LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 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\SOMUTRO83120WMA .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

2.388 315 326 346 rVB 176059 273073 3.54% 1.631%
2.578 371 385 400 rBV 84873 142768 1.85% 0.853%
rvB 64738 128987 1.67% 0.770%
3.379 615 634 656 rBv2 128633 282824 3.66% 1.689%
3.716 723 739 760 rVB 135352 302780 3.92% 1.808%
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4.012 811 831 855 rBvV 548710 1410177 18.27% 8.421%
4_.552 981 999 1016 rBV2 182625 435034 5.64% 2.598%
rvB 80254 282707 3.66% 1.688%
5.083 1147 1164 1194 rBvV2 107680 272850 3.54% 1.629%
5.790 1348 1384 1412 rBV 3615992 7717595 100.00% 46.086%
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11 6.263 1518 1531 1546 rVB 172957 325525 4.22% 1.944%
12 6.703 1652 1668 1680 rBvV 111593 216638 2.81% 1.294%
13 7.575 1926 1939 1953 rBV2 51281 90234 1.17% 0.539%
14 7.906 2016 2042 2055 rBvV 186055 325139 4.21% 1.942%
15 8.639 2257 2270 2306 rBvV 344718 643923 8.34% 3.845%

16 9.449 2516 2522 2542 rVB 574893 924207 11.98% 5.519%
17 9.693 2583 2598 2612 rBvV 332713 547052 7.09% 3.267%
18 10.481 2831 2843 2857 rBV 208612 325271 4.21% 1.942%
19 10.755 2910 2928 2952 rVB 96552 165969 2.15% 0.991%
20 10.899 2952 2973 2992 rBV2 69805 135762 1.76% 0.811%

21 11.288 3082 3094 3108 rBV 128235 200961 2.60% 1.200%
22 11.462 3139 3148 3163 rVB 60012 100681 1.30% 0.601%
23 11.806 3242 3255 3270 rBV2 265600 500882 6.49% 2.991%
24 11.886 3270 3280 3294 rVB 128408 207995 2.70% 1.242%
25 12.086 3327 3342 3360 rVB3 108609 177707 2.30% 1.061%

26 12.189 3360 3374 3393 rVB3 251001 525592 6.81% 3.139%
27 12.854 3571 3581 3593 rVB3 50970 83890 1.09% 0.501%

Sum of corrected areas: 16746223
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
VU040315.D

25 Sep 2020 21:20

SY/MD

L4139-03

25.0mL/MSVOA U/WATER

30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M

Quant Title

TIC Library

- TRACE VOA SOMO1.0

= 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\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 1 Ethyl ether Concentration Rank 4

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

2.39 4.19 ug/L 273073 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 83
4 Ethvl ether 74 C4H100 000060-29-7 83
5 Ethyl ether 74 C4H100 000060-29-7 64

Abundance Scan 327 (2.392 min): VU040315.D (-315) (-) m/z 59.10 100.00%
99
45 74
5000
) 2.00 220 240 2.60 2.80
0“““WMW““PMP“W“M““P“WMWJJPNP“W“'F“P“W“LW“P“W' m/z 45.10 76.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #840: Ethyl ether
31
59
5000 45 74 BN AN S LA R
2.00 2.20 240 2.60 2.80
27 m/z 74.10 70.74%
1519 | 4\1\ |
s L e Ry LA R LA RN RAAEY ALY AR SRS MR MR A A AL A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
31
2.00 220 240 2.60 2.80
5000 59 m/z 43.10 25.47%
27 45
15 74
0 2 12 41
LALLERLY ALy LAAA REERN LALAN AL LARAA KEASA ALY RAREN RAALS RERRNRALLA UMM LAA) RAAK) ALAARRRRDD
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #841: Ethyl ether
3 2.00 2.20 240 2.60 2.80
m/z 41.10 14 .46%
5000 45 59
74
15 27
o | 19 24 | 3841 55 70
m/z--> 0 5 10 15 20 25 30 35 Jo 45 50 55 60 65 70 fs 80 2.00 2.20 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 7

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

3.10 1.98 ug/L 128987 1,4-Difluorobenzene 6.26
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 Pentane 72 C5H12 000109-66-0 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 38
5 Pentane 72 C5H12 000109-66-0 28

Abundance Scan 547 (3.099 min): VU040315.D (-538) (-) m/z 43.10 100.00%
43
5000 71 /\
39
| 53T|7 5367 | o 280 300 3.20 '3' 20
0'”“W“T“W”W“T“W“W“W”+'W”W“+“W“W“W“W“W”W“W“W m/z 42.10 54.36%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl- A
43
5000 UL N ----u----u
2.80 3.00 3.20 3.40
71 m/z 41.10 46.95%

27
15 39
ol 2 ‘ 2 | s | 86
BELE LN Lt LA LR L SR R R e ,,,,,,,,,,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

