LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTR100820WMA .M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

3.099 516 547 568 rBV 5028891 11324888 24.07% 8.625%
3.382 611 635 668 rBY 8598017 19040482 40.46% 14.501%
rBvV 21277300 47055750 100.00% 35.838%
4_.317 908 926 950 rBvV2 566650 1615897 3.43% 1.231%
4._.456 953 969 982 rvv 447257 1148366 2.44% 0.875%
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6 4 _555 982 1000 1018 rVV 7259308 17370936 36.92% 13.230%
7 5.404 1244 1264 1280 rBV 770861 1753810 3.73% 1.336%
8 5.742 1350 1369 1393 rVvB2 213092 553500 1.18% 0.422%
9 8.639 2257 2270 2305 rBvV 396455 744102 1.58% 0.567%
10 9.420 2499 2513 2535 rBvV 292117 484439 1.03% 0.369%

11 10.902 2961 2974 2989 rBV 1086745 1609613 3.42% 1.226%
12 10.996 2989 3003 3021 rVV 3350624 7252675 15.41% 5.524%
13 11.086 3021 3031 3050 rVB 1759097 2683742 5.70% 2.044%
14 11.288 3081 3094 3114 rVB 958697 1449280 3.08% 1.104%
15 11.465 3135 3149 3166 rVB 4717845 7229997 15.36% 5.506%

16 11.806 3242 3255 3269 rVB2 336450 586468 1.25% 0.447%
17 11.890 3269 3281 3301 rVB 778010 1187265 2.52% 0.904%
18 12.118 3347 3352 3361 rVV 380141 562533 1.20% 0.428%
19 12.182 3361 3372 3392 rVB4 878057 1643474 3.49% 1.252%
20 12.459 3444 3458 3462 rBV 349346 530521 1.13% 0.404%

21 12.488 3462 3467 3478 rVB 378229 549410 1.17% 0.418%
22 12.562 3478 3490 3500 rBV 712274 1077738 2.29% 0.821%
23 12.963 3596 3615 3623 rBV 491849 763077 1.62% 0.581%
24 13.018 3623 3632 3645 rVB 721781 1096111 2.33% 0.835%
25 13.443 3755 3764 3789 rVB3 574490 1124124 2.39% 0.856%

26 13.828 3872 3884 3900 rVB3 443770 864347 1.84% 0.658%

Sum of corrected areas: 131302545
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1I\MSVOA_U\Data\VU100920\
VU040584.D

09 Oct 2020 15:20

SY/MD

TEST

25_0mL/MSVOA_U/WATER

10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR100820WMA .M

Quant Title

TIC Library

- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

3.10 102.30 ug/L 11324900 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 58
4 Pentane 72 C5H12 000109-66-0 53
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 49

Abundance Scan 547 (3.099 min): VU040584.D (-516) (-) m/z 43.05 100.00%
a3
5000
71
3 57 280 300 320 340
4953 | 6367 7781 86 : ' : :
”m“W“W“W”W“W“W“W“WJW:W“W“M“W”W“L“W“W“W“W“W' m/z 42.10 53.02%
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 R RS R RS LR
27 71 2.80 3.00 3.20 3.40
39 m/z 41.10 39.71%
2 131 A 53 \ 6367 86
miz--> T R s s R
Abundance
43
280 300 320 340
5000 m/z 71.20 35.92%
27 71
39 57
2 15 32 53 86
RAALLAL) UL ALY MR ALY MY ALY SAASY ML SUAR) LA LAY RARAY MY AARAL AU WLAR! M AARM A LA
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- L R R Ry
a4 2.80 3.00 3.20 3.40
m/z 39.10 18.29%
5000
71
27
15 ‘\32 3é . 515‘5 6367 | 77 %6
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

SOMUTR100820WMA .M Mon Oct 12 17:21:05 2020 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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.

3.38 172.00 ug/L 19040500 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 634 (3.379 min): VU040584.D (-611) (-) m/z 57.10 100.00%

g7
41
5000

71 300 3.0 340 3.60 3.80
37|,1454953)||, 6367 /- 7781 86
0 ,,,,,,,,',',,,' fpreeerrthregreeem || M/z 56.10 85, 44%
miz--> 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 LA LI B L L L L L L L L BB}

3.00 3.20 3.40 3.60 3.80
m/z 41.10 66 .85%

2 15 53 71 86
........,....,....,....,....,....,..l.,....,....,.l..,....,.... LN LR LA e s Lt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57

3.00 3.20 3.40 3.60 3.80

5000 g T m/z 43.10  25.44%
15 37 53 6367t 86
WWTWTWTWWWWFWWWFWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 N
Abundance #1826: Pentane, 3-methyl- R aE R e e
57 3.00 3.20 3.40 3.60 3.80

m/z 39.05 18.23%

29 41
5000
1 15 5| 3337/ |,454953 | 61 67'L 77 86
S M1 N R 1 <o o L STV A

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 1

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

3.73 425.08 ug/L 47055800 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 87
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 40
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 743 (3.729 min): VU040584.D (-719) (-) m/z 57.10 100.00%
57
41

