LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 1.617 76 86 98 rBv2 817967 930949 3.18% 0.569%
2 2.594 376 390 420 rVB3 236380 502584 1.71% 0.307%
3 3.073 522 539 541 rBVY 1242794 2043744 6.97% 1.250%
4 3.112 542 551 597 rVB 4147140 8677852 29.61% 5.307%
5 3.395 617 639 669 rBY 11179799 24654132 84.12% 15.079%
6 3.735 725 745 770 rBV 7202849 15898078 54.25% 9.723%
7 3.909 773 799 822 rBV2 374872 1389679 4.74% 0.850%
8 4.018 822 833 851 rVB 245698 590851 2.02% 0.361%
9 4.131 851 868 882 rBV 215783 539276 1.84% 0.330%
10 4.337 912 932 938 rBV 366936 978445 3.34% 0.598%

11 4.472 960 974 986 rBvV2 316066 749838 2.56% 0.459%
12 4.571 986 1005 1022 rVV 12339706 29307682 100.00% 17.925%
13 4.706 1023 1047 1075 rVB2 1526916 4191179 14.30% 2.563%
14 5.102 1156 1170 1183 rBV 164108 368004 1.26% 0.225%
15 5.353 1230 1248 1259 rBV 1535719 3422828 11.68% 2.093%

16 5.423 1259 1270 1287 rVB 1313327 2902448 9.90% 1.775%
17 5.761 1355 1375 1403 rVB2 356227 929700 3.17% 0.569%
18 6.282 1522 1537 1553 rBvV 340889 632888 2.16% 0.387%
19 6.722 1660 1674 1689 rBvV 228060 442419 1.51% 0.271%
20 7.925 2026 2048 2057 rBvV 457488 790302 2.70% 0.483%

21 7.996 2057 2070 2084 rVB 5355022 8885044 30.32% 5.434%
22 8.658 2260 2276 2314 rBV 721418 1228784 4._.19% 0.752%
23 9.468 2506 2528 2544 rBV2 1462169 3150649 10.75% 1.927%
24 9.591 2553 2566 2586 rVB 1186173 1878463 6.41% 1.149%
25 9.713 2590 2604 2634 rVB 2004312 3273253 11.17% 2.002%

26 10.118 2717 2730 2756 rVB 1105399 1747961 5.96% 1.069%
27 10.504 2834 2850 2862 rBV 409424 643769 2.20% 0.394%
28 10.922 2960 2980 2996 rBV 1247690 1906832 6.51% 1.166%
29 11.015 2996 3009 3014 rBV 2754477 4527336 15.45% 2.769%
30 11.105 3027 3037 3054 rVB 1536066 2343587 8.00% 1.433%

31 11.250 3064 3082 3091 rBV 5905805 8721698 29.76% 5.334%
32 11.307 3091 3100 3124 rVB 2185085 3411055 11.64% 2.086%
33 11.484 3132 3155 3171 rBV 6082786 9224980 31.48% 5.642%
34 11.574 3171 3183 3193 rBV 494783 761495 2.60% 0.466%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 11.761 3229 3241 3251 rBV 461077 721893 2.46% 0.442%

36 11.851 3251 3269 3278 rVV2 762769 1971255 6.73% 1.206%
37 11.909 3278 3287 3300 rVB 1639715 2507759 8.56% 1.534%
38 12.108 3336 3349 3367 rBV 1057556 1801588 6.15% 1.102%
39 12.208 3367 3380 3399 rVB5 668133 1482461 5.06% 0.907%
40 12.590 3486 3499 3508 rBVY 326202 503085 1.72% 0.308%

41 12.996 3608 3625 3633 rVvVv 207562 324353 1.11% 0.198%
42 13.050 3633 3642 3655 rVB 361562 557218 1.90% 0.341%
43 13.481 3765 3776 3791 rVB3 340389 585134 2.00% 0.358%
44 13.873 3886 3898 3914 rBV2 293204 487565 1.66% 0.298%
45 14.121 3960 3975 3996 rBVY 558220 914226 3.12% 0.559%

Sum of corrected areas: 163504321
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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\VU041620\
VU037747.D

16 Apr 2020 12:07

JC/MD

L2296-03

25mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR041420WMA _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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 6

