LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 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\SOMUTR092920WMA .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

3.102 516 548 570 rBV 24271877 54030134 26.48% 12.127%
3.385 614 636 665 rBv2 36001286 82120619 40.25% 18.431%
74076793 204035828 100.00% 45.794%
4.321 907 927 949 rBV 4077682 11180693 5.48% 2.509%
4.459 952 970 984 rvv 3171121 8180429 4.01% 1.836%
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4._.558 984 1001 1019 rVV 17587630 41897822 20.53% 9.404%
5.404 1243 1264 1279 rBV2 1696868 4158214 2.04% 0.933%
10.902 2959 2974 2990 rBV 1643309 2519480 1.23% 0.565%
10.996 2990 3003 3021 rVV 4898164 10608783 5.20% 2.381%
11.086 3021 3031 3052 rVB 2787204 4250944 2.08% 0.954%

=
QO ~NO®

11 11.288 3082 3094 3114 rVB 1437985 2216412 1.09% 0.497%
12 11.465 3135 3149 3171 rVB 7011996 10604362 5.20% 2.380%
13 12.182 3361 3372 3392 rVB7 1551530 3018708 1.48% 0.678%
14 12.565 3479 3491 3501 rBV 1492582 2220527 1.09% 0.498%
15 13.018 3623 3632 3646 rVB 1503272 2276916 1.12% 0.511%

16 13.442 3755 3764 3789 rVB3 1089252 2227876 1.09% 0.500%

Sum of corrected areas: 445547747
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Vu040440.D

01 Oct 2020 23:24

SY/MD

L4240-11

25_0mL/MSVOA U/WATER

32 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

le+07

TIC: VU040440.D
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Time-->
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TIC: VU040440.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

3.10 64 .97 ug/L 54030100 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 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 58
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 52
5 Pentane 72 C5H12 000109-66-0 40

Abundance Scan 547 (3.099 min): VU040440.D (-516) (-) m/z 43.05 100.00%
43
5000
71
2 57 280 300 320 340
4953 | 6367 7781 86 : ; : '
O”N“W“W“W“W“W“W“W”W“W:W”W“M“W“W“L“W“W“W“W“W' m/z 42.10 54.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000 T ""I"'/}""I
27 71 2.80 3.00 3.20 3.40
39 57 m/z 41.05 40.70%
0 2 131 | 53| 6367, 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 300 320 340
5000 m/z 71.20 34 .45%
27 71
39 57
0 2 15 32 53 86
B L) LA L) LA LA LA SRR RS AL AL) SAA) LA AN WAL AR LALS) RALA LR MR B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- R e
a4 2.80 3.00 3.20 3.40
m/z 39.05 18.75%
5000
71
27
0 15 ‘\32 3$‘ ‘ 5;?5 6367 | 77 o0
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 280 300 320 340
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 2

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

3.38 98.75 ug/L 82120600 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
4 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 53
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 40

Abundance Scan 634 (3.378 min): VU040440.D (-614) (-) m/z 57.10 100.00%
7
41
5000
37 54053 || 636771 7781 86 300 320 340 3.60 3.80
0““mwmWMHMHMWMHMHMWML¢W“W“4'M“W“WLW“W“WLW"W“' m/z  56.10 91.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000 I S UL A R
3.00 3.20 3.40 3.60 3.80
m/z 41.10 77 .70%
2 15 ‘ 53 7‘1 86
Ol
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57 A
29 41 300 3.20 340 3.60 3.80
5000 m/z 43.10 29.92%
o 1 15 25 3337 454953 61 67/l 77 86
AL vk LR LAS) AL AR ARS) SARK) WA LARLY ENALY SRLA) LARLI AL ERLA) LA LALLRAAL) MRS R R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.05 21.51%
41
5000 29
o 15 |37 “ 53|, 6367 /" 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 7'0 75 80 8|5 90 95 3.00 3.20 3.40 3.60 3.80

