LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMUTRO50720WMA .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 1.617 76 86 102 rVvB2 358056 419511 4.68% 0.735%
2 1.932 175 184 199 rVB 159578 207524 2.32% 0.363%
3 2.594 375 390 418 rVB2 264165 478055 5.34% 0.837%
4 3.076 524 540 542 rBV3 376897 621601 6.94% 1.088%
5 3.115 543 552 570 rVB 1298433 2666418 29.77% 4 .669%
6 3.395 618 639 674 rBY 3507712 7864682 87.80% 13.770%
7 3.736 727 745 773 rBVY 2266224 5109164 57.04% 8.946%
8 3.912 780 800 822 rVB2 111417 345553 3.86% 0.605%
9 4.018 822 833 851 rVB3 80764 199786 2.23% 0.350%
10 4.131 852 868 883 rBV2 70702 174746 1.95% 0.306%

11 4.340 914 933 938 rBV 112555 291789 3.26% 0.511%
12 4.475 961 975 987 rBV2 99016 231241 2.58% 0.405%
13 4.571 987 1005 1022 rBV 3765593 8957454 100.00% 15.683%
14 4.662 1022 1033 1039 rBvV 343398 716353 8.00% 1.254%
15 5.102 1155 1170 1186 rBvV2 239552 526936 5.88% 0.923%

16 5.353 1229 1248 1259 rBV 440222 988881 11.04% 1.731%
17 5.424 1259 1270 1286 rVB 394795 884468 9.87% 1.549%
18 5.761 1352 1375 1403 rBV2 504362 1331616 14.87% 2.331%
19 6.279 1519 1536 1560 rBV 433218 829985 9.27% 1.453%
20 6.719 1659 1673 1690 rBvV 319517 631845 7.05% 1.106%

21 7.591 1930 1944 1961 rBV 167124 292693 3.27% 0.512%
22 7.922 2031 2047 2058 rBvV 588072 1053235 11.76% 1.844%
23 7.993 2058 2069 2108 rVB 1304655 2341809 26.14% 4._.100%
24 8.202 2121 2134 2146 rBV 102275 171627 1.92% 0.300%
25 8.655 2261 2275 2317 rBV 1040970 1945800 21.72% 3.407%

26 9.436 2501 2518 2523 rBV 631742 1088148 12.15% 1.905%
27 9.587 2553 2565 2585 rBvV 321337 546197 6.10% 0.956%
28 9.710 2589 2603 2633 rVB 537296 937786 10.47% 1.642%
29 10.115 2716 2729 2751 rBV 299296 499286 5.57% 0.874%
30 10.497 2834 2848 2861 rBV 112246 182677 2.04% 0.320%

31 10.771 2918 2933 2952 rBV 269265 432298 4.83% 0.757%
32 10.918 2964 2979 2995 rBV 344173 549410 6.13% 0.962%
33 11.012 2995 3008 3012 rBV 750461 1201895 13.42% 2.104%
34 11.102 3026 3036 3050 rVB 448624 699314 7.81% 1.224%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMUTRO50720WMA .M
TRACE VOA SOMO1.0

35 11.243 3066 3080 3090 rBV 1665803 2450460 27.36% 4._.290%

36 11.304 3090 3099 3116 rVB 689923 1084934 12.11% 1.900%
37 11.478 3140 3153 3170 rBV 1820465 2790989 31.16% 4._.887%
38 11.568 3170 3181 3193 rBV 148505 234869 2.62% 0.411%
39 11.758 3229 3240 3249 rBV 139104 216605 2.42% 0.379%
40 11.825 3249 3261 3277 rVV2 689213 1438145 16.06% 2.518%

41 11.906 3277 3286 3300 rVB 498523 762538 8.51% 1.335%
42 12.105 3335 3348 3366 rBVY 328252 556451 6.21% 0.974%
43 12.205 3366 3379 3397 rVB2 706026 1270070 14.18% 2.224%
44 12.584 3484 3497 3506 rBVY 89118 138990 1.55% 0.243%
45 13.044 3632 3640 3652 rVB 103818 155057 1.73% 0.271%

46 13.475 3763 3774 3788 rVB3 97171 170207 1.90% 0.298%
47 13.864 3885 3895 3910 rBV2 81599 132995 1.48% 0.233%
48 14.115 3960 3973 3988 rBVY 180420 292178 3.26% 0.512%

Sum of corrected areas: 57114271
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Vu038164.D