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

3.07 16.15 ug/L 2043740 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 90
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
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): VU037747.D (-522) (-) m/z 43.05 100.00%
a3
5000
o o T MPTARN
47517 6367 86 : e '
0““NHMWMWMWMWMWMWNWML“Hmwﬁ4mwmwmwmwmwmw“wmw“ m/z 42.05 86.61%
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
5000 ERINE U A R SR
2.80 3.00 3.20 3.40
9 71 m/z 41.00 38.38%
7 39
0 15 ‘ Ul 5195 6267 86
BARARREES RELS AALSEEERE) RALAA AAAAY RARANMARAA RARLN AUREIARAS SURAE REESUSARSA BAMAR RARRE KARSA SUARE AARSN I A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 300 320 340
5000 m/z 71.10 24 _20%
27
39 71
ol 1 s 34 519 61 67 77 86
B N L) R ML) L) M) KL KLY KA BALAS LR M) WAL ALY AR S R MR
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- b e B
43 2.80 3.00 3.20 3.40
m/z 39.00 16.72%
5000
27 71
15 i 57
0 2 \ 831 ||l 53, 6367 86
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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 3

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

3.11 68.56 ug/L 8677850 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 47
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 28
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 23

Abundance Scan 550 (3.108 min): VU037747.D (-542) (-) m/z 43.10 100.00%
a3
5000 71
3 Y 280 300 320 340
53| 6367 778186 : : : :
0““mvmvmvmvmvmvmvmvJP”PNPMHLvmmemvmvamvmv“ m/z 42.10 42.21%
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-
43
5000 IS SRR RSN AR
27 71 2.80 3.00 3.20 3.40
39 m/z 71.10 41_76%
0 2 B . 53, \ 6367 | 86
miz--> T R s s R
Abundance
43
280 300 320 340
5000 m/z 41.00 38.09%
27 71
39 57
0 2 15 32 53 86
B AL L Ly Ay A LAY A ML) KAL) A AL LAY MR LA KL LAkt R LA B LA
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 LA Ry
43 2.80 3.00 3.20 3.40
m/z 57.10 17.36%
5000
71
27 39 55 86
15 ‘ 51| 6367
O T T T T ™ UL S R
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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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.

3.74 125.60 ug/L 15898100 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 91
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 42
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 37

Abundance Scan 746 (3.739 min): VU037747.D (-725) (-) m/z 57.05 100.00%
57
41
5000 /\
| 8 340 360 3.80 400
37| ||l454953||, 636771 7781 ‘
0”m“W“W“W“W“W“W“W”W“W“W”W“LLW“W“m“W“W“l“W“W' m/z 41.00 71.90%
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 SR RS SR R
3.40 3.60 3.80 4.00
29 86 m/z 43.05 64 .04%
o 15 37 || 4953 6165 't 77
miz--> B L T 15 % 25 30 35 40 45 20 5 60 65 70 75 80 85 90 98
Abundance
43 57
29 340 360 3.80 400
5000 m/z 56.05 50.42%
39 86
. 2 15 53 71
B L) LA L) L) AR LA KA ARE) AL ALS) SAA) LA AL WAL AR LRSI RALA LR MR B
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 e
57 3.40 3.60 3.80 4.00
43 m/z 42.05 32.61%
29
5000
39
86
2 1? 2 ‘ 53| 1
) e L Sk LA LA AN ALY ALY SAARA LA AR AL LA AL A AL A LA AR SRS RS NN LR
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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 14

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

4.02 4.67 ug/L 590851 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 90
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 78
3 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 78
4 2-Butene. 2.3-dimethvl- 84 C6H12 000563-79-1 78
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 78

