LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU0O37777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR041420WMA .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

1.617 76 86 100 rBv2 251122 293991 5.35% 0.810%
1.929 175 183 195 rVB 107437 139926 2.55% 0.385%
389 405 rBv2 188139 328206 5.97% 0.904%
3.073 518 539 541 rBvV2 232667 385236 7.01% 1.061%
3.112 543 551 573 rVB 753041 1521272 27.67% 4_.190%
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3.395 620 639 672 rBV 2047747 4562354 82.99% 12.567%
3.736 725 745 769 rBV 1320254 2942637 53.53% 8.105%
800 822 rBV2 73963 268334 4._.88% 0.739%
4.019 822 833 849 rvB2 46330 112417 2.04% 0.310%
4.131 849 868 882 rBV3 40974 102021 1.86% 0.281%
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11 4_337 913 932 939 rBV 68839 195967 3.56% 0.540%
12 4.472 960 974 986 rBV2 61161 144991 2.64% 0.399%
13 4.572 986 1005 1022 rBV 2289100 5497439 100.00% 15.143%
14 4.668 1022 1035 1039 rBvV 211163 426829 7.76% 1.176%
15 5.102 1155 1170 1189 rBV 167285 383546 6.98% 1.056%

16 5.353 1231 1248 1259 rBV 293941 659110 11.99% 1.816%
17 5.424 1259 1270 1286 rVB2 248957 556256 10.12% 1.532%
18 5.761 1352 1375 1404 rBV2 371645 946303 17.21% 2.607%
19 6.282 1520 1537 1558 rBV 337625 631029 11.48% 1.738%
20 6.723 1660 1674 1693 rBvV 240679 462900 8.42% 1.275%

21 7.591 1931 1944 1959 rBV2 134314 236500 4 _30% 0.651%
22 7.922 2033 2047 2058 rBvV 465874 795918 14.48% 2.192%
23 7.993 2058 2069 2085 rVB 1024444 1714995 31.20% 4.724%
24 8.202 2121 2134 2146 rBV 86752 144345 2.63% 0.398%
25 8.655 2261 2275 2308 rBvV 725645 1278461 23.26% 3.521%

26 9.436 2505 2518 2524 rBV 491115 848160 15.43% 2.336%
27 9.591 2553 2566 2585 rBvV 222805 358431 6.52% 0.987%
28 9.713 2591 2604 2619 rBvV 373123 609314 11.08% 1.678%
29 10.118 2713 2730 2745 rBV 208591 331958 6.04% 0.914%
30 10.501 2838 2849 2862 rBV 78106 120324 2.19% 0.331%

31 10.774 2920 2934 2951 rBV 175889 278584 5.07% 0.767%
32 10.922 2961 2980 2996 rBV 225155 349021 6.35% 0.961%
33 11.012 2996 3008 3013 rBV 494757 805224 14.65% 2.218%
34 11.102 3027 3036 3056 rVB 281983 433077 7.88% 1.193%

SOMUTR0O41420WMA_.M Tue Apr 21 06:05:17 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU0O37777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR041420WMA .M
TRACE VOA SOMO1.0

35 11.247 3064 3081 3091 rBV 1067218 1580923 28.76% 4 _355%

36 11.304 3091 3099 3118 rVB 426049 660437 12.01% 1.819%
37 11.481 3141 3154 3170 rBV 1110417 1697966 30.89% 4.677%
38 11.571 3171 3182 3193 rBV2 88690 137041 2.49% 0.377%
39 11.761 3229 3241 3250 rBV 86340 137311 2.50% 0.378%
40 11.825 3250 3261 3277 rVV2 517657 1024223 18.63% 2.821%

41 11.909 3277 3287 3299 rVB 303666 469202 8.53% 1.292%
42 12.108 3336 3349 3366 rBVY 201471 334315 6.08% 0.921%
43 12.208 3366 3380 3397 rVB 486638 869075 15.81% 2.394%
44 12.587 3486 3498 3507 rBVY 59041 89950 1.64% 0.248%
45 13.047 3632 3641 3653 rVB 62718 94652 1.72% 0.261%

46 13.478 3764 3775 3789 rVB4 60053 102495 1.86% 0.282%
47 13.867 3885 3896 3911 rBV3 52390 84311 1.53% 0.232%
48 14.115 3959 3973 3988 rBVY 96675 157543 2.87% 0.434%

Sum of corrected areas: 36304520
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA .M

TRACE VOA SOM01.0

TIC Library : 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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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.