14 May 2020 13:14

JC/MD

L2630-02DL 4X

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 9

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

3.08 3.74 ug/L 621601 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 87
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 40

Abundance Scan 541 (3.080 min): VU038164.D (-524) (-) m/z 43.00 100.00%
43
5000
71
33 55 280 300 320 340
36 47 51 63 67 86 = '
0|MW“W““PMP“W“W“L“‘W“v”+“W“W““va“wme“W“v' m/z 42.00 81.54%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 L LA L L A
71 2.80 3.00 3.20 3.40
39 m/z 41.00 41 _45%
27 55 86
0 15 | 30 . 51 | 6367
miz> 8 10 1530 25 30 35 4b 45 50 55 60 65 70 75 80 5 9 9
Abundance
42
280 300 320 340
5000 m/z 71.10 28.04%
71
27 39
55 86
ol 15 3236 | 45 51 58 6367 @ 7477
JRRRRNRRAL) KAL) KAL) KA RARRNRARAN REAL) NALL) RALA) RALEI RAARA RARANRLAA LALL) KAL) RALLA MARI AN
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl- e e AR
43 2.80 3.00 3.20 3.40
m/z 38.95 17.37%
5000
27 39 n
0 15 30 51995862 67 86
miz-> 5 10 15 20 25 30 35 40 45 50 5'5 60 65 70 75 80 8|5 9% 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 4

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

3.11 16.06 ug/L 2666420 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
4 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36

Abundance Scan 550 (3.109 min): VU038164.D (-543) (-) m/z 43.00 100.00%
43
5000 71 /}\L
39 o 280 3.00 3.20 'é 20
53| 6367 778286
0|||||||||||Il|||!|||'|| m/z 71.10 46.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl- J\
43
5000 ISR SRR ""I""I
27 71 2.80 3.00 3.20 3.40
39 m/z 42.00 44 _37%
0

15
2 | 31 \‘ ‘ 53‘\ 6367 | 86
e aads o e Aaaiaasa
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

2.80 3.00 3.20 3.40

5000 m/z 41.00 40.12%
27 71
39 57
o 2 15 32 53 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- e . Eamama R
43 2.80 300 320 3.40
m/z 57.10 18.74%
5000
71
39
21 55 86
0 15 | ‘ H oL | 6367 |

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 2

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

3.39 47.38 ug/L 7864680 1,4-Difluorobenzene 6.28
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 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 638 (3.391 min): VU038164.D (-618) (-) m/z 57.10 100.00%

57
41
5000

300 320 340 360 380

51 86
ol Ll 65 G 77 80 96 m/z 56.10 85.50%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 ||||||||||||||||||||||
3.00 3.20 3.40 3.60 3.80
m/z 41.00 58.91%
15 | \ ‘ 51, 63 1 86
O o o == F L N
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
29 4 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.00 22.94%
1 15 51 65 'L 77 86
O e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 38.95 15.46%
29 41
5000
2 1\5 il ‘ ! [ 7\1 8\6
O o S L o o M
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3

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

3.74 30.78 ug/L 5109160 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 50

Abundance Scan 746 (3.739 min): VU038164.D (-727) (-) m/z 57.10 100.00%
57

41
5000

86 R EAEEamEa
3.40 3.60 3.80 4.00

37 ‘454953 6367 'L 77 82
0|||||||||||||I'|||'|||||| m/z 40.95  68.23%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000

3.40 3.60 3.80 4.00

29 86 m/z 43.00 60.22%
15 37| 4953 e165 71 77
L S A—
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 50.63%
39
86
15
0 2 25 53 L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane e e
43 57 3.40 3.60 3.80 4.00
m/z 41.95 30.99%
29
5000
39 86
2 s \‘ A 53\ l 7\1
Ol rrrrrreprreprrrererehrrrrprere ek et AP
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 17

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

4.02 1.20 ug/L 199786 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 86
2 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 86
3 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 83
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 83
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 78