Abundance Scan 834 (4.022 min): VU037747.D (-822) (-) m/z 69.10 100.00%
4 69
5000
84
53 3.60 3.80 4.00 4.20 4.40
3 507756 6265 |, 74 79
O“HP“W““P“W““P“W“#I“W“HPJWH“P“WJ'L“W““V“W““v“w' m/z 41.00 84.15%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1507: 2-Pentene, 4-methyl-, (2)-
41 69
5000 IR U A
3.60 3.80 4.00 4.20 4.40
27 84 m/z 84.10 33.48%
0 1518 | 3\ \44 ‘\ 6265\ | "
mz-> 5 10 15 20 25 30 35 40 45 s'o 5'5 60 65 70 75 80 85 90
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 24 .63%
84
27 55
0 38 51 6265
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1503: 2-Butene, 2,3—dimethy|— L B B NN R
41 69 3.60 3.80 4.00 4.20 4.40
m/z 67.05 9.05%
5000
84
27 55
o | 30 3$“44 51, |, 6265 | 747781
miz-> 5 10 15 20 25 30 35 40 45 55 §5 60 6% 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40

SOMUTRO41420WMA .M Fri Apr 17 14:34:22 2020 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 16

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

4.13 4.26 ug/L 539276 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 94
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (4.131 min): VU037747.D (-851) (-) m/z 41.00 100.00%
41 6P
55
5000 84 A /\
rrrreThr T T ET T T T T T
1 3.80 4.00 4.20 4.40
38 ||44 58 6265| 77 81
O rrrrrrererrerrreerrerrreree ot 4 158 8280 L TTeLL L s 69,05 98.29%
m/z-> 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)-
4 69
5000 55 USRS SRR AR
84 3.80 4.00 4.20 4.40
27 m/z 55.05 53.04%
3#\ | ﬁl‘\ 65\ !
O T T T T e e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 69
380 4.00 4.20 4.40
5000 55 84 m/z 84.10 49.91%
27
0 15 24 30 38 /45 °S1 6265 77 81
L L R RRRRA RAARA LAAAA RAALY LARRS LAY RERANRAALS LARAA RAAL) RANES RARN LRRRNRRLL) LARRA ALK N
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1514: 2-Pentene, 3-methyl-, (2)- R RERAN ana s ST EEA S
a1 69 380 4.00 4.0 4.40
m/z 39.00 30.94%
5000 55
84
27 ]\ /\
OP”W””PMP”W““P”Wﬁ%'L'“ﬁﬂﬁ””PmPhW““PmP“W”W“”I U SARBERRARE SRR RRARE
m/z-> 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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 9

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

4.34 7.73 ug/L 978445 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 78
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78

Abundance Scan 933 (4.340 min): VU037747.D (-912) (-) m/z 57.05 100.00%
57
43
5000 85
69 4.00 4.20 4.40 4.60
O 28l Sl 62 L 100 hs 43,05 59.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43 57
5000
8 400 420 4.40 4.60
29 m/z 41.00 46.57%
0 15 \‘ 3$‘ 51, 6369 77 | 100
mz> 10 20 30 40 50 60 70 8 90 100
Abundance
57
43 4.00 420 4.40 4.60
5000 85 m/z 56.10 43.13%
29
0 38 51 63 69 77 100
UL RN NI UL UL UL SR SUELELS SRR SURLLIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl- R e
43 4.00 420 4.40 4.60
57 m/z 85.05 41.66%
5000
0 15 || 3 51 ||, 63 69 100
m/z--> 10 20 30 40 5 60 70 8 9 100 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 12

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

4._.47 5.92 ug/L 749838 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 83
3 Hexane. 2-methvl- 100 C7H16 000591-76-4 72
4 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50

Abundance Scan 973 (4.469 min): VU037747.D (-960) (-) m/z 43.05 100.00%
43 57
5000
85
420 4.40 4.60 4.80
69
0...,....,....,..?7.|;|:..,51...:,‘.3:?..',...7?,....,....1?(.)..., m/z 57.10 87.67%
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 41.00 49_.12%
o 15 M 37 51 | 69 77 | 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
57
420 4.40 4.60 4.80
5000 m/z 56.05 47 .75%
0 15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3976: Hexane, 2-methyl- T
43 420 4.40 4.60 4.80
m/z 42.00 26.65%
5000 P
57
29
0 15 || 37 51 || 63 71 77 | 100
miz--> 10 20 30 40 50 60 70 8 90 100 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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: Cyclic4.57 Concentration Rank 1

