LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMUTR053120WMA .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 2.636 393 403 417 rBV 155588 263096 1.22% 0.242%
2 3.433 637 651 665 rBV 121856 261375 1.21% 0.240%
3 4.617 1003 1019 1041 rVvB3 96632 239359 1.11% 0.220%
4 4.771 1041 1067 1124 rBv2 251397 1082625 5.02% 0.994%
5 5.173 1177 1192 1202 rBV 174467 386570 1.79% 0.355%
6 5.478 1271 1287 1299 rBv3 183255 464459 2.15% 0.426%
7 5.552 1299 1310 1329 rVB 213796 473051 2.19% 0.434%
8 5.813 1374 1391 1398 rBv2 380512 878495 4_.07% 0.806%
9 5.861 1398 1406 1419 rVV 689763 1424170 6.60% 1.307%
10 5.932 1419 1428 1439 rVVv3 157742 331092 1.53% 0.304%

11 6.324 1535 1550 1577 rVB 371433 700032 3.24% 0.643%
12 6.761 1672 1686 1695 rBv2 221087 446304 2.07% 0.410%
13 6.822 1697 1705 1716 rVB3 125543 251778 1.17% 0.231%
14 7.941 2044 2053 2064 rVB 400366 674645 3.13% 0.619%
15 8.012 2064 2075 2090 rBV 1087207 1836785 8.51% 1.686%

16 8.678 2264 2282 2296 rBV 736684 1361470 6.31% 1.250%
17 9.449 2509 2522 2524 rBV 528701 763190 3.54% 0.701%
18 9.475 2525 2530 2544 rVB 788012 1248018 5.78% 1.146%
19 9.597 2556 2568 2592 rBV 2659765 4452375 20.63% 4._.087%
20 9.719 2592 2606 2624 rBV 12829119 21586434 100.00% 19.815%

21 10.124 2715 2732 2758 rVB 8556450 13858634 64.20% 12.721%
22 10.504 2833 2850 2864 rBV 526810 879526 4_.07% 0.807%
23 10.587 2864 2876 2895 rVB 976799 1617932 7.50% 1.485%
24 10.777 2924 2935 2946 rBV 201411 338870 1.57% 0.311%
25 10.922 2965 2980 2997 rVB 1467796 2495033 11.56% 2.290%

26 11.015 2997 3009 3014 rBV 1980640 3268575 15.14% 3.000%
27 11.105 3027 3037 3056 rVB 1484912 2275773 10.54% 2.089%
28 11.247 3071 3081 3089 rBvV 198861 294099 1.36% 0.270%
29 11.308 3089 3100 3113 rVB 1490307 2282706 10.57% 2.095%
30 11.481 3141 3154 3170 rVB 5340247 8197548 37.98% 7.525%

31 11.825 3248 3261 3275 rBV3 609524 1274736 5.91% 1.170%
32 11.909 3277 3287 3298 rVB 2096315 3225053 14.94% 2.960%
33 12.108 3332 3349 3367 rVV2 1561037 2838235 13.15% 2.605%
34 12.224 3367 3385 3403 rVB5 1855004 4535178 21.01% 4.163%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

35 12.391 3424 3437 3453 rVB 352764 585657 2.71% 0.538%

36 12.478 3453 3464 3470 rBV 335226 554591 2.57% 0.509%
37 12.510 3471 3474 3481 rVV 216338 257824 1.19% 0.237%
38 12.558 3481 3489 3492 rVV 370779 526405 2.44% 0.483%
39 12.584 3493 3497 3505 rVvVv 534839 770183 3.57% 0.707%
40 12.700 3523 3533 3553 rvv4 327145 913364 4.23% 0.838%

41 12.838 3568 3576 3585 rVvvVv 570796 909170 4.21% 0.835%
42 12.896 3585 3594 3606 rVB 343499 567456 2.63% 0.521%
43 12.992 3607 3624 3633 rBVY 956174 1504317 6.97% 1.381%
44 13.047 3633 3641 3657 rVB 674290 1049829 4._86% 0.964%
45 13.160 3659 3676 3690 rBV5 108610 300245 1.39% 0.276%

46 13.317 3715 3725 3737 rVB 567248 859426 3.98% 0.789%
47 13.478 3765 3775 3789 rVB2 1316882 2150710 9.96% 1.974%
48 13.642 3816 3826 3842 rVB4 129533 325585 1.51% 0.299%
49 13.883 3886 3901 3910 rBV2 704632 1376205 6.38% 1.263%
50 14.115 3962 3973 3995 rVB 366327 627271 2.91% 0.576%

51 14.597 4113 4123 4145 rVB 276915 488114 2.26% 0.448%
52 14.848 4180 4201 4216 rBV 312326 608336 2.82% 0.558%
53 15.047 4248 4263 4271 rBV4 105276 222494 1.03% 0.204%
54 15.121 4272 4286 4297 rVV5 157655 378924 1.76% 0.348%
55 16.005 4539 4561 4587 rVB 393780 759595 3.52% 0.697%

56 16.150 4588 4606 4629 rBV 3820003 6100003 28.26% 5.599%
57 16.844 4812 4822 4843 rBV2 209164 376564 1.74% 0.346%
58 16.970 4851 4861 4871 rBV 128267 219940 1.02% 0.202%

Sum of corrected areas: 108939429
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU038591.D
1.2e+07

le+07
8000000
6000000
4000000

2000000

6
2.64 3.43 4.624.77 517 5.8%5 53&93 6.32 6,

s e~ G , , :
Time-->  1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: VU038591.D
9|72