Abundance Scan 833 (4.018 min): VU038164.D (-822) (-) m/z 69.10 100.00%
69
41
5000
84
53 3.60 3.80 4.00 4.20 4.40
3 50756 g5 77
0 ..,....,....,....,....,....,....,...4;.:.-.,....-,:.!.,:...,....,.!. frerrprerprr e m/z 41.00 76.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1517: 2-Pentene, 4-methyl-, (2)-
41 69
5000 SRS SRR SRS RN A
84 3.60 3.80 4.00 4.20 4.40
m/z 84.10 30.66%
27
0'W“WMW””W”PLW”WfﬂJLPmP”JMW”F%'LMP”W”WMW”W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 84 m/z 39.00 20.82%
55
27
0 15 30 3844 51 |59 65 | 747781
R LAY LA AN KARRN LLAAA A ALY ALY RARA) RAARNRAARE RARES RAAAN ALY LERRI RAREN LAAAN ALARI N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1501: 1-Butene, 2,3—dimethy|— | LELELELE BN B N B}
41 69 3.60 3.80 4.00 4.20 4.40
m/z 67.00 8.95%
5000
27 84
55
0 ..,....,.1.2..;....,....,....3,9?:3. SRyliga Ly 586165, |, 747780 |
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 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 18

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

4.13 1.05 ug/L 174746 1,4-Difluorobenzene 6.28
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-. (2)- 84 C6H12 000922-62-3 94
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
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 (4.131 min): VU038164.D (-852) (-) m/z 69.05 100.00%
41 69
84
5000 55 A
P e S S e
51 3.80 4.00 4.20 4.40
34 | 79
Obrrrmregrrrerermgmreprsrerre St et e o e et | 72 41.00 84 68%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
41
69
5000 L RN L R AR
27 o5 84 380 400 420 440
m/z 84.10 55.76%
15 ®a S e 7
ey a Lty A AR LA KL LA AL AR AL ALl Nk Mk AN Al L A A L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
3.80 4.00 4.20 4.40
5000 55 m/z 54.95 48.68%
27 84
o 1 15 37 51 ' 6165 7377
ALY AR L) R LA AR LARR KAL) RALK) KA AR LAR) KRR ALY AL KA LR LA LA AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #1512: 2-Pentene, 3-methyl-, (E)- LI L A L L BN L LS
41 3.80 4.00 4.20 4.40
69 m/z 39.00 30.53%
5000 o7 55 84
1 eyl Sy e 7
O T T T T T A e U NARBERARE SRR RN
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 15

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

4.34 1.76 ug/L 291789 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
3 Hexvl isobutvl carbonate 202 C11H2203 959067-98-2 72
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59

Abundance Scan 933 (4.340 min): VU038164.D (-914) (-) m/z 57.05 100.00%
57
43
5000 85
69 27 4.00 420 4.40 4.60
o m/z 43.00 54 _.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3994: Pentane, 2,2-dimethyl-
57
43
5000
29 85 4.00 420 4.40 4.60
m/z 85.10 46.74%
o2 P ‘ 89 100
R A L AL N AR RRAAN LA AR RN RARA LN ARAS LA LAARE RARAS AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
43 4.00 4.20 4.40 4.60
5000 85 m/z 40.95 43 _.56%
29
ol 69 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #62438: Hexy! isobutyl carbonate
57 4.00 420 4.40 4.60
m/z 56.00 43_.31%
5000 43
29 85
0 “'v'“l“'w'“wv'“hh"'lehf?“'w'ﬂ'v'“}g?w'%%?"w'“'v}ﬂZ“' IBESAERBE RN AR AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.00 4.20 4.40 4.60

SOMUTRO50720WMA .M Fri May 15 14:55:21 2020

Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 16

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

4.48 1.39 ug/L 231241 1,4-Difluorobenzene 6.28
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 90
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 977 (4.481 min): VU038164.D (-961) (-) m/z 43.00 100.00%
a3 i7
5000
85
420 4.40 4.60 4.80
o...,....,....,....|i.:..?1...:,‘??.‘?9,..?7.,..‘..,....1?9..., m/z 57.05 95.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
420 4.40 4.60 4.80
27 85 m/z 56.00 55_.50%
. 15 Iy 69 77 100
miz--> % %0 4 s e 0 80 90 100
Abundance
43
57 R R L R R
420 4.40 4.60 4.80
5000 m/z 41.00 51.54%
0 15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57 420 4.40 4.60 4.80

m/z 85.05 29.02%

5000 85
29
o 15 \‘ 3A , 51 || 63 69 77 100

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

SOMUTRO50720WMA .M Fri May 15 14:55:23 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Cyclic4.57 Concentration Rank 1