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

4.57 231.54 ug/L 29307700 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 Cvclopropane. propvl- 84 C6H12 002415-72-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 1005 (4.571 min): VU037747.D (-986) (-) m/z 56.10 100.00%
56
5000 a1 69
o lus 52 | o165 | 7377 & 420 440 4.60 4.80 5.00
Otrrrrrrrrrrrprrrrrr T e et e m/z 41.00 50.96%
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 40.82%
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 4.60 4.80 5.00
5000 m/z 55.05 25.38%
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- R e e B
56 420 4.40 4.60 4.80 5.00
21 m/z 39.00 21.27%
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

SOMUTRO41420WMA .M Fri Apr 17 14:34:27 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.92 4.84 ug/L 1906830 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 91
3 Benzene. propvl- 120 C9H12 000103-65-1 91
4 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 64
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 56
Abundance Scan 2979 (10.918 min): VU037747.D (-2960) (-) m/z 91.10 100.00%
<l
5000
- 120
39 105 10.60 10.80 11.00 11.20
Olrrr prrrer bt e b e A e reaet || m/z 120.10 21 .49%
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 65.10 11.24%
39 | 105
A ) S 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 10.72%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
el 10.60 10.80 11.00 11.20
m/z 78.10 6.57%
5000
120
0 15 3\9 ) 6\5 | ‘ 195
miz> 20 40 60 80 100 120 140 160 150 200 230 240 240 280 10.60 10.80 11.00 11.20

SOMUTRO41420WMA .M Fri Apr 17 14:34:29 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Mesitylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.10 5.94 ug/L 2343590 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
4 Mesitvlene 120 C9H12 000108-67-8 95
5 Mesitylene 120 C9H12 000108-67-8 95
Abundance Scan 3035 (11.098 min): VU037747.D (-3027)d)(-) m/z 105.10 100.00%
105
5000 120
77 91
39 51 65 10.80 11.00 11.20 11.40
O e i B8 98l BAN L h777120.10  48.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
10.80 11.00 11.20 11.40
m/z 77.00 13.64%
27 3\9 5\1 58 65 I 9\1 L
O T T T T T T L e e
m/z--> 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 .42%
o 15 27 39 515565 1 9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, l,2,3—trimethy|— T T {‘l\l TTTTT T T

10.80 11.00 11.20 11.40
m/z 91.10 10.53%

5000

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

SOMUTRO41420WMA .M Fri Apr 17 14:34:30 2020 Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 4-Heptanone, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.25 22.12 ug/L 8721700 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 72
3 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 64
4 5-Nonanone 142 C9H180 000502-56-7 64
5 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
Abundance Scan 3082 (11.250 min): VU037747.D (-3064) (-) m/z 57.10 100.00%
57 85
5000
41
142 11,00 1120 1140 11.60
49 | 69 77 | 100109 127 1L
0'”P”W'”W””P”AJ'W”“P”W”'W””P”W'”W””P”W'”WL”P' m/z 85.10 84.21%
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
85
5000 LU SULILILE BULILE UL SRR
41 11,00 11.20 11.40 11.60
m/z 40.95 34.76%
29 ,y 142
0 5 0 69 . 100109 12
m/z--> 0 10 20 30 40 55 éo 70 80 90 100 110 120 130 140 150
Abundance
57 85
11,00 1120 11140 11.60
5000 41 m/z 58.10 25.21%
29
142
ol 2 i 49 69 77 100109 127
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19988: 4-Octanone, 2-methyl-
57 11.00 11.20 11.40 11.60
85 m/z 43.00 17.39%
5000 41
29
m/z--> 0 10 20 30 Jo 55 éo 75 80 90 160 110 120 150 140 150 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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, l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.31 8.65 ug/L 3411060 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 94
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3101 (11.311 min):VUO37747.D(—3091)d)(—) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Ol oy i 84 98 Ll T L T777120.10  30.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
20 . o1 m/z 77.05 12.57%
27 51
N U NSNS - = R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.05 12.00%
120
15 2 3 51665 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
11.00 11.20 11.40 11.60
m/z 79.05 9.59%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.48 23.40 ug/L 9224980 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 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
Abundance Scan 3154 (11.481 min):VUO37747.D(—3132%) ) m/z 105.10 100.00%
105
5000 120
39 51 65 o1 11.20 11.40 11.60 11.80
o..,....,....,....',-....i'..??,.-.'..,...|:,....,...9.8,.'.-!.,1.1?.-.|,'....,. m/z 120.10 44.68%
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
11.20 11.40 11.60 11.80
m/z 77.10 13.40%
Jas 2 % Sstsges T g | |
mz-> 1 % 3 40 % 60 70 80 90 100 110 130 130
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 11.88%
27 s Slgges 1 91
e R A RN RS RARRS RARAS MRS RS LSS SRR LARAN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 10.60%
120
5000
ol 15 27 39 51 58 65 7& 84 9} 98 ||
m/z--> 10 20 30 40 §0 eb 70 80 90 100 110 150 130 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 15 2-Heptanone, 4,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.57 1.93 ug/L 761495 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 47
3 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 43
4 Hexane. 3-ethvl- 114 C8H18 000619-99-8 38
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
Abundance Scan 3182 (11.571 min): VU037747.D (-3171) (-) m/z 43.00 100.00%
a3
58
5000
69 85
109 11.20 11.40 11.60 11.80
0...,....,....,....',!:..5,9.'.'|.|,...-.‘,'..7.?,.'...,...??....',....,..1.2.7,....1,‘.‘.2..,. m/z 58.05 58.28%
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 32.51%
0"w'%?'v"hl'“'M"“|'“lh"”'ﬁ"'vh"l“'??"}ﬂ?"w'}?z"'w""v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
1120 1140 11,60 11.80
5000 m/z 69.10 31.63%
58
27