SOMUTR092920WMA .M Fri Oct 02 17:55:59 2020

Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

3.75 245.34 ug/L 204036000 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 64
2 1-Hexene 84 C6H12 000592-41-6 59
3 n-Hexane 86 C6H14 000110-54-3 50
4 n-Hexane 86 C6H14 000110-54-3 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 33

Abundance Scan 750 (3.751 min): VU040440.D (-720) (-) m/z 43.10 100.00%
]
5000 ﬂ
86
sl ol e 7 Sh 3ko 380 4bo
Ol e Sl 88 T L Tm/z 41.10  99.99%
m/z--> 0 10 20 30 40 50 60 70
Abundance #1821: n-Hexane
57
41
5000 USRS RS LS U
3.40 3.60 3.80 4.00
29 86 m/z 56.10 99.99%
. s || s ey
LIRS I SRR UL I SO IR RIS DU IURL L SU
m/z--> 0 10 20 30 40 50 60 70
Abundance
41 56
27 340 3.60 3.80 400
5000 m/z 57.15 99.98%
84
69
2 15 33 50 63 77 /\ /'\
G L I AU UL IS SO I UL UL
m/z--> 0 10 20 30 40 50 60 70
Abundance #1822: n-Hexane P e
57 3.40 3.60 3.80 4.00
43 m/z 42.10 78.45%
29
5000
86
2 1 M S1 il it
G L I UL UL IS SUR LIS SIS UL UL LR RS LR R
m/z--> 0 10 20 30 40 50 60 70 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

4.32 13.44 ug/L 11180700 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 90
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64

Abundance Scan 927 (4.321 min): VU040440.D (-907) (-) m/z 57.10 100.00%

57
43
5000 85

400 420 440 4.60
51 69
0...,....,....,....,..??'i:...,.-.'..,‘.3?..,...7?,...-.,....1?9..., m/z 43.10 60.29%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
85

5000 e e e
4.00 4.20 4.40 4.60

m/z 41.10 45_.02%

29
Ol S SL 6369 77 | 100
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43

4.00 4.20 4.40 4.60

5000 m/z 85.20 41 .96%
29 85
0 1 15 37 51 63 69 77 100
T T T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3994: Pentane, 2,2-dimethyl-
57 4.00 4.20 4.40 4.60
43 m/z 56.10 41 .63%
5000
29 85
o2 ¥ L‘ 37| 51/ 6369 77 100
R B R B e R RS R ERRAREEA SIS S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

4._.46 9.84 ug/L 8180430 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 83
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 970 (4.459 min): VU040440.D (-952) (-) m/z 43.10 100.00%
43 57
5000
85

420 440 460 480
69
0 .”,”..“.”,.”.“..w.h.,m.w??”u”??“.Lw..f?Qn., m/z 57.10 80.17%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57

5000 S
4.20 4.40 4.60 4.80

27 a5 m/z 41.10 52.38%

15 ‘\ 37 51 69 77 | 100
T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43
57

4.20 4.40 4.60 4.80

all, s,

o

5000 m/z 56.10 45 _.56%
15 37 51 63 69 100
O R B L B R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3998: Butane, 2,2,3-trimethyl-
57 420 4.40 4.60 4.80
43 m/z 42.10 26.47%
5000
29 85
15
0 1 | L‘ 37\ 51 ||, 63 69 75 ‘ 100
...,....,....,....,....,....,....,....,....,....,....,...., R RAREE RS )
m/z--> 10 20 30 40 50 60 70 80 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Cyclic4.56 Concentration Rank 4

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

4._.56 50.38 ug/L 41897800 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 90
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 1001 (4.558 min): VU040440.D (-984) (-) m/z 56.10 100.00%
96
41
5000 69
37l || as 51| 6165 | 7377 8|4 420 4.40 4.60 4.80
Olerrrrrrrrrrrprrrprrrrrrrrprrr e P e R e b e e m/z 41.10 57.28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1493: Cyclopentane, methyl-
56
41
5000
69 420 4.40 4.60 4.80
27 84 m/z 69.10 40.12%
o 1 15 1113337, | 51H“ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
" 420 440 460 480
5000 69 m/z 55.10 26.14%
28
84
0 15 37 51 65 77
ALLALLLS LAAL) L) LAAS) KAL) SARAA KAL) REAS) NALK) LA WALE) RRA RARR) RAL) EAAR) MAALN LRI MALE) LA AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56 420 4.40 4.60 4.80
m/z 39.10 25.32%
5000 27 69
84
15
o ‘ qBr ol Shl| eies | 77
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\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 Benzene, propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.90  1.19 ug/L 2519480  1,4-Dichlorobenzene-d4  11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. propvi- 120 coH12 000103-65-1 90

