 14.80 15.00 15.20
m/z 139.05 11.11%
5000
115.0
o 51.0 ‘710 89.0 ‘ A
mz-> 20 40 60 80 100 130 140 1o 10 200 "1466'1456'1566'1526"
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061919\
Data File : VU032864.D

Acq On 19 Jun 2019 17:41

Operator : JC/SP

Sample - K3413-19

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23 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... 1.75 58.3 ug/L 54503700 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 1.90 4.0 ug/L 3731030 1 5.88 4672030 5.0
(DEL) Alkane: Str... 1.94 23.5 ug/L 21927500 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 2.04 15.0 ug/L 13982000 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 2.13 9.4 ug/L 8796930 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 2.18 29.4 ug/L 27490000 1 5.88 4672030 5.0
Cyclopentene 2.68 18.2 ug/L 17019700 1 5.88 4672030 5.0
(DEL) Alkane: Str... 2.74 14.3 ug/L 13336500 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 2.78 20.7 ug/L 19366700 1 5.88 4672030 5.0
(DEL) Alkane: Str... 2.98 12.3 ug/L 11492600 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 3.18 3.7 ug/L 3484410 1 5.88 4672030 5.0
(DEL) Alkane: Str... 3.29 5.3 ug/L 4947850 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 3.48 4.7 ug/L 4371200 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 3.54 5.7 ug/L 5285590 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 3.64 4.0 ug/L 3775090 1 5.88 4672030 5.0
Cyclopentene, 3-m... 3.72 7.4 ug/L 6912580 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 3.88 5.7 ug/L 5360450 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 4.08 25.9 ug/L 24192400 1 5.88 4672030 5.0
Cyclopentene, 4-m... 4.77 8.7 ug/L 8148680 1 5.88 4672030 5.0
(DEL) Alkane: Str... 5.07 7.0 ug/L 6561630 1 5.88 4672030 5.0
(DEL) Alkane: Str... 5.21 3.9 ug/L 3620770 1 5.88 4672030 5.0
Cyclohexene 5.52 8.8 ug/L 8271400 1 5.88 4672030 5.0
(DEL) Alkane: Cyc... 5.61 3.8 ug/L 3554180 1 5.88 4672030 5.0
1,3-Pentadiene, 2... 5.94 5.0 ug/L 4672030 1 5.88 4672030 5.0
Cyclopentene, 1,5... 7.06 5.4 ug/L 5069870 1 5.88 4672030 5.0
Benzene, propyl- 10.59 2.6 ug/L 21646700 3 11.48 42349100 5.0
Benzene, l-ethyl-_... 10.69 12.0 ug/L 101910000 3 11.48 42349100 5.0
Benzene, l-ethyl-_.. 10.98 4.6 ug/L 39179200 3 11.48 42349100 5.0
Benzene, 2-propenyl- 11.77 4.7 ug/L 39645700 3 11.48 42349100 5.0
Benzene, l-methyl... 11.81 0.6 ug/L 5190970 3 11.48 42349100 5.0
p-Cymene 12.17 0.7 ug/L 5619610 3 11.48 42349100 5.0
Benzene, 4-ethyl-_.. 12.25 1.3 ug/L 10929800 3 11.48 42349100 5.0
Benzene, l-etheny... 12.35 1.1 ug/L 9152610 3 11.48 42349100 5.0
Benzene, 1,2,3,4-_... 12.65 0.8 ug/L 6731740 3 11.48 42349100 5.0
Naphthalene, 1-me... 14.87 0.8 ug/L 6719390 3 11.48 42349100 5.0
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