T g5 99 114

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7495: 2-Hexanone, 5-methyl- I A REREE EEE E
43 11.20 11.40 11.60 11.80
m/z 84.10 30.74%
5000
58
15 27
‘ ‘\\ ‘ in MM 7‘1 8‘1 99 114 A
O e e e e P e e e L e N EEmaE
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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Benzene, 2-propenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.11 4_.57 ug/L 1801590 1,4-Dichlorobenzene-d4 11.83
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 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 76
4 Indane 118 C9H10 000496-11-7 68
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 3350 (12.111 min): VU037747.D (-3336) (-) m/z 117.10 100.00%
117
5000
2 s 68 105 . 1150 1200 12.20 1240
o“,“”,“.w“.h”.qm.hmhw.u”?ﬂmL?ﬁmhw”JA.”w.hw.. m/z 118.10 55.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8961: Benzene, 2-propenyl-

ll.l80 12.00 12!20 12.40
m/z 115.10  33.66%

5000

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

117
11.80 12.00 12.20 12.40
5000 m/z 91.10 17 .56%
91
15 27 39 51 63 77 103110

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-

117 11.80 12.00 12.20 12.40

m/z 119.10 11.69%

5000

39
7 5158 65 77 o

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\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 18 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.59 1.28 ug/L 503085 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 3499 (12.590 min): VU037747.D (-3486) (-) m/z 119.05 100.00%
119
5000
134
39 51 gg 65 77 il 98105 127 12.20 12.40 12.60 12.80 13.00
Obrrrrrrr e e gt b ot el e || M/z 134.10  28.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80 13.00
T m/z 91.10 16.75%
0 ..,.%.5.,..?.7,...:??....5,%..5.8,.??.,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.55%
01 134
77 105
oL 15 27 39 51 5g 65 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 77.00 9.70%
5000
91 134
7 105
L5 21 3 Sleg® | | og " || 127 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.00 0.82 ug/L 324353 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3626 (12.999 min): VU037747.D (-3608) (-) m/z 119.10 100.00%
119
5000 134
91
39 51565 77 | 105 127 12.60 12.80 13.00 13.20 13.40
o} A0 S SRS NSNS 1 | 1A m/z 134.10 47.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
91 m/z 91.05 16.56%
)15 21 % Slgg 6 77 108 || 107 |,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 m/z 120.10 9.73%
91 134
77
. 15 28 39 51 565 og 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 115.10 8.94%
5000
91 134
9 5165 105
0"P%?I”%l'“ﬂﬁ”'ﬂ”?iﬂ”l”jm'”“i'”IMhW'MML'”I””W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.05 1.41 ug/L 557218 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3642 (13.050 min): VU037747.D (-3633) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 | 103 148 12.80 13.00 13.20 13.40
Obrrprerrprrrr et fiee b m/z 134.10 43.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
12.80 13.00 13.20 13.40
o1 m/z 91.10 16.62%
15 27 \4\1 51 6\5 7\7 ‘ 195 L] s
> 15 26 3 40 B 5 8o 8 100 14 116 130 190 10
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.10 10.45%
15 27 39 51 65 77 o 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 77.05 9.20%
134
5000
G A N N
o) AN ‘....“k‘... .‘ﬁ‘.. ...‘ﬁ‘ SN R A P | A | E——
m/z--> 16 25 §0 Jo 55 eb fo éo 95 160 110 150 1§o 140 1éo 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU041620\
Data File : VU037747.D