2 Benzene. propvl-
3 Benzene. propvl-

000103-65-1 90
000103-65-1 86

4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83

5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2973 (10.899 min): VU040440.D (-2959) (-) m/z 91.10 100.00%
oL
5000
o5 120
10.60 10.80 11.00 11.20
3I9 A || Il 105 | 207 281 0
O e e e e e e e e e o m/z 120.20 21.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
a1
5000 LA L L L L L B LB L |
10.60 10.80 11.00 11.20
65 120 m/z 65.10 11.54%
15 39 105
O.HPu”Lﬂ”P.ﬂP.HP”.P”.P“..”.P”..“..”..”w.”q.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
e R o e S R
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.64%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
o1 10.60 10.80 11.00 11.20
m/z 78.10 6.63%
5000
120
0 15 3\9 ) 6\5 . ‘1(\)5
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.00 ug/L 10608800 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU040440.D (6-2990) ) m/z 105.15 100.00%
105
5000
120
® o057 o T | s | wo | 10801080 100 110 1
e B RSB s S m/z 120.15 30.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.10 12.93%
18 27 ¥ Sleg6s J
0"I""I""'I""I""I""I"'"I"';I""Il"'I'*"I""‘I""'I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.05 12.88%

120

39 77 91
27 51 5g 65 84 98 | 113

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 79.10 8.78%
5000
120
7 91
15 27 39 Slsg 65 W
T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
11.09 2.00 ug/L 4250940 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 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3032 (11.089 min): VU040440.D (-3021%) () m/z 105.20 100.00%
105
5000 120
77 e Al o T T
39 51 65 o1 10.80 11.00 11.20 11.40
O i ek 84 L 98 )L 1B 777150 20 48.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

10.80 11.00 11.20 11.40
m/z 77.10 14.00%

39 51 7 91

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

105
120 10.80 11.00 11.20 11.40
5000 m/z 119.15 12 .50%
27 39 5lgges (1 91

O e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #9399: Mesitylene R

10.80 11.00 11.20 11.40
m/z 91.10 11.10%

5000

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

SOMUTR092920WMA .M Fri Oct 02 17:56:10 2020 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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, l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.29 1.05 ug/L 2216410 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 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3095 (11.291 min): VU040440.D (-3082) (-) m/z 105.15 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Ok e oo L 84 L 98 L 13 L Th7z 120.15  30.20%
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 13.37%
o 20 T Slse® U e | es | 13
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 12.80%
120
15 2 3 51 g6 o9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.00 11.20 11.40 11.60
m/z 79.10 10.08%
120
5000
0 15 27 39 S 59 §5 7\?\ 83 9\1 98 | il
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\

VUu040440.D

01 Oct 2020 23:24

SY/MD

L4240-11

25.0mL/MSVOA U/WATER

32 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M

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

Peak Number 11 Benzene, 1,2,4-trimethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.46 5.00 ug/L 10604400 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 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 3147 (11.459 min):VUO40440.D(—3135)d)(—) m/z 105.15 100.00%
105
5000 120
7 91
39 51 65 11.20 11.40 11.60 11.80
O e et e 84 98l VBN 757150.20 43 77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.05 14.00%
o 15 27 B Slgges ' e | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.15 11.60%
o 15 27 39 515365 /g% g9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 11.35%
5000 120
39 77 91
oo 15 21 T Slss 85 |8 7 e8| 13|
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 11.20 11.40 11.60 11.80