1.2e+07

1e+07
10.12
8000000

6000000 11.48

4000000
9.60

2000000 1065 1111 31 12.11
e 8,68 S 1018 1
5.82 il A M% R,lO_J\

L L o e LV ALY AL L PN,

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11. OO 11 50 12.00
Abundance TIC: VU038591.D

1.2e+07

1e+07
8000000
6000000
4000000 16.15
2000000422

1348
12% 1% 13.64 F014.1 14.60 14.85(515512 16.01 16.86.97
0 ‘L*/\ 7 ‘.—/\.‘T‘/.\ ———L—— s e

Time--> 12. 50 13. 00 13 50 14.00 14.50 15.00 15. 50 16.00 16.50 17.00 17. 50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic4.62 Concentration Rank 26

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

4.62 1.71 ug/L 239359 1,4-Difluorobenzene 6.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclohexane 84 C6H12 000110-82-7 87
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
5 Cyclohexane 84 C6H12 000110-82-7 72

Abundance Scan 1020 (4.620 min): VU038591.D (-1003) (-) m/z 56.10 100.00%
56
5000 a1 69
84
420 4.40 4.60 4.80 5.00
51
o........,....,....,....,....,....,....,....,??I;.I.'.,....,:.n!:..,...‘.3,‘?!:.-....,...7:9,.:.1,....,...., m/z 41.00 49.65%
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
o8 o m/z 69.05 42 .61%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
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 4.40 4.60 4.80 5.00
5000 m/z 55.05 24 .04%
69
21 84
o 1 15 3337 51 6165 77
RALLRLR) e LARY AL LAY LALLA L) RALK) LA RALR) WAL LAY LAALA RS NARR) MR AR KA LA AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1457: Cyclohexane
56 420 4.40 4.60 4.80 5.00
41 84 m/z 38.95 22 .05%
5000 7
69
0 2 1\5 | | ?\1\\ l 6165\ ‘ 77 1
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 15

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

5.55 3.38 ug/L 473051 1,4-Difluorobenzene 6.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 95
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 72

Abundance Scan 1309 (5.549 min): VU038591.D (-1299) (-) m/z 56.05 100.00%
56
43
5000 71
85 100 5.20 540 5.60 5.80
0...,....,....,...3.%!:..?1.'.'.-,.‘.*:’.,l...??..'..,....i...., m/z 43.10  75.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3992: Pentane, 2,3-dimethyl-
43 56
5000
29 71 5.20 540 5.60 5.80
m/z 57.10 64 .86%
0 15 37L 50 || es || 77 8 100
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43 56
5.20 540 5.60 5.80
5000 m/z 41.05 63.83%
71
29
0 37 50 63 77 & 100
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3993: Pentane, 2,3-dimethyl-
4 56 5.20 540 5.60 5.80

m/z 71.05 40.62%

5000
29 71
\‘ 37 ‘ 49 ||| 65| 77 8 100
) NN S N 1P S PR 5 | PR £ A NS & -

m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 1,5-Cyclooctadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.59 10.60 ug/L 1617930 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvclooctadiene 108 C8H12 000111-78-4 87
2 1.5-Cvclooctadiene. (Z.2)- 108 C8H12 001552-12-1 83
3 Platinum. bisl(1.2.5.6-.eta.)-1.... 411 C16H24Pt 012130-66-4 78
4 1.5-Cvclooctadiene 108 C8H12 000111-78-4 72
5 1,5-Cyclooctadiene, (E,E)- 108 C8H12 017612-50-9 64
Abundance Scan 2877 (10.591 min): VU038591.D (-2864) (-) m/z 54.05 100.00%
[}
80
5000
L] e 10.20 10.40 10.60 10.80 11.00
0 e B s B m/z 67.05 94 .93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5409: 1,5-Cyclooctadiene
54
5000 80 AL AR SUNLA
10.20 10.40 10.60 10.80 11.00
27 m/z 80.10 55.18%
Ll o8
0..“.lih‘.“.‘.‘.‘l‘....|....|.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
54
A"'”I'”'I”"P"W"
10.20 10.40 10.60 10.80 11.00
5000 80 m/z 79.05 53.76%
108
L L L WL U UL UL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #215989: Platinum, bis[(1,2,5,6-.eta.)-1,5-cyclooctadiene]-
10.20 10.40 10.60 10.80 11.00
m/z 39.00 47 .81%
5000 80
27
108
ol J ﬂ | 129 154178202 248271 303 357 411
m/z--> 50 100 150 200 250 300 350 400 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, propyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.92 9.79 ug/L 2495030 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 90
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64

Abundance Scan 2979 (10.919 min): VU038591.D (-2965) (-) m/z 91.05 100.00%
o
5000
120
65 10.60 10.80 11.00 11.20
39 105
Obrrr el .,....!..?.3,7....,..?.7,7..1.9?2]97.. 28528 1 Tm/z 120.10 21.32%
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 92.10 10.89%
15 % 105
O'HV““LJ“V'JV'LVH'V“'V“"“"“"“"“"“w'“w'“
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 65.10 10.33%
120
3 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 78.05 6.37%
5000
120
oL15 39 65 | 105
miz> 20 40 60 80 100 150 140 160 180 200 250 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.02 12.82 ug/L 3268580 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. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3011 (11.021 min): VU038591.D d§_2997) ) m/z 105.10 100.00%
105
5000
120
77 91 T a0 1100 1190 1140
39 51 cq 65 10.80 11.00 11.20 11.40
Olrerrrrprrrerredrrre o et b WL MR 140 T777120.10 0 30.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.80 11.00 11.20 11.40
m/z 91.10 11.96%
s 27 3 soes 7T