2.80 3.00 3.20 3.40

5000 m/z 71.10 37.75%
27 71
39 57
15
0 2 31 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
Abundance #706: Pentane R mmm e .... P
43 280 3.00 3.20 3.40

m/z 39.00 24 .54%
5000

27 39 57 -
0 15 \ , 4953 | 62 67 |

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

SOMUTRO83120WMA .M Mon Sep 28 13:11:26 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

3.72 4._.65 ug/L 302780 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 90
4 2H-Pvran-2-one. tetrahvdro-5.6-d... 128 C7H1202 024405-16-1 43
5 1-Pentene, 4-methyl- 84 CG6H12 000691-37-2 42

Abundance Scan 740 (3.719 min): VU040315.D (-723) (-) m/z 57.10 100.00%
41 el
5000
| 8 340 3.60 380 400
37 53| 636771 76 : : : :
0““mPMPMPNPMPNPMPNPMPNPMHWL“vmvmﬂmvmv”va“w' m/z 41.10 81.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 43.10 69.79%
o 15 ‘ 37M‘ 4953/ 6165 1 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 SRR SRR AR
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 53.41%
39
86
o 2 B 53 71
BLALAAED LR LA LR LAY L) EALL L) RALRS L) RALR) LAt LALE) LAL) LARA) LALAD LARA) SALSN LARK) RS
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane LA L L B L N BB N |
43 57 3.40 3.60 3.80 4.00
m/z 42.10 37.42%
29
5000
39 86
0 2 1\5 | ‘ ‘\ . 53\ | 7\1
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 4 Diisopropyl ether Concentration Rank 1

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

4.01 21.66 ug/L 1410180 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 90
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 2-Propanone. 1l-methoxv- 88 C4H802 005878-19-3 59
5 Acetoin 88 C4H802 000513-86-0 58

Abundance Scan 830 (4.009 min): VU040315.D (-811) (-) m/z 45.05 100.00%
45
5000 /\
87 SRS M SN
39 59 3m:m04m Mo4m
69
o..,....,....,....',.':..,“.33...|,....',....,...|.,....,19?..,. m/z 43.10 50.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 -- AR AN UL UL I
360 3.80 4.00 420 4.40
50 87 m/z 87.20 23.14%
oL 15 2 39 6 78 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
360 380 4.00 4.20 4.40
5000 m/z 41.05 19.07%
87
59
o 27 39 69 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4423: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 11.51%

5000
87
59
0 15 2‘7 39 ‘ 69 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3. 60 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 5 (DEL) Alkane: Cyclic4.55 Concentration Rank 2

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

4_.55 6.68 ug/L 435034 1,4-Difluorobenzene 6.26
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 86
4 Cvclohexane 84 C6H12 000110-82-7 86
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 80

Abundance Scan 998 (4.549 min): VU040315.D (-981) (-) m/z 56.10 100.00%
56
41
5000 69
84 420 440 460 480
37|,|lus 51 65 79 : : : :
S 1111 R 1 RO I m/z 41.05 58.08%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 f
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
28 a1 m/z 69.10 38.99%
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 4.20 4.40 4.60 4.80
5000 m/z 39.10 28 .52%
69
21 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 #1456: Cyclohexane
56 420 4.40 4.60 4.80
a1 84 m/z 55.10 25.95%
5000
27 60
0 1\5 : 37\ 5‘1\\ l 61 65‘ ‘ 77 i
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 7 Benzene, propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.90  1.36 ug/L 135762  1,4-Dichlorobenzene-d4  11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. propvi- 120 coH12 000103-65-1 92

2 Benzene. propvl- 120 C9H12 000103-65-1 70
3 Benzene. propvl- 120 C9H12 000103-65-1 62
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 53
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 53
Abundance Scan 2973 (10.899 min): VU040315.D (-2952) (-) m/z 91.10 100.00%
o
5000
- 120
ﬁl3 Ty 208 | 281 10.60 10.80 11.00 11.20
O 1 T o B A R B RN m/z 120.20 21.31%
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 12.27%
39 105
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 10.81%
120
. 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #9406: Benzene, propyl- e ./,\. it
il 10.60 10.80 11.00 11.20
m/z 43.10 10.47%
5000
120
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 8 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.01 ug/L 200961 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3095 (11.291 min): VU040315.D (-3082) (-) m/z 105.10 100.00%
105
5000
120
39 5l g5 65 7|7 9|1 11.00 11.20 11.40 11.60
)Y U SN SO 1 NS PR | S m/z 120.20 28.67%
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 77.10 13.45%
27 51
o N U Ol 7 SN TN = I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.10 13.01%
ol 15 27 ® s1gges (1 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.10 10.05%