3.07 3.05 ug/L 385236 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 83
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49

Abundance Scan 538 (3.070 min): VU037777.D (-518) (-) m/z 43.05 100.00%
3.0
5000
71.1 SR S GRN i
55.0 86.1 2.80 3.00 3.20 3.40
36. 65.0
'“m“W“W“W“W“W“W“W“Wéh'W“W“h”W“W“W“W“W“m“W“W m/z 42.10 87.63%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43.0
5000 RS AN R SR
2.80 3.00 3.20 3.40
27.0 10 m/z 40.95  38.59%
m/z--> 0 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-
43.0
280 300 320 340
5000 m/z 71.10 24 _.86%
270 71.0
15.0 . 370l 90620 86.0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- L Emmmammm S
42.0 2.80 3.00 3.20 3.40
m/z 39.00 17.00%
5000
71.0
27.0
55.0 .
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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 12.05 ug/L 1521270 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 64
3 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 42
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 32
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 28

Abundance Scan 550 (3.109 min): VU037777.D (-543) (-) m/z 43.10 100.00%
5000 71.1
57.1 USRI LR L R
| | | 86.1 2.80 3.00 3.20 3.40
e R A m/z 42.10 44 _16%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43.0
5000 ISR SR AN AR
710 2.80 3.00 3.20 3.40
27.0 : m/z 71.10 40.73%
o 10 || T | e
mz-> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1825: Pentane, 2-methyl-
43.0
280 3.00 320 340
5000 m/z 41.00 39.72%
27.0 71.0
15.0 57.0
”'?R"P"W"”I'”'I”"P"W"”I'”'IﬁggP"W"”l
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4476: 1-Butanol, 2,3—dimethy|— LI L L L L NN |
43.0 2.80 3.00 3.20 3.40
m/z 39.00 17.23%
5000 1.0
31.0 550 ‘ 84.0
"'w"w"'w"J“L"w'J'w'jwﬁ"“l"“l"“l"ﬂq%P“l
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 36.15 ug/L 4562350 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 64
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45

Abundance Scan 638 (3.392 min): VU037777.D (-620) (-) m/z 57.10 100.00%
57.1
41.0
5000 /\
e
71.1 86.1 3.00 3.20 3.40 3.60 3.80
...,....,....,....,....|',!...,.-.'.:,....,'....,...-.,.9.5.-.9,... m/z 56.10 85.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57.0
5000 4o SRS SRR SRR
29.0 3.00 3.20 3.40 3.60 3.80
m/z 41.00 61.65%
so (| ] 7m0 o
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57.0
29.0 41.0 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.05 24 .36%
20 180 | \“ Jl, 0 860
mz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57.0 3.00 3.20 3.40 3.60 3.80
m/z 39.00 15.63%
290 410
5000
1'0 15\.0 I ‘ ‘ \‘ L ‘ Il 71\.0 86-0
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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 23.32 ug/L 2942640 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 91
3 n-Hexane 86 C6H14 000110-54-3 83
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 37

Abundance Scan 746 (3.739 min): VU037777.D (-725) (-) m/z 57.10 100.00%
57.1
41.0
5000 /\
| ‘ se1 340 360 380 400
51.0/[|, 650711 79.0 '
“m“W“W“W“W“W“W“W“W“W“W“W“LLW“W“W“W“W“l“w"w m/z 41.00 71.84%
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
57.0
41.0
5000 SRR SRR U
3.40 3.60 3.80 4.00
29.0 86.0 m/z 43.00 63.62%
15.0 |.| | | 51.0 ]| .07,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 7'5 5 85 % 95
Abundance #1820: n—Hexang
430 210
29.0 340 360 3.80 400
5000 m/z 56.05 50.44%
86.0
15.0 71.0
] Bt ) LAt By LA L s L ) Al ) Rt B B M
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane A B e
57.0 3.40 3.60 3.80 4.00
43.0 m/z 42.10 33.23%
29.0
5000
15.0 86.0
2.0 ‘ | ‘ 51.0 [ 71\'0
miz--> 5% 10 15 20 25 30 35 40 45 %0 55 60 65 70 75 80 85 90 95 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 0.89 ug/L 112417 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 90
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 90
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 90
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90