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

105

10.80 11.00 11.20 11.40
5000 m/z 77.05 11.82%
120

s 27 3 51 65 7 91

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

Abundance #9425: Benzene, 1-ethyl-2-methyl-

105 10.80 11.00 11.20 11.40
m/z 106.05 8.55%
5000
120
27 39 51 65 77 91

Oberprrrr et e e e 28 A8 SENNSNIDS I VA A" |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.11 8.93 ug/L 2275770 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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
Abundance Scan 3039 (11.111 min):VUO38591.D(d;3027) ) m/z 105.10 100.00%
105
5000 120 ﬁ ? !
7 91
39 51 g5 10.80 11.00 11.20 11.40
Ol et 84 9B L B 134 h757100.10  48.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9399: Mesitylene
105
120
5000
10.80 11.00 11.20 11.40
. m/z 77.05 12.96%
ol 15 21 3\9 Slsg 65 | 9\1 98 It
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.10 12.84%

27 39 5lgges 1 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-

:

10.80 11.00 11.20 11.40
m/z 91.05 10.61%

5000

g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.25 1.15 ug/L 294099 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 90
3 4-Octanone. 2-methvl- 142 C9H180 007492-38-8 72
4 4-Heptanone. 2-methvl- 128 C8H160 000626-33-5 64
5 5-Nonanone 142 C9H180 000502-56-7 59
Abundance Scan 3082 (11.250 min): VU038591.D (-3071) (-) m/z 57.10 100.00%
57
5000
41
142
69 100 127 11.00 11.20 11.40 11.60
o...,....,....,....,....|,~.'|...,..-.-.|,....',..7..7,..:.,....i...?,l.l...,...'.,....,!...,. m/z 85.10 93.14%
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 UL SUMLILE SUNL BRI B
41 11.00 11.20 11.40 11.60
m/z 41.05 34.72%
29 oy 142
0 5 0 69 . 100109 12
m/z--> 0 10 20 30 40 55 éo 75 80 90 100 110 120 130 140 150
Abundance
57 85
11.00 11.20 11.40 11.60
5000 41 m/z 58.10 25.54%
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 42.95 16.76%
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

SOMUTRO53120WMA .M Mon Jun 08 14:12:33 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Benzene, l-ethyl-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.31 8.95 ug/L 2282710 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 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-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3101 (11.311 min): VU038591.D (-3089) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Ol prrr e ey ik 84 OB L B Tm/z 120.10  29.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.10 12.09%
77 % Sleges g Mg | ng
O R R R e R R R e E e e o T o e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 11.94%
120
15 27 39 51565 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 11.00 11.20 11.40 11.60
m/z 79.05 9.75%
120
5000
J s 2 3 Steges g g | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60

SOMUTRO53120WMA .M Mon Jun 08 14:12:34 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.48 32.15 ug/L 8197550 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 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3154 (11.481 min): VU038591.D (-3141) (-) m/z 105.05 100.00%
105
5000 120
7 91
39 51 65 11.20 11.40 11.60 11.80
Ol e oo e 84 L B B 136 L Rs57150.10 0 44.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
. m/z 77.05 12.56%
ol 15 21 39 sleges U Slgg ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.10 11.70%

77
15 27 39 515865 8a °% og

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 91.05 10.48%
120
5000
7 91
o 15 27 39 515865 | 84" 93, |
A B o o R o S N Ra )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80

SOMUTRO53120WMA .M Mon Jun 08 14:12:35 2020 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, 1,2,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.91 12.65 ug/L 3225050 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 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3287 (11.909 min): VU038591.D (-3277) (-) m/z 105.10 100.00%
105
5000 120
PG
791 11.60 11.80 12.00 12.20
39 51 63
Oy bt bl 289214 TRs57150.10 0 42.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 UL U LA UL SUES
11.60 11.80 12.00 12.20
m/z 77.05 12.35%
o 1527 %5t es O
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
120 11.60 11.80 12.00 12.20
5000 m/z 91.10 9.77%
15 27 39 51 g5 /7 91
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 119.10 9.60%
5000 120
15 27 3? 5} & 7ﬁ gﬁ I
0||||ﬁ||‘||‘|‘|‘|‘|||‘|||||||‘|H|||||||||||||||||||||
m/z--> ﬁo Jo eb 85 160 150 150 1éo 1éo 260 250 11.60 11.80 12.00 12.20

SOMUTRO53120WMA .M Mon Jun 08 14:12:36 2020

Page: 13



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.11 11.13 ug/L 2838240 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 70
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 70
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Indane 118 C9H10 000496-11-7 64
Abundance Scan 3350 (12.111 min): VU038591.D (-3332) (-) m/z 117.10 100.00%
117
5000
91 105
39 51 63 77 134 11.80 12.00 12.20 12.40
0...,....,....,....',....i'...!,:'.'..,...'.",....',|....,:'::.,..! 226 L A8l "m/z 118.05 56.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane

2\
LI I O I O

11.80 12.00 12.20 12.40
m/z 115.10 35.36%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.80 12.00 12.20 12.40
5000 o m/z 119.10 29.58%

39 51 65 78 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8962: Benzene, 1-propenyl-
1

11.80 12.00 12.20 12.40
m/z 105.05  26.75%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40