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

4_.57 53.96 ug/L 8957450 1,4-Difluorobenzene 6.28
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 91
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1005 (4.571 min): VU038164.D (-987) (-) m/z 56.05 100.00%
56
5000 41 69
Al s | o165 | 7470 % 420 440 4.60 4.80 5.00
0““mWMWMHNWMHNWMWMWM4JHMHHHIW“WJM“W“W“W“W“W' m/z 41.00 48.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
28 o m/z 69.10 43.02%
1\5 Il ‘ 37\‘ “ 5\1\\ Il 65\‘ L 77 ‘
S A Ly LA L AN LA AL AR ALY LA LA KA MAAS AL Il AL MR AL I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 440 460 4.80 5.00
5000 m/z 55.05 25.21%
69
27 84
o 1 15 3337 51 6165 77
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- A RaraERaEEE T
56 420 4.40 4.60 4.80 5.00
27 m/z 39.00 20.92%
5000
42
38 84
0”m“W”W“T“W“W“W“W“WJMJT“WJWhW“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 90 420 4.40 4.60 4.80 5.00

SOMUTRO50720WMA .M Fri May 15 14:55:24 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.92 1.91 ug/L 549410 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 83
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
Abundance Scan 2979 (10.918 min): VU038164.D (-2964) (-) m/z 91.10 100.00%
o
5000
120
65 10.60 10.80 11.00 11.20
39 105
oY S ,!, T et ok || m/z 120.10  22.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
10.60 10.80 11.00 11.20
65 120 m/z 65.00 10.75%
39 | 105
o N O N e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.40%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
i 10.60 10.80 11.00 11.20
m/z 78.00 6.37%
5000
120
0 15 3\9 ) 6\5 . ‘ 195
miz> 20 40 60 80 100 150 140 160 180 200 250 240 260 280 10.60 10.80 11.00 11.20

SOMUTRO50720WMA .M Fri May 15 14:55:25 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.01 4.18 ug/L 1201900 1,4-Dichlorobenzene-d4 11.82
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 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3007 (11.009 min): VU038164.D (-2995) (-) m/z 105.05 100.00%
105
5000
120
77 91 YN N BN
39 51 65 10.60 10.80 11.00 11.20 11.40
Ol gy i 8 98 L 8L T/77120.05  30.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.05 12.61%
18 27 39 51 58 65 |
OIII""I""'I""I""I"''I"'''I'''*I'"'Il"'l'*"l""‘l"'"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.00 12.25%
120
15 27 3 sl 65 ool
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.60 10.80 11.00 11.20 11.40

m/z 106.10 8.61%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTRO50720WMA .M Fri May 15 14:55:26 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.43 ug/L 699314 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 97
4 Mesitvlene 120 C9H12 000108-67-8 95
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
Abundance Scan 3035 (11.099 min):VUO38164.D(—3026)d)(—) m/z 105.10 100.00%
105
5000 120 !3 ﬁ {k
77 91
39 51 65 10.80 11.00 11.20 11.40
Ober e ey i 2o b i S AL WAL 07719010 48.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
7 m/z 77.00 14._.46%
I LR ? Ssges Mo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120
10.80 11.00 11.20 11.40
5000 m/z 119.10 12.89%
o 15 27 39 51 58 65 79 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene A S M

10.80 11.00 11.20 11.40
m/z 91.05 10.57%

5000

9

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40

SOMUTRO50720WMA .M Fri May 15 14:55:27 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 A4-Heptanone, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.24 8.52 ug/L 2450460 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 72
3 2.4-Hexanedione. 5.5-dimethvl- 142 C8H1402 007307-04-2 59
4 5-Nonanone 142 C9H180 000502-56-7 59
5 5-Nonanone 142 C9H180 000502-56-7 59
Abundance Scan 3079 (11.240 min): VU038164.D (-3066) (-) m/z 57.10 100.00%
57 85
5000
41
142 1100 11,20 1140 1160 |
69 127 11.00 11.20 11.40 11.60
0 ..,....,....,....'ill...,..-.-l,....-,..7..7,..:.,??.1.?9..1.0,9....,...-.,....,.'...,.. m/z 85.10 87.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 LLEULE SIS SULIULN BN R
41 11.00 11.20 11.40 11.60
142 m/z 41.00 34 .34%
0 15 \‘ ‘ \‘ 69 7 ! 1QO 109 12\7 ‘
mz> 10 20 5 40 80 60 70 8 80 100 110 120 130 140 10
Abundance
57
85 IIII|IIIIIIIIIIII|III
11.00 11.20 11.40 11.60
5000 41 m/z 58.00 25.81%
29
ol 14 71 100 193 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19736: 2,4-Hexanedione, 5,5-dimethyl-
85 11.00 11.20 11.40 11.60
m/z 43.00 16.90%
5000 43
57
29
oo L e e g
m/z--> 10 20 35 40 50 60 fo 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60