Abundance Scan 833 (4.019 min): VUO37777D(822)() m/z 69.10 100.00%
41.0 69.
5000 841
53.0 3.60 3.80 4.00 4.20 4.40
62.0 76.9
SN 1 VS V£ U IS £ U m/z 41.00 87.62%
m/z-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41.0 69.0
5000 840 350 3B 400 450 450
270 55.0 m/z 84.10 36.61%
| i 50'.0 | .
LR AR A SRR LN RRARS RARR RN UARRA REAR REARE RN RARRNRRERA RRARA R
m/z-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1517: 2-Pentene, 4-methyl-, (2)-
41.0 69.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 21.88%
84.0
27.0 55.0
|, |y, 500, | 630
LD AR LA LA AR AARN RN RARAN LAARA RANS) RARSE AL RS RRRRNRAARA RN

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

Abundance #1503: 2-Butene, 2,3-dimethyl- Rmaas e e e A Ran

41.0 69.0 3.60 3.80 4.00 4.20 4.40
m/z 53.00 10.10%

5000
84.0
\ 36.0],/1, 50.0, |, 63.0 | |, 77.0
e e e
m/z--> 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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 0.81 ug/L 102021 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 94
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (4.131 min): VU037777.D (-849) (-) m/z 69.10 100.00%
41.0 69.1
55.1
5000 84.1 ]\
rTrrrTTrTT TR T T T e T T
3.80 4.00 4.20 4.40
| 62.9 76.9
N RSO X P X N m/z 41.00 96.91%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41.0 69.0
5000 550 TrryrirrrrprrrryrrrrrTTT
27.0 84.0 380 400 420 440
m/z 55.10 53.60%
15.0
10 L Ll asoyl| eso | 770
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1473: 2-Pentene, 3-methyl-
41.0 69.0
380 4.00 4.20 4.40
5000 55.0 84.0 m/z 84.10 49.24%
27.0
15.0 ‘ Al 49.0|| 63.0;| 770 |,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)- AR AN SN R
41.0 69.0 3.80 4.00 4.20 4.40
m/z 38.95 29.09%
5000 55.0
84.0
27.0
'“W”W“W“W“W“W“W“W”W“ML'mﬂhvmvmeh“mvmvmvmvml SRR AR SRR AR
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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 1.55 ug/L 195967 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 74
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 59
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 56
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 56

Abundance Scan 933 (4.340 min): VU037777.D (-913) (-) m/z 57.05 100.00%
57.0
43.0
5000 85.1
69.0 4.00 4.20 4.40 4.60
rerprrrrrrprr gl e e A e | M7z 43.00 55 15%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3994: Pentane, 2,2-dimethy!l-
57.0
43.0
5000
29.0 85.0 4.00 4.20 4.40 4.60

m/z 41.05 48 .30%

20 %0 ” I.‘. .‘. 69.0 ‘ 1000
e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3996: Pentane, 2,2-dimethyl-
57.0

43.0 4.00 4.20 4.40 4.60
5000 85.0 m/z 85.10 42.97%
29.0
- J, 890 | 1000
T T T T e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12733: Pentane, 2,2,3,4-tetramethyl-
57.0 4.00 4.20 4.40 4.60

m/z 56.05 42 _.39%

43.0
5000
29.0 710 gso
H L H | 97.0 113.0 128.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 4.00 4.20 4.40 4.60

SOMUTRO41420WMA .M Tue Apr 21 06:05:23 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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._.47 1.15 ug/L 144991 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 87
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 74
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
4 Heptane. 3-methvl- 114 C8H18 000589-81-1 64
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59