SOMUTRO53120WMA .M Mon Jun 08 14:12:37 2020 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1l-methyl-4-propyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.39 2.30 ug/L 585657 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 91
Abundance Scan 3437 (12.391 min):vuo38591.D(-d:;3424) ) m/z 105.10 100.00%
105
5000
- 134
39 51 65 91 115 12.00 12.20 12.40 12.60 12.80
0...,....,....,....-,....,-....,.-.-..,...'.-',.8.‘?.,':...,.'.-!.,..-..-,..1.2.7,.]-..,... m/z 134.15 21.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000
12.00 12.20 12.40 12.60 12.80
-7 134 m/z 76.95 10.65%
o 15 27 39 51 & | log | 115 157 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
12.00 12.20 12.40 12.60 12.80
5000 m/z 106.10 9.45%

134
27 77
15 39 51 g5 65 84 9 o8 | 112119126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105 12.00 12.20 12.40 12.60 12.80
m/z 91.10 7.86%
5000
77 91 134
oL 15 27 3 Slsges | | 119

T T T T R T T T e e R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60 12.80

SOMUTRO53120WMA .M Mon Jun 08 14:12:38 2020 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 2-ethyl-1,4-dimethyl- Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
12.48 2.18 ug/L 554591 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 95
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 3465 (12.481 min): VU038591.D (-3453) (-) m/z 119.10 100.00%
119
5000
134
91
9 51 65 77 1?5 > 12.20 12.40 12.60 12.80

o} N ] NS AN RS S 1 NN S m/z 134.20 32.25%
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
12.20 12.40 12.60 12.80

m/z 91.10 17.73%

01
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
5000 m/z 105.10 14.03%
91 134
” 105
o 15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.20 12.40 12.60 12.80

m/z 77.10 10.05%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTRO53120WMA .M Mon Jun 08 14:12:39 2020 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1l-ethyl-2,4-dimethyl- Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.51 1.01 ug/L 257824 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 3474 (12.510 min): VU038591.D (-3471) (- m/z 119.10 100.00%

119

5000
134
77 91
51 103 12.20 12.40 12.60 12.80
Obrrr o A28 Tm/Z 134.15 31.79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-

119

5000
12.20 12.40 12.60 12.80

m/z 91.10 13.35%

04
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
5000 m/z 77.05 10.91%
134
39 77 91 105
15 2 ol 55 65 98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-

119 12.20 12.40 12.60 12.80
m/z 120.10 9.93%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTRO53120WMA .M Mon Jun 08 14:12:41 2020 Page: 17



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 3-Methoxy-3-phenylpropyl ch... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.06 ug/L 526405 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-3-phenvipropvl chloride 184 C10H13CIO0 1000370-35-5 83
2 Benzene. (3-iodo-1-methoxvpropvl)- 276 C10H1310 1000327-31-9 78
3 2-Methvl-6-propviphenol 150 C10H140 003520-52-3 72
4 Benzene. (1.2-dimethoxvethvl)- 166 C10H1402 004013-37-0 72
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 72
Abundance Scan 3490 (12.562 min): VU038591.D (-3481) (-) m/z 121.10 100.00%
141
5000
91
77 W"”I'”'I”"P"W[
37 51 I 105 150 12.20 12.40 12.60 12.80
e m/z 91.10 27.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48297: 3-Methoxy-3-phenylpropy! chloride
121
5000
77 o1 12.20 12.40 12.60 12.80
m/z 77.00 20.32%
ol 2 o L ‘ 105 1 147 184
IIII""I""I""I"''I""I""I""IIIII A S S S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
121
12.20 12.40 12.60 12.80
5000 m/z 122.10 8.72%
77 91
0 32 51 105 147 276
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23719: 2-Methyl-6-propylphenol A ,{
121 12.20 12.40 12.60 12.80
m/z 105.10 8.02%
5000
77 91 150
o | | o
I e e e pard I EasagtspAp At A