5000

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\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 9 Benzene, 1,2,4-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.46 1.01 ug/L 100681 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 90
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 3147 (11.459 min): VU040315.D (-3139) (-) m/z 105.20 100.00%
105
5000 120
39 51 g5 7|7 91 138 11.20 11.40 11.60 11.80
O M VRN TR | SRR PR M m/z 120.20 43.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.05 13.39%
ol 15 27 39 S5l 58 65 Tea%og |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.20 11.40 11.60 11.80
5000 120 m/z 39.05 8.83%

28 39 51 77 91

0 14 84 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-

105 11.20 11.40 11.60 11.80
m/z 79.10 8.65%
5000
120
39 77 91

o SN I

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\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 10 Benzene, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.08 ug/L 207995 1,4-Dichlorobenzene-d4 11.81
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. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3281 (11.890 min):VUO4031d)5.D(—3270) ) m/z 105.15 100.00%
105
5000 120
39 51 g3 7( o1 139 14 11.60 11.80 12.00 12.20
Obrrprrrrprrrr e ittt b el e ot || m/z 120.20 42 72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 LR SULRN BN UL LR
120 11,60 11.80 12.00 12.20
m/z 77.10 15.26%
27 39 51 g5 7 91
0"I']'-'S'I'"HI'""I""'i"""l"""I"'ml""I""'I"'l'l"""‘l""'I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
120
11.60 11.80 12.00 12.20
5000 m/z 91.10 11.11%

39 51 g5 7 91

ol 15 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.60 11.80 12.00 12.20
0
120 m/z 79.10 10.50%
5000
7
0 15 27 39 5\1 65 Ly 9\1 Al Ll
T T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 11 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.09 1.77 ug/L 177707 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzeneethanol. .beta.-ethenvl- 148 C10H120 006052-63-7 72
3 Indane 118 C9H10 000496-11-7 70
4 Indane 118 C9H10 000496-11-7 70
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 3343 (12.089 min): VU040315.D (-3327) (-) m/z 117.20 100.00%
117
5000
91
39 5 77 1T5 | 134 11.80 12.00 12.20 12.40
0...,....,....,....',....,....,:'.'..,...':,....',....,.'...,... rerrrbrpepeee || M7z 118.20  56.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8950: Indane

11,80 12.00 12.20 12.40
m/z 115.10 41.30%

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 m/z 91.10 21.91%
91
313 51 65 77 103 128 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane

11.80 12.00 12.20 12.40
m/z 119.20 20.92%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092620\
Data File : VU040315.D

Aca On = 25 Sep 2020 21:20

Operator : SY/MD

Sample : L4139-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 12 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.85 0.84 ug/L 83890 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 43
2 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 38
3 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 38
4 1-Octanol. 3.7-dimethvl- 158 C10H220 000106-21-8 37
5 4-Nonene, 3-methyl-, (2)- 140 C10H20 063830-69-3 32

Abundance Scan 3580 (12.851 min): VU040315.D (-3571) (-) m/z 73.05 100.00%

<}

55

5000

S

al
LI B B e I O

12.60 12.80 13.00 13.20
m/z 55.10 64.17%

(o]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29654: 3-Octanol, 3,7-dimethyl-
73
55
5000 s 4
12.60 12.80 13.00 13.20
a3 11 m/z 69.05 45 .77%
129 140
S - - At SO 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73
55 12.60 12.80 13.00 13.20
5000 a1 m/z 43.10 45 .64%
111
29 83
. 65 97 129 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73 12.60 12.80 13.00 13.20

m/z 41.05 42 _.96%

5000

129
in ‘\‘ o6 ! 143

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20

o

=

[6;]

= N
[{e]

— .

— w
[¢)]
a1
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092620\
Data File : VU040315.D

Acq On = 25 Sep 2020 21:20

Operator : SY/MD

Sample - L4139-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA .M
Quant Title : 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]
Ethyl ether 2.39 4.2 ug/L 273073 1 6.26 325525 5.0
(DEL) Alkane: Str... 3.10 2.0 ug/L 128987 1 6.26 325525 5.0
(DEL) Alkane: Str... 3.72 4.7 ug/L 302780 1 6.26 325525 5.0
Diisopropyl ether 4.01 21.7 ug/L 1410180 1 6.26 325525 5.0
(DEL) Alkane: Cyc... 4.55 6.7 ug/L 435034 1 6.26 325525 5.0
Benzene, propyl- 10.90 1.4 ug/L 135762 3 11.81 500882 5.0
Benzene, l-ethyl-_.. 11.29 2.0 ug/L 200961 3 11.81 500882 5.0
Benzene, 1,2,4-tr... 11.46 1.0 ug/L 100681 3 11.81 500882 5.0
Benzene, 1,2,3-tr... 11.89 2.1 ug/L 207995 3 11.81 500882 5.0
Indane 12.09 1.8 ug/L 177707 3 11.81 500882 5.0
unknown-01 12.85 0.8 ug/L 83890 3 11.81 500882 5.0
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