SOMUTRO50720WMA .M Fri May 15 14:55:29 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.30 3.77 ug/L 1084930 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Mesitvlene 120 C9H12 000108-67-8 90
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 3098 (11.301 min): VU038164.D (-3090) (-) m/z 105.10 100.00%
105
5000
120
77 91 1100 1190 1140 1160
39 51 65 11.00 11.20 11.40 11.60
Ol e e 2t e 8L I3 "7z 120.10 0 30.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.05 12.43%
J s 2 3 seges T |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.05 11.72%
77
o 15 27 39 5l 58 65 ga O o8
UL IR IURI LRI R IR IR LRSS RS BRAS BRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 11.00 11.20 11.40 11.60
m/z 78.95 8.81%
5000
120
27 ﬁg ol 58 65 1? 84 %1 98 || 113
O e R R e R R R e T e e o T o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60

SOMUTRO50720WMA .M Fri May 15 14:55:30 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.48 9.70 ug/L 2790990 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3154 (11.481 min):VUO38164.D(—3140)d)(—) m/z 105.05 100.00%
105
5000 120 f? ?F “
77 91
39 51 65 11.20 11.40 11.60 11.80
Ok el 85l 98l B4 Th777120.10  46.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.00 13.14%
I LR ? Ssges Mo |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 11.75%
27 41 51 gg s 09l
e R R R RS RS IR RS AR ALY WSS SRS ARRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9400: Mesitylene
11.20 11.40 11.60 11.80
m/z 91.05 10.32%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80

SOMUTRO50720WMA .M Fri May 15 14:55:31 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 2-Heptanone, 4,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

11.57 0.82 ug/L 234869 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 47
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 43
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 38
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 37

Abundance Scan 3182 (11.571 min): VU038164.D (-3170) (-) m/z 43.00 100.00%

43
58
5000

109 11.20 11.40 11.60 11.80
99 127
o . — ur 142 m/z 58.00 62.63%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000

69 85 11.20 11.40 11.60 11.80
m/z 85.10 36.72%

27
1? ‘\ ‘ M‘ \‘\ | 99 199 127
O e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
B L e e e O
11.20 11.40 11.60 11.80
5000 58 m/z 84.10 36.46%
15 27

18 g9 114

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7507: 2-Hexanone, 5-methyl-

43 11.20 11.40 11.60 11.80

m/z 69.10 34_.71%
5000
58
27 71
0 10 |34yl gy | 8l o199 114
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.65 ug/L 762538 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3287 (11.909 min): VU038164.D (-3277) (-) m/z 105.10 100.00%
105
5000 120
77 91 1160 11.80 19.00 1220
39 51 65 11.60 11.80 12.00 12.20
Obrrrrrrr e il e B AL 77 120.10  42.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 UL DN RN BN SUR
11.60 11.80 12.00 12.20
. m/z 77.00 12.17%
o 15 27 3 Sslsges T Slg ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
AR AR AR AARRS
120 11.60 11.80 12.00 12.20
5000 m/z 91.05 9.34%
oL 15 27 39 Sl 5865 7 g4 % g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl- e RARREE S
105 11.60 11.80 12.00 12.20
m/z 119.10 9.30%
5000 120
39 77 91
oL 15 2 T Sles 5 g4 | e8| 13|
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Indane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.10 1.93 ug/L 556451 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 87
3 Indane 118 C9H10 000496-11-7 81
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 74
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
Abundance Scan 3346 (12.099 min): VU038164.D (-3335) (-) m/z 117.10 100.00%
117
5000
39 63 ot 11.80 12,00 12.20 12.40 |
51 77 105 . . ) .
o...,....,....,....',....;'...'.,:'.'..,...-:,....',|...9.8,.'.'..,..!.',....,1.?‘.‘.,.. m/z 118.10 56.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 UL UL SUNBA SRR
11.80 12.00 12.20 12.40
m/z 115.10 35.41%
oL 15 27 % 5 8 77 103110 |
m/z--> fo 25 §0 45 55 éo fo éo do 160 110 120 150 150
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 91.10 17.58%
39 58 91
51
oL 13 % 5 7784 | 103159
wmmmmwwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8950: Indane
117 11.80 12.00 12.20 12.40
m/z 116.10 10.21%
5000
39 91
27 51 63
o ...,.1.?.,...‘:,...l‘,....ﬂ‘a..‘l,l‘a‘..7,().a7.‘?,.8ﬂ.‘i....,1?.3.1.19.1.‘,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.04 0.54 ug/L 155057 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 96
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 96
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3639 (13.041 min): VU038164.D (-3632) (-) m/z 119.10 100.00%
119
5000 134
91
39 51465 /f 103 12.80 13.00 13.20 13.40
O e e e e et e m/z 134.15 41 .80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.80 13.00 13.20 13.40
o1 m/z 91.00 15.70%
ol 5 2 W Slsg® | 8105 a7
mz> 10 20 % 4 5 80 70 85 60 100 10 130 130 140
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.10 11.15%
39 77 91
ol 15 27 51 gg 65 98 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 77.00 9.46%
134
5000
91
oL 15 27 39 515965 77 ‘ 105 “‘ 127 |,
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 120 150 150 12.80 13.00 13.20 13.40