Abundance Scan 973 (4.469 min): VU037777.D (-960) (-) m/z 43.05 100.00%
430 570
5000
85.1
420 440 4.60 4.80
69.1

”.,”..,”..,”.J,L..“n.:“..u“...“.L.“.FPﬂ¥.., m/z 57.05 87.37%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-

43.0
57.0

5000
4.20 4.40 4.60 4.80

27.0 85.0 m/z 41.00 52.18%

15.0 ||%NJ. y 69.0 77.0 100.0
T e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43.0
57.0

4.20 4.40 4.60 4.80

5000 m/z 56.05 43.96%
29.0 85.0
150 || Il 69.0 100.0
...,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl- R T AR R
43.0 57.0 4.20 4.40 4.60 4.80

m/z 42.05 24 .30%

5000 85.0
29.0
15.0 H w | 69.0 7.0 100.0
T e e e e e e

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

SOMUTRO41420WMA .M Tue Apr 21 06:05:23 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 43.56 ug/L 5497440 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 Cvclobutane. ethvl- 84 C6H12 004806-61-5 80
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 1005 (4.572 min): VU037777.D (-986) (-) m/z 56.10 100.00%
5¢.1
5000 410 69.0
84.1 420 440 460 4.80 500
50.0 ||, 63.0 77.1
........,....,....,....,....,....,....,....,...I;.I!.,....,:.::,.-..,....,.::.,....,....,...!,....,....,. m/z 41.00 51.85%
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-
56.0
41.0
5000 69.0

420 4.40 4.60 4.80 5.00
m/z 69.05  40.72%

28.0

| | 84.0
1o |, 509 630, 770 ]
e e e e e e
m/z--> 0O 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56.0
A EEsanEamEE
41.0 420 4.40 4.60 4.80 5.00
5000 m/z 55.05 25.26%
27.0 600
’ 84.0
1.0 150 | Il 50.0‘“ . 630 770
A R R e R Lt
m/z--> 0O 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclobutane, ethyl- Raran e aans T
56.0 420 4.40 4.60 4.80 5.00
m/z 39.00 21.69%
41.0
5000
27.0
69.0
10 150 | | 500 630 | 84.0
L LA AL L b L e A kiaia
m/z--> 0O 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

SOMUTRO41420WMA .M Tue Apr 21 06:05:24 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 1.70 ug/L 349021 1,4-Dichlorobenzene-d4 11.83
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 78

5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2

000140-28-3 64

Abundance Scan 2979 (10.919 min): VU037777.D (-2961) (-) m/z 91.10 100.00%
91.1
5000
120.1
390 651 081 2 10.60 10.80 11.00 11.20
B B L A RRasaEaEa L e s e m/z 120.10 20.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91.0
5000
10.60 10.80 11.00 11.20
120.0 m/z 65.10 10.98%
65.0
39.0
15.0 ] 1
T e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91.0
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.59%
120.0
39.0 6§0
P ) L i
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91.0 10.60 10.80 11.00 11.20
m/z 78.10 6.21%
5000
120.0
150 390 950
T T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20

SOMUTRO41420WMA .M Tue

Apr 21 06:05:24 2020

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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-2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.01 3.93 ug/L 805224 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3007 (11.009 min): VU037777.D (-2996) (-) m/z 105.10 100.00%

105.1
5000
120.1
390 510 65.1 77|'° 91|-1 10.60 10.80 11.00 11.20 11.40
o USSP MU 7ML | RSMRSOP AR m/z 120.10 30.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 10.60 10.80 11.00 11.20 11.40

m/z 91.10 13.14%

27.0 39.0 510 65.0 77.0 91|0
L1 i |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.00 12.95%
120.0
91.0
150 27.0 390 510 650 7? ‘ |
T T T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 10.60 10.80 11.00 11.20 11.40
m/z 106.10 9.06%
5000
120.0
91.0
150 270 30 sto eso 1) O |
R B R A AN B Lo e e Emama
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTRO41420WMA .M Tue Apr 21 06:05:25 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 2.11 ug/L 433077 1,4-Dichlorobenzene-d4 11.83
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 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 3035 (11.099 min): VU037777.D (-3027) (-) m/z 105.05 100.00%
105.1
5000 120.1
70 910
39.0 51.0 650 : 10.80 11.00 11.20 11.40
S S PSRV GO TR PO NN | m/z 120.05 46.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