SOMUTRO53120WMA .M Mon Jun 08 14:12:42 2020 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1l-ethyl-3,5-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.58 3.02 ug/L 770183 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
2 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
3 Benzene. 1-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
4 Benzene., 1l-ethvl- 3 5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 3496 (12.581 min): VU038591.D (-3493) (-) m/z 119.10 100.00%
119
5000
134
39 65 79 105 12.20 12.40 12.60 12.80
Ol e et el A2 Tm/z 134.20  28.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 120.10 9.61%
ol 15 27 30 515565 77 o gg10° e
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 1§0 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 6.49%
134
39 91
N 27 51 53 65 77 g4 " 95105 127
Wmmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 117.10 6.47%
5000
134
91
ol 15 27 39 515565 77 105 | 127 |
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 150 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1l-methyl-2-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.58 ug/L 913364 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 81
2 Indan. 1-methvl- 132 C10H12 000767-58-8 76
3 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 74
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 72
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
Abundance Scan 3533 (12.700 min): VU038591.D (-3523) (-) m/z 117.10 100.00%
117
5000
o 132
39 51 65 77 12.40 12.60 12.80 13.00
o 108 148 207 m/z 115.05  32.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117
132
5000
12.40 12.60 12.80 13.00
91 m/z 132.15 26.40%
S
o) E—— ..“.‘. ‘l...” S PR T | .l‘.‘. N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
12.40 12.60 12.80 13.00
5000 m/z 119.05 22.82%
132
91
27 39 51 65 77 103
Ob e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117 12.40 12.60 12.80 13.00
m/z 91.10 16.06%
5000 132
91
15 27 39 91 63 77| 108 |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 4-chloro-1,2-dimet... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.84 3.57 ug/L 909170 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 95
2 Benzene. 4-chloro-1.2-dimethvl- 140 C8HOCI 000615-60-1 95
3 Benzene. l1-chloro-2.3-dimethvl- 140 C8HOCI 000608-23-1 94
4 m-Xvlene. 5-chloro- 140 C8H9CI 000556-97-8 94
5 Benzene, 4-chloro-1,2-dimethyl- 140 C8HOClI 000615-60-1 94
Abundance Scan 3577 (12.841 min): VUO3859%J).D (-3568) (-) m/z 105.10 100.00%
105
5000 140
51 77 125
39 63 89 12.60 12.80 13.00 13.20
Obrrrrrrrprerr ey ..:L...,:'...,..-':|:',....',..9.?,~:.-!.,1.?‘.‘.,..|.'.,.-...','!..1.?9..., m/z 140.10 41.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18615: Benzene, 4-chloro-1,2-dimethyl-
105
5000 140 "' 12160 1280 13.00 13.20
51 77 125 m/z 125.05 23.32%
27 39 ‘ 63 89
CIII""I""I"'a‘l""“'"Il""l"w'l‘l""‘I"g"7IHl'l""I""'I""‘I‘l'"I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
"' 12160 1280 13.00 13.20
5000 140 m/z 77.05 21.00%
125
51 77
ol 15 27 39 63 89 97 ' 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18614: Benzene, 1-chloro-2,3-dimethyl-
105 12.60 12.80 13.00 13.20
m/z 51.00 15.77%
5000 140
51 77 125
0 15 27 3\9 1, 6\3 H‘H 8\9 97 Al 113 ‘ \‘
m/z--> 15 26 35 45 56 eb 75 85 95 100 1io 150 1§o 150 1%0 ! 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 o-Cymene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.90 2.23 ug/L 567456 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 p-Cvmene 134 C10H14 000099-87-6 91
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 3595 (12.899 min): VU038591.D (-3585) (-) m/z 119.10 100.00%
119
5000
134
77 ot ‘ 12.60 12.80 13.00 13.20
39 51 65 103 : : . .
Ol e g 20 el S b e bl 228 Tm/z 134.20 29 14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119
5000
12.60 12.80 13.00 13.20
o1 134 m/z 91.10 16.59%
. 27 # s1sg 8 77| 103 || 197
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
5000 m/z 120.10 9.80%
134
91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14807: p-Cymene
119 12.60 12.80 13.00 13.20
m/z 117.10 8.98%
5000
134
91
J s 2 4 s 65 774 | 1083y )| 17 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 11
R.T. EstConc Area Relative to ISTD R.T.
12.99 5.90 ug/L 1504320 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 96
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3623 (12.989 min): VU038591.D (-3607) (-) m/z 119.10 100.00%
119
5000 134
39 77 o1 12.60 12.80 13.00 13.20 13.40
51 65 103 : : : : :
o..,....,....,....',....,....,..'..,...'.,....,|....,....1,1.1.'.'.,'....,.'.'..,...1.4,?...,. m/z 134.20 47.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
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 17.03%
15 27 % 81 65 7T | a3 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.15 9_54%
91
ol 15 27 41 51 65 7 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 133.20 9.04%
5000 134
15 27 % soes T a0 |
0” S — \”” PR NSENERF USEN [T S N ”\” SN — ”\” S
m/z--> fo ﬁo 35 45 55 eb 75 éo do 160 1i0 150 150 110 1%0 ' 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\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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, 1,2,3,5-tetramethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.05 4.12 ug/L 1049830 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3642 (13.050 min): VU038591.D (-3633) (-) m/z 119.10 100.00%

119

5000

12.80 13.00 13.20 13.40
m/z 134.20  44.40%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

5000
12.80 13.00 13.20 13.40

m/z 91.10 17.16%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

119
134 12.80 13.00 13.20 13.40
5000 m/z 121.05 11.11%
91
5 27 39 51 65 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14869: Benzene, 1,2,3,4-tetramethyl-  Ea ,./\. e
12.80 13.00 13.20 13.40

m/z 133.20 10.34%

5000

91

15 27 4151 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 Benzene, 1,3-dichloro-2-met... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.16 1.18 ug/L 300245 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dichloro-2-methvl- 160 C7H6CI2 000118-69-4 97
2 Benzene. 1.3-dichloro-2-methvl- 160 C7H6CI2 000118-69-4 97
3 Benzene. 2.4-dichloro-1-methvl- 160 C7H6CI2 000095-73-8 96
4 Benzene. 1.2-dichloro-3-methvl- 160 C7H6CI2 032768-54-0 96
5 Benzene, 1,3-dichloro-2-methyl- 160 C7H6CI2 000118-69-4 96
Abundance Scan 3676 (13.160 min): VU038591.D (-3659) (-) m/z 125.10 100.00%
b5
5000
160
o3 T 148
44 73 9 41 12.80 13.00 13.20 13.40
0 5 171 184 m/z 160.10 32.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31192: Benzene, 1,3-dichloro-2-methyl-
125
5000 UM AR SUULLN SN
89 160 12.80 13.00 13.20 13.40
63 m/z 127.10 31.36%
oL 27 350 | 7B 909 135
miz--> B 4 e 80 10 10 140 160 180
Abundance
125
12.80 13.00 13.20 13.40
5000 - 160 m/z 89.00 30.04%
" 63
oLas 2z T Pawe s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31194: Benzene, 2,4-dichloro-1-methyl-
125 12.80 13.00 13.20 13.40
m/z 133.05 26.83%
5000
89 160
Ouuul?(?..“l‘l.h.H...|.”.‘..‘l.1.09..|‘l‘.:l;3.5|....‘|“....|...
m/z--> 20 100 120 140 160 180 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 Benzene, l-ethenyl-4-ethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.32 3.37 ug/L 859426 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 3726 (13.320 min): VU038591.D (-3715) (-) m/z 117.10 100.00%