SOMUTRO50720WMA .M Fri May 15 14:55:35 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038164.D

Aca On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 1-Phenyl-1-butene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.47 0.59 ug/L 170207 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
2 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 89
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 70
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 70
Abundance Scan 3773 (13.471 min): VU038164.D (-3763) (-) m/z 117.10 100.00%
117
5000
g1 134
39 5|1 £g &2 7|7 ‘ 103 ‘ 127] 13.20 13.40 13.60 13.80
Ol prrrerrrehteee it et it ML AR Tmzz 119.05  84.43Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene

13.20 13.40 13.60 13.80
m/z 134.10  37.52%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117
R e e e RS RERE
13.20 13.40 13.60 13.80
5000 132 m/z 132.10 35.54%
91
;5 27 39 S5 e 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14042: Benzene, 2-butenyl-

13.20 13.40 13.60 13.80
m/z 115.10 32.98%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051420\
Data File : VU038164.D

Acq On : 14 May 2020 13:14

Operator : JC/MD

Sample : L2630-02DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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... 3.08 3.7 ug/L 621601 1 6.28 829985 5.0
(DEL) Alkane: Str... 3.11 16.1 ug/L 2666420 1 6.28 829985 5.0
(DEL) Alkane: Str... 3.39 47.4 ug/L 7864680 1 6.28 829985 5.0
(DEL) Alkane: Str... 3.74 30.8 ug/L 5109160 1 6.28 829985 5.0
(DEL) Alkane: Str... 4.02 1.2 ug/L 199786 1 6.28 829985 5.0
(DEL) Alkane: Str... 4.13 1.1 ug/L 174746 1 6.28 829985 5.0
(DEL) Alkane: Str... 4.34 1.8 ug/L 291789 1 6.28 829985 5.0
(DEL) Alkane: Str... 4.48 1.4 ug/L 231241 1 6.28 829985 5.0
(DEL) Alkane: Cyc... 4_57 54_.0 ug/L 8957450 1 6.28 829985 5.0
Benzene, propyl- 10.92 1.9 ug/L 549410 3 11.82 1438150 5.0
Benzene, l-ethyl-_.. 11.01 4.2 ug/L 1201900 3 11.82 1438150 5.0
Benzene, 1,2,3-tr... 11.10 2.4 ug/L 699314 3 11.82 1438150 5.0
4-Heptanone, 2,6-... 11.24 8.5 ug/L 2450460 3 11.82 1438150 5.0
Benzene, l-ethyl-_.. 11.30 3.8 ug/L 1084930 3 11.82 1438150 5.0
Benzene, 1,2,4-tr... 11.48 9.7 ug/L 2790990 3 11.82 1438150 5.0
2-Heptanone, 4,6-... 11.57 0.8 ug/L 234869 3 11.82 1438150 5.0
Mesitylene 11.91 2.6 ug/L 762538 3 11.82 1438150 5.0
Indane 12.10 1.9 ug/L 556451 3 11.82 1438150 5.0
Benzene, 1,2,4,5-... 13.04 0.5 ug/L 155057 3 11.82 1438150 5.0
1-Phenyl-1-butene 13.47 0.6 ug/L 170207 3 11.82 1438150 5.0
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