10.80 11.00 11.20 11.40
m/z 77.05 14.68%

150 270 390 510 es0 17 N0 |
R B e e s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0
120.0 10.80 11.00 11.20 11.40
5000 m/z 119.05 12.11%

39.0 51.0 77.0 910
15.0 27.0 | I 65.0 L | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9400: Mesitylene
105.0 10.80 11.00 11.20 11.40
0
120.0 m/z 91.05 10.46%
5000

39.0 77.0
20 ]S40 es0 Tp %0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40

SOMUTRO41420WMA .M Tue Apr 21 06:05:25 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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.
11.25 7.72 ug/L 1580920 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 94
2 4-Heptanone. 2.6-dimethvl- 142 C9H180 000108-83-8 78
3 5-Nonanone 142 C9H180 000502-56-7 64
4 2.4-Hexanedione. 5.5-dimethvl- 142 C8H1402 007307-04-2 59
5 5-Nonanone 142 C9H180 000502-56-7 59
Abundance Scan 3082 (11.250 min): VU037777.D (-3064) (-) m/z 57.10 100.00%
51.1 85.1
5000
41.0
142.2 11,00 1120 11140 11.60
69.0 . 100.177p 9 1271
”W””P”W””P”MJ”P”L””P”W””P”W””P”W””P”WL”P' m/z 85.10 83.51%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 LLEULE BUMIULE UL UL SR
41.0 11,00 11.20 11.40 11.60
1420 m/z 41.00 34 .40%
150 220 || | e0 100.0 1139 127:0
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57.0 85.0
11.00 11.20 11.40 11.60
5000 41.0 m/z 58.10 24 _46%
29.0
15.0 142.0
20 H 80 | 10001590 1270
mz> 0 16 % 3 40 % € 70 80 80 100 110 120 130 140 150
Abundance #19936: 5-Nonanone
57.0 11.00 11.20 11.40 11.60
85.0 m/z 43.00 17.03%
5000 20.0 41.0
142.0
m/z--> 0 10 ﬁo 30 40 55 éo 75 80 90 160 110 150 130 140 150 11.00 11.20 11.40 11.60

SOMUTRO41420WMA .M Tue Apr 21 06:05:26 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 0.67 ug/L 137041 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone. 4.6-dimethvl- 142 C9H180 019549-80-5 90
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 50
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
5 Oxirane, 2,3-diethyl- 100 C6H120 004468-66-0 38
Abundance Scan 3182 (11.571 min): VU037777.D (-3171) (-) m/z 43.00 100.00%
43.0
58.0
5000
69.1 851
109.0 11.20 11.40 11.60 11.80
..,....,....,....|,|!...,..':|.|,...-.,'....,.'H..,...9.9',9...',....,.1.2]7.-,3... m/z 58.00 56.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000
690 850 11.20 11.40 11.60 11.80
70 m/z 69.10 33.61%
150 ) I| l ‘ .H 99.0 1090 127.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7510: 2-Hexanone, 5-methyl-
43.0
1120 11.40 11.60 11.80
5000 58.0 m/z 85.10 31.96%
180 2l T0eto  seo uao
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7623: Hexane, 3—ethy|— LA L L B L DL B
43.0 11.20 11.40 11.60 11.80
m/z 84.10 31.25%
5000 85.0
29.0 57.0 710
aso Al W mao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80