1

17
5000 132

39 51 64 77 % mmh | 13.00 13.20 13.40 13.60
) VT SO S € & L 1|/ B | m/z 132.15 37.76%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
1
5000

13.00 13.20 13.40 13.60
m/z 115.10 26.83%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.00 13.20 13.40 13.60
5000 15 m/z 131.10 19.31%
39 51 91
27 65
o 58 7 103119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117 13.00 13.20 13.40 13.60

m/z 91.10 12 _.38%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.48 8.44 ug/L 2150710 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 81
5 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 81
Abundance Scan 3776 (13.481 min): VU038591.D (-3765) (-) m/z 117.10 100.00%
117
5000 ?
132
91

39 51 65 77 105 13.20 13.40 13.60 13.80

) SN VY | il ~Mo60169 182 1 1777132.10  35.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132

13.20 13.40 13.60 13.80
m/z 115.10 28.03%

P e T ‘
L L

S Y PO .- |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 131.10 17.89%
132
91
27 39 51 65 77 103
O T o e I L e B I I A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14033: 3-Phenylbut-1-ene
117 13.20 13.40 13.60 13.80
m/z 91.10 15.73%
5000
91 132
27 39 51 g5 77 ‘ 105 |
) SN P S S O A N Y | —
m/z--> 20 40 60 80 100 120 140 160 180 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.64 1.28 ug/L 325585 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 64
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 58
5 Benzene, cyclobutyl- 132 C10H12 004392-30-7 37
Abundance Scan 3825 (13.639 min): VU038591.D (-3816) (-) m/z 69.10 100.00%
69 104
43
5000 55 o1 132
15
154
|| I L 207 13.40 13.60 13.80 14.00
O el Bl L S M m/z 104.05 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104
132
5000 91

13.40 13.60 13.80 14.00
m/z 43.00 64.48%

117
39 51 65 78
A O N Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
R N EARERE RS SRS e
13.40 13.60 13.80 14.00
5000 91 132 m/z 132.10 48.99%
117
o7 39 51 65 78
O L o B L I o o o ) N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104 13.40 13.60 13.80 14.00
m/z 55.10 47 .38%
5000 91 132
28 39 51 65 78 115
e R e vt
m/z--> 20 40 60 100 120 140 160 180 200 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 8-(2,6-Dimethyl-hepta-1,5-d... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.60 1.91 ug/L 488114 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
8-(2.6-Dimethvl-hepta-1.5-dienvl... 272 C20H32 113725-56-7 64
2 Phenol. 3-amino- 109 C6H7NO 000591-27-5 59
3 7-(2.6-Dimethvl-hepta-1.5-dienvl... 272 C20H32 1000190-62-8 50
4 Pvridine. 2.5-diamino- 109 C5H7N3 004318-76-7 50
5 Cyclopentane, (2-methylbutylidene)- 138 C10H18 053366-54-4 50
Abundance Scan 4124 (14.600 min): VU038591.D (-4113) (-) m/z 109.10 100.00%
109
5000
43 81 A AR U SR B
177192 14.20 14.40 14.60 14.80 15.00
bl STl 95 ) 131 240163177 BF207 | nj 81.05  15.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #121352: 8-(2,6-Dimethyl-hepta-1,5-dienyl)-3,7, 7-trimethyl...
109
5000 LA BRI SURILS B B
14.20 14.40 14.60 14.80 15.00
M e 178 m/z 43.00 14.06%
ol 27 55 | 9 | 135149163 | 203 272
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260
Abundance
109
_rl_|_|_|—|_|_|_|_l—|_|_|_l_|—|_|_l_|_l—|_|_|'
14.20 14.40 14.60 14.80 15.00
5000 m/z 69.10 13.89%
80
18 39 %3 94
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #121351: 7-(2,6-Dimethyl-hepta-1,5-dienyl)-3,8,8-trimethyl...
109 14.20 14.40 14.60 14.80 15.00
m/z 40.95 11.83%
5000
41 69 178
o 2 “ SS9 . 135 160 | 203219 233254 272
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 Benzene, pentamethyl- Concentration Rank 20

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

14.85 2.39 ug/L 608336 1,4-Dichlorobenzene-d4 11.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. pentamethvl- 148 C11H16 000700-12-9 96

2 Benzene. pentamethvl- 148 C11H16 000700-12-9 91

3 Benzene. pentamethvl- 148 C11H16 000700-12-9 90

4 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 90

5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
Abundance Scan 4202 (14.851 min): VU038591.D (-4180) (-) m/z 133.15 100.00%

133
5000 148

41 5 5 77 O 105115 160 14.60 14.80 15.00 15.20
O prrrr e et el oy || M/z 14815 42 .42%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #22771: Benzene, pentamethyl-
133
5000 LA I L L L L L L LB
148 14.60 14.80 15.00 15.20
9 o 115 m/z 91.05 12.39%
SIS T N Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133
R REEENER S SR R
148 14.60 14.80 15.00 15.20
5000 m/z 134.20 9.99%
27 41 51 g5 77 91 105 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22770: Benzene, pentamethyl-
133 14.60 14.80 15.00 15.20

m/z 115.10 8.78%

148
5000
15 27 41 51 65 77 9} 105 117 | I
Ol o e e e

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 1-Methyltricyclo[2.2.1.0(2,... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