Aca On : 16 Apr 2020 12:07

Operator : JC/MD

Sample : L2296-03

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 21 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.48 1.48 ug/L 585134 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 95
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 93
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 92
Abundance Scan 3776 (13.481 min): VU037747.D (-3765) (-) m/z 117.10 100.00%
147
5000
132
91
39 51 65 17 103 ‘ |‘ 13.20 13.40 13.60 13.80
Ol et et ot el il TmZZz 119.10 68 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 SRR B SN BN
91 13.20 13.40 13.60 13.80
51 g 77 m/z 132.10 34 .96%
41 | ss)| | s | 980 |
O'W'“'w'“l“'w”“'“““lw"'“w'“”"“lm“w'“'w'ﬂnm'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 13.20 13.40 13.60 13.80
5000 m/z 115.10 32.60%
91
39
27 51 63 77
15 gg 105
0‘
wmmwﬁmwﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene
117 13.20 13.40 13.60 13.80
m/z 134.05 29.60%
5000 132
91
39 51 g5 77 ‘
0..,....,..?‘.7,....‘,....,‘a‘a?ﬁ.‘:‘..,...‘l .8ﬂ.‘,a.28,:1‘35.,..l.,...l‘,‘.‘...,.. AR AR RS masmew 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\VU041620\
Data File : VU037747.D

Acq On : 16 Apr 2020 12:07

Operator : JC/MD

Sample - L2296-03

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 16.1 ug/L 2043740 1 6.28 632888 5.0
(DEL) Alkane: Str... 3.11 68.6 ug/L 8677850 1 6.28 632888 5.0
(DEL) Alkane: Str... 3.74 125.6 ug/L 15898100 1 6.28 632888 5.0
(DEL) Alkane: Str... 4.02 4.7 ug/L 590851 1 6.28 632888 5.0
(DEL) Alkane: Str... 4.13 4.3 ug/L 539276 1 6.28 632888 5.0
(DEL) Alkane: Str... 4.34 7.7 ug/L 978445 1 6.28 632888 5.0
(DEL) Alkane: Str... 4.47 5.9 ug/L 749838 1 6.28 632888 5.0
(DEL) Alkane: Cyc... 4.57 231.5 ug/L 29307700 1 6.28 632888 5.0
Benzene, propyl- 10.92 4.8 ug/L 1906830 3 11.83 1971260 5.0
Mesitylene 11.10 5.9 ug/L 2343590 3 11.83 1971260 5.0
4-Heptanone, 2,6-... 11.25 22.1 ug/L 8721700 3 11.83 1971260 5.0
Benzene, l-ethyl-_.. 11.31 8.7 ug/L 3411060 3 11.83 1971260 5.0
Benzene, 1,2,3-tr... 11.48 23.4 ug/L 9224980 3 11.83 1971260 5.0
2-Heptanone, 4,6-... 11.57 1.9 ug/L 761495 3 11.83 1971260 5.0
Benzene, 2-propenyl- 12.11 4.6 ug/L 1801590 3 11.83 1971260 5.0
Benzene, 2-ethyl-... 12.59 1.3 ug/L 503085 3 11.83 1971260 5.0
Benzene, 1,2,4,5-... 13.00 0.8 ug/L 324353 3 11.83 1971260 5.0
Benzene, 1,2,3,4-... 13.05 1.4 ug/L 557218 3 11.83 1971260 5.0
Benzene, 2-etheny... 13.48 1.5 ug/L 585134 3 11.83 1971260 5.0

SOMUTRO41420WMA_M Fri Apr 17 14:34:42 2020 Page: 23