SOMUTRO41420WMA .M Tue Apr 21 06:05:26 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 14
R.T. EstConc Area Relative to ISTD R.T.
12.11 1.63 ug/L 334315 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 87
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
4 Indane 118 C9H10 000496-11-7 76
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72
Abundance Scan 3350 (12.111 min): VU037777.D (-3336) (-) m/z 117.10 100.00%
117.1
5000
91.1
39.0 51.0 630 779 105.1 ‘ 134.1 11.80 12.00 12.20 12.40
e prere g prrepre i bt e el e | m/Zz 118.10  51.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8949: Indane
117.0
5000 U PN SRR BN BN
11.80 12.00 12.20 12.40
39.0 58.0 91.0 m/z 115.10 32.79%
130 210 7o | 1030
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117.0
11.80 12.00 12.20 12.40
5000 m/z 91.10 17.30%

91.0
15.0 27.0 39\'0 5%'?'0 \6:‘3\'\0 7?'0 \‘ 103'0
B e LA R o o e R S E R e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-
117.0 11.80 12.00 12.20 12.40
m/z 119.10 12_.36%
5000 91.0
51.0
70 39‘.0 ‘ 63“.0 770 103.0
.”,%ﬁqln.ﬁ“..q..”l:”l,hh.“:ﬂh..uha”.,h..“..q..”,.”.,”
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\VU041720\
Data File : VU037777.D

Aca On : 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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 1-Phenyl-1-butene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.48 0.50 ug/L 102495 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 92
3 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 70
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
Abundance Scan 3776 (13.481 min): VU037777.D (-3764) (-) m/z 117.10 100.00%
117.1
5000 1321
VAN

39.0 51.0 649 77.0 13.20 13.40 13.60 13.80

91.0 |

103.0
..,....,....,....',~....,'.'...,.'!'..,...':',....-,|....,.-.~..,...'J;...:l,'.l..,.. m/z 119.10 43.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene
11y.0
5000 132.0 LI L B B B
91.0 13.20 13.40 13.60 13.80
0 : m/z 132.10 36.20%
270 390 510 650 77 105.0 .
T T P e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
11y.0
R AR Sy n
13.20 13.40 13.60 13.80
5000 132.0 m/z 115.10 28.34%
51.0 770 0
150 20 0 e W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl-
11y.0 13.20 13.40 13.60 13.80
m/z 91.00 17.75%
132.0
5000
39.0 910
Zo TN S0 B0 o | w0 ||
[T : ! ! | i il
T P e e e e e e
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\VU041720\
Data File : VU0O37777.D

Acq On 17 Apr 2020 15:55

Operator : JC/MD

Sample : L2296-03DL 5X

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA .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... 3.07 3.0 ug/L 385236 1 6.28 631029 5.0
(DEL) Alkane: Str... 3.11 12.1 ug/L 1521270 1 6.28 631029 5.0
(DEL) Alkane: Str... 3.39 36.1 ug/L 4562350 1 6.28 631029 5.0
(DEL) Alkane: Str... 3.74 23.3 ug/L 2942640 1 6.28 631029 5.0
(DEL) Alkane: Str... 4.02 0.9 ug/L 112417 1 6.28 631029 5.0
(DEL) Alkane: Str... 4.13 0.8 ug/L 102021 1 6.28 631029 5.0
(DEL) Alkane: Str... 4.34 1.6 ug/L 195967 1 6.28 631029 5.0
(DEL) Alkane: Str... 4.47 1.1 ug/L 144991 1 6.28 631029 5.0
(DEL) Alkane: Cyc... 4_57 43.6 ug/L 5497440 1 6.28 631029 5.0
Benzene, propyl- 10.92 1.7 ug/L 349021 3 11.83 1024220 5.0
Benzene, l-ethyl-_.. 11.01 3.9 ug/L 805224 3 11.83 1024220 5.0
Benzene, 1,2,3-tr... 11.10 2.1 ug/L 433077 3 11.83 1024220 5.0
4-Heptanone, 2,6-... 11.25 7.7 ug/L 1580920 3 11.83 1024220 5.0
2-Heptanone, 4,6-... 11.57 0.7 ug/L 137041 3 11.83 1024220 5.0
Indane 12.11 1.6 ug/L 334315 3 11.83 1024220 5.0
1-Phenyl-1-butene 13.48 0.5 ug/L 102495 3 11.83 1024220 5.0
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