15.05 0.87 ug/L 222494 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvltricvclol2.2.1.0(2.6)1he... 108 C8H12 004601-85-8 55
2 1.3.6-Heptatriene. 5-methvl-. (E)- 108 C8H12 000818-48-4 53
3 Cvclohexene. 4-ethenvl-3-(1-meth... 162 C12H18 061142-15-2 47
4 2.3-Dimethvl-cvclohexa-1.3-diene 108 C8H12 004430-91-5 47
5 Cyclohexene, 3,4-diethenyl-1,6-d... 162 C12H18 061142-14-1 47

Abundance Scan 4264 (15.050 min): VU038591.D (-4248) (-) m/z 93.05 100.00%

9B
5000

14.80 15.00 15.20 15.40

0 m/z 91.10 51.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5508: 1-Methyltricyclo[2.2.1.0(2,6)]heptane
93 108
79
5000 LA B L L L L LB
14.80 15.00 15.20 15.40
39 m/z 108.05 31.45%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
77 93
14.80 15.00 15.20 15.40
5000 m/z 77.00 28.63%
39
53 108
0 25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32336: Cyclohexene, 4-ethenyl-3-(1-methyl-1-propenyl)- B B RS aa s s e S
93 14.80 15.00 15.20 15.40
m/z 105.10 28.36%
5000 108
‘ ‘ 133147 162
0,.”.“.”,”.W.JMJMH,”JW.L.h.” e — A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 (DEL) Alkane: Cyclicl5.12 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
15.12 1.49 ug/L 378924 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 50
2 2.3-Dimethvl-2-octene 140 C10H20 019781-18-1 35
3 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 30
4 2.4-Dimethoxvpvrimidine 140 C6H8N202 003551-55-1 25
5 3-Dodecene, (E)- 168 Cl12H24 007206-14-6 22
Abundance Scan 4286 (15.121 min): VU038591.D (-4272) (-) m/z 55.05 100.00%
5000 ?\
14.80 15.00 15.20 15.40
ol 194 208 m/z 83.05 70.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18026: Cyclohexane, (2-methylpropyl)-
55 83
41
5000
97 14.80 15.00 15.20 15.40
27 69 ‘ 140 m/z 69.10 66.15%
ol .}?,.hk ﬂﬂk.ﬂ‘ﬂ WJ..pl.. | wets |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
14.80 15.00 15.20 15.40
5000 41 6 m/z 41.00 55.59%
29 97 140
e L R I U L S B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18021: Cyclohexane, (2-methylpropyl)- LI L B L B BN
55 83 14.80 15.00 15.20 15.40
m/z 140.15 53.07%
41
5000
97
27 67 ‘ 140
ol .}?,.hk JNM.J‘H JJ. o | w2t |
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 Biphenyl Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.01 2.98 ug/L 759595 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 95
2 Biphenvl 154 C12H10 000092-52-4 95
3 Biphenvl 154 C12H10 000092-52-4 93
4 Biphenvl 154 C12H10 000092-52-4 87
5 Naphthalene, 2-ethenyl- 154 C12H10 000827-54-3 87

Abundance Scan 4562 (16.008 min): VU038591.D (-4539) (-) m/z 154.20 100.00%
154
5000
51 oo 115128 15.60 15.80 16.00 16.20 16.40
Y % | Arrieszor 28l /7 153.20  42.31%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27107: Biphenyl
154
5000 ABRUUABRRUNNMBUNERAD
15.60 15.80 16.00 16.20 16.40
m/z 152.10 28.51%
76
ol 89 115128
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
154
UG AR
15.60 15.80 16.00 16.20 16.40
5000 m/z 76.10 15.74%
76
o 51 89 115128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27103: Biphenyl L maa L  B
4 15.60 15.80 16.00 16.20 16.40
m/z 155.20 12.79%
5000
27 89 115128
01 RRmma B e AR RARR B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 32 Diphenyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.15 23.93 ug/L 6100000 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diphenvl ether 170 C12H100 000101-84-8 94
2 Diphenvl ether 170 C12H100 000101-84-8 93
3 Diphenvl ether 170 C12H100 000101-84-8 90
4 Diphenvl ether 170 C12H100 000101-84-8 80
5 2-Troponyl difluoroborate 170 C7H5BF202 022502-10-9 43
Abundance Scan 4606 (16.150 min): VU038591.D (-4588) (-) m/z 170.20 100.00%
170
141
5000 51 77
1o 15.80 16.00 16,20 16.40
94 - - - -
0 ,...31,..'..,~':|'.--.-':~,...-.,...|:,....-,-..1.5.?....,....,2]‘?7..2,2.1... 22, Tm/z 141.10  63.81%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38286: Diphenyl ether
170
5000 LN AR IR IR
51 17 141 15.80 16.00 16.20 16.40
m/z 77.05 41.34%
‘ o 115 ‘
o ML N SR S R - S ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
170
15.80 16.00 16,20 16.40
5000 m/z 50.95 36.28%
77 141
51
oL 27 94 115 155
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38284: Diphenyl ether A S e ARRE
170 15.80 16.00 16.20 16.40
m/z 142.10 32.91%
5000 - 141
115
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 33 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
16.84 1.48 ug/L 376564 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 96
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 64
4 Thiocoumarin. 4.4.6.8-tetramethvl- 220 C13H160S 1000128-90-3 38
5 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 38

Abundance Scan 4821 (16.841 min): VU038591.D (-4812) (-) m/z 177.15 100.00%

177

5000

220
205

16.60 16.80 17.00 17.20
191
0 253 281 m/z 41.00 59.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41