SOMUTR092920WMA .M Fri Oct 02 17:56:12 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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, 4-ethyl-1,2-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.56 1.05 ug/L 2220530 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 97
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3490 (12.561 min): VU040440.D (-3479) (- m/z 119.20 100.00%
119
5000
o1 134
39 51 65 7 | 98105 127 12.20 12.40 12.60 12.80
Ot et e o e A e | m/Z 134.20 27 .47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
9a m/z 91.10 17.89%
39 51 65 1 105
o ...,.%.5.,..2.?,....‘,‘....i‘.‘..sﬁ.‘.‘..,...‘l,....‘,a..9.8,.‘l‘..,..‘a‘.l..l.zz..‘..,...
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 120.20 10.16%
91 134
77
15 27 39 51565 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene
119 12.20 12.40 12.60 12.80
m/z 77.05 9.76%
5000
s o1 134
15 27 5158 65 77 g, 103 126
[0 o o o e B B B o B o o R R L AR REE]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 13 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.02 1.07 ug/L 2276920 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3633 (13.021 min): VU040440.D (-3623) (-) m/z 119.20 100.00%
119
5000 134
91
39 51 65 /7 | 10349y 148 12.80 13.00 13.20 13.40
o} A SO SN [FRBON ovee ~ F E m/z 134.20 43.31%
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-

5000
12.80 13.00 13.20 13.40

m/z 91.10 16.49%

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

119

12.80 13.00 13.20 13.40
5000 134 m/z 120.20 9.79%

91
ol 15 27 41 51 6 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-

12.80 13.00 13.20 13.40
m/z 77.05 9.22%

Ll

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

5000
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100120\
Data File : VU040440.D

Aca On : 01 Oct 2020 23:24

Operator : SY/MD

Sample : L4240-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .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 1-Phenyl-1-butene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.44 1.05 ug/L 2227880 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 55
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 55
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 55
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
Abundance Scan 3763 (13.439 min): VU040440.D (-3755) (-) m/z 119.20 100.00%
119
5000 134
91
39 51 g5 77 | 103 13.20 13.40 13.60 13.80
Obrrrerrerrrre ek e bt e 20N 1AL 7z 117.20  79.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene

5000
13.20 13.40 13.60 13.80

m/z 134.20 39.03%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 115.10 26.35%
132
91
39 51 65 /7 105
ol 15 27 58 08
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 13.20 13.40 13.60 13.80

m/z 91.10 25.73%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100120\
Data File : VU040440.D

Acq On : 01 Oct 2020 23:24

Operator : SY/MD

Sample - L4240-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR092920WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 3.10 65.0 ug/L 54030100 1 6.26 4158210 5.0
(DEL) Alkane: Str... 3.38 98.8 ug/L 82120600 1 6.26 4158210 5.0
(DEL) Alkane: Str... 3.75 245_.3 ug/L 204036000 1 6.26 4158210 5.0
(DEL) Alkane: Str... 4.32 13.4 ug/L 11180700 1 6.26 4158210 5.0
(DEL) Alkane: Str... 4._46 9.8 ug/L 8180430 1 6.26 4158210 5.0
(DEL) Alkane: Cyc... 4.56 50.4 ug/L 41897800 1 6.26 4158210 5.0
Benzene, propyl- 10.90 1.2 ug/L 2519480 3 11.81 10604400 5.0
Benzene, l-ethyl-_.. 11.00 5.0 ug/L 10608800 3 11.81 10604400 5.0
Benzene, 1,2,3-tr... 11.09 2.0 ug/L 4250940 3 11.81 10604400 5.0
Benzene, l-ethyl-_.. 11.29 1.1 ug/L 2216410 3 11.81 10604400 5.0
Benzene, 1,2,4-tr... 11.46 5.0 ug/L 10604400 3 11.81 10604400 5.0
Benzene, 4-ethyl-_.. 12.56 1.1 ug/L 2220530 3 11.81 10604400 5.0
Benzene, 1,2,3,4-_... 13.02 1.1 ug/L 2276920 3 11.81 10604400 5.0
1-Phenyl-1-butene 13.44 1.1 ug/L 2227880 3 11.81 10604400 5.0
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