5000 57 I NI i e e o e
135149 205 16 60 16. 80 17. OO 17. 20

95 1 ‘ 163 m/z 220.30  45.99%
A O T 5 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
177
220 A L B L e
41 16.60 16.80 17.00 17.20
5000 &7 m/z 135.20 45 .55%
135149, s 205
9% 121
. 27 81 191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 220 16.60 16.80 17.00 17.20
m/z 67.05 43.14%
41
5000
135149163 205
107121
o) T H ‘H‘ \ m H H\H “H \H\ H\‘ ‘\\‘ “‘II]E%I];II\“I‘IIIII“”I””III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038591.D

Aca On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 34 Butylated Hydroxytoluene Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
16.97 0.86 ug/L 219940 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 95
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 92
4 Phenol. 2.4.6-tris(1l-methvlethyvl)- 220 C15H240 002934-07-8 87
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 87
Abundance Scan 4861 (16.970 min): VU038591.D (-4851) (-) m/z 205.25 100.00%
205
5000 /\
57 145 220 lllll llllllll lllll
41 77 91105 198 * 151 177 16,60 16,80 17.00 17.20
S Y P YA ¥ A W ....',.1.91.,....!-....,.??.3,....2?.2.. m/z 220.30 22.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205 /&
5000 A AR B B
16.60 16.80 17.00 17.20
57 220 m/z 57.05 19.94%
M 291105 159 161177
0 ...|....|....|....|....luuu‘.‘l‘.l”.‘.‘.‘...luuulu:l-.g.].- .‘...‘.... R RRRARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16.80 17.00 17.20
5000 m/z 206.25 13.79%
57 220
o 4 81 105119 19016177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77553: Butylated Hydroxytoluene
2

%

16.60 16.80 17.00 17.20
m/z 145.10 13.19%

5000

-

16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060520\
Data File : VU038591.D

Acq On : 06 Jun 2020 01:00

Operator : SY/MD

Sample : L2884-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyc... 4.62 1.7 ug/L 239359 1 6.32 700032 5.0
(DEL) Alkane: Str... 5.55 3.4 ug/L 473051 1 6.32 700032 5.0
1,5-Cyclooctadiene 10.59 10.6 ug/L 1617930 2 9.45 763190 5.0
Benzene, propyl- 10.92 9.8 ug/L 2495030 3 11.83 1274740 5.0
Benzene, 1-ethyl-... 11.02 12.8 ug/L 3268580 3 11.83 1274740 5.0
Mesitylene 11.11 8.9 ug/L 2275770 3 11.83 1274740 5.0
4-Heptanone, 2,6-... 11.25 1.1 ug/L 294099 3 11.83 1274740 5.0
Benzene, 1l-ethyl-... 11.31 8.9 ug/L 2282710 3 11.83 1274740 5.0
Benzene, 1,2,3-tr... 11.48 32.1 ug/L 8197550 3 11.83 1274740 5.0
Benzene, 1,2,4-tr... 11.91 12.7 ug/L 3225050 3 11.83 1274740 5.0
Indane 12.11 11.1 ug/L 2838240 3 11.83 1274740 5.0
Benzene, l-methyl... 12.39 2.3 ug/L 585657 3 11.83 1274740 5.0
Benzene, 2-ethyl-_.. 12.48 2.2 ug/L 554591 3 11.83 1274740 5.0
Benzene, l-ethyl-_.. 12.51 1.0 ug/L 257824 3 11.83 1274740 5.0
3-Methoxy-3-pheny... 12.56 2.1 ug/L 526405 3 11.83 1274740 5.0
Benzene, 1l-ethyl-... 12.58 3.0 ug/L 770183 3 11.83 1274740 5.0
Benzene, 1-methyl... 12.70 3.6 ug/L 913364 3 11.83 1274740 5.0
Benzene, 4-chloro... 12.84 3.6 ug/L 909170 3 11.83 1274740 5.0
o-Cymene 12.90 2.2 ug/L 567456 3 11.83 1274740 5.0
Benzene, 1,2,4,5-... 12.99 5.9 ug/L 1504320 3 11.83 1274740 5.0
Benzene, 1,2,3,5-... 13.05 4.1 ug/L 1049830 3 11.83 1274740 5.0
Benzene, 1,3-dich... 13.16 1.2 ug/L 300245 3 11.83 1274740 5.0
Benzene, 1l-etheny... 13.32 3.4 ug/L 859426 3 11.83 1274740 5.0
1H-Indene, 2,3-di... 13.48 8.4 ug/L 2150710 3 11.83 1274740 5.0
Naphthalene, 1,2,... 13.64 1.3 ug/L 325585 3 11.83 1274740 5.0
8-(2,6-Dimethyl-h... 14.60 1.9 ug/L 488114 3 11.83 1274740 5.0
Benzene, pentamet... 14.85 2.4 ug/L 608336 3 11.83 1274740 5.0
1-Methyltricyclo[... 15.05 0.9 ug/L 222494 3 11.83 1274740 5.0
(DEL) Alkane: Cyc... 15.12 1.5 ug/L 378924 3 11.83 1274740 5.0
Biphenyl 16.01 3.0 ug/L 759595 3 11.83 1274740 5.0
Diphenyl ether 16.15 23.9 ug/L 6100000 3 11.83 1274740 5.0
2,5-Cyclohexadien... 16.84 1.5 ug/L 376564 3 11.83 1274740 5.0
Butylated Hydroxy... 16.97 0.9 ug/L 219940 3 11.83 1274740 5.0
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