>

5000 /\

86 LINLI DL L L L BN L LB |
3.40 3.60 3.80 4.00

37||l454953|| 6165 "1 7781

0.......,....,....,....,....,....,....,....,....,....,....,..:.,'..'.,....,....,!...,....,....,.|...,....,... m/z 41.10 79.21%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57

43

>

5000 LN L L L LB L LB L |
39 3.40 3.60 3.80 4.00
15 86 m/z 43.10 69.76%
2 2 53 7}
RN a L L L L e e N LR kL R S U e e s
m/z--> 0O 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 57
T
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 50.90%
39 86
) 15 53 71
WTTWWWTTTWWTTTWTWWWW
m/z--> 0O 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane e ERREmamE A
57 3.40 3.60 3.80 4.00
M m/z 42.10 35.84%
5000
29 86
‘ 53 71
15 | 3710l 4953/ 6165 ‘[ 77
BRI s L LN R L R e e e St e T
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

4.32 14.60 ug/L 1615900 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64

Abundance Scan 927 (4.321 min): VU040584.D (-908) (-) m/z 57.10 100.00%

57
43
5000 85

400 420 440 4.60
51 69
...“..w..”,.”.,”?ﬂ“...“uh“??”,”??“..w..ﬁﬁ.”. m/z 43.10 59.87%

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
4.00 4.20 4.40 4.60

29 m/z 41.10 46.10%

a7 51 || 6369 77 | 100
SNENNERSMRSRMRASERRSRRS BB 78 N 1L M N HE LS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
57

43 LI L L L L LB L |
85 4.00 4.20 4.40 4.60
5000 m/z 85.20 44 _10%
29
15 37 51 | 6369 77 99
L IR R L B B o
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3998: Butane, 2,2,3-trimethyl-
57 4.00 4.20 4.40 4.60
43 m/z 56.10 41.58%
5000
29 85
15
1 | “ 37 51| 6369 75 100
e e T e I ARREERER 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\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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: Straight-Chai... Concentration Rank 11

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

4._.46 10.37 ug/L 1148370 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 64
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 58
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 970 (4.459 min): VU040584.D (-953) (-) m/z 43.10 100.00%

43 57
5000
85

| 69 | 100 420 440 460 4.80
...,....,....,..??|;.:..??-.-.:,‘??..-,...7?,....,....,...., m/z 57.10 84.11%

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

5000 R e N R
4.20 4.40 4.60 4.80

27 g5 m/z 41.10 53.44%

15 | s s 69 77 100
L o o B I i o o o RIS R
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43

4.20 4.40 4.60 4.80

5000 m/z 56.10 47.33%
85
57
29
15 37 51 63 71 77 100
L R e o o MMM
mz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl- R e o e R
a8 420 440 4.60 4.80
57 m/z 42.10 26.49%
5000
15 || 37]ll, 51 ||, 63 69 100
L s e T~ LN S —
mz--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 6 (DEL) Alkane: Cyclic4.56 Concentration Rank 3

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

4.56 156.92 ug/L 17370900 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1001 (4.559 min): VU040584.D (-982) (-) m/z 56.10 100.00%
56
41
5000 69
rrrrrTrprT T T T T T T T T
84 420 4.40 4.60 4.80
37 51| 6165 | 7377
........,....,....,....,....,....,....,....,...l;.l.'.,....,:..':, o ke .| M7z 41.10  55.48%
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 A L IR L
69 4.20 4.40 4.60 4.80
27 a4 m/z 69.10 40.82%
1 15 3337 | 51““ 6165 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
i 420 440 460 480
5000 69 m/z 55.10 25.94%
28
84
15 37 51 65 77
B L) L) AL KA KA L) ML ALY SRS LAl Kk AL AR KAL) Kkl G MR MR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl- P
56 420 440 4.60 4.80
m/z 39.05 24 _39%
5000 4l
69
27 ‘ ‘ 84
15 |31 37| 51 || 6165 | 7377
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 480
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
10.90 13.72 ug/L 1609610 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 86
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2973 (10.899 min): VU040584.D (-2961) (-) m/z 91.10 100.00%
91
5000
- 120
o bbb 5.
AR L L A LS L LA SN SARAS LS LA SRR LAY R - = 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000 USSR SN BN
10.60 10.80 11.00 11.20
65 120 m/z 65.10 11.95%
39
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 10.76%
120
39 65 105
mewwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91 10.60 10.80 11.00 11.20
m/z 78.10 6.71%
5000
120
15 39 6 105
miz> % 4 80 b 100 120 140 160 180 200 230 250 280 250 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 5
R.T. EstConc Area Relative to ISTD R.T.
11.00 61.83 ug/L 7252680 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU040584.D (-2989) (-) m/z 105.15 100.00%
105
5000
120
77 91
39 51 65 10.60 10.80 11.00 11.20 11.40
e oo 84 L 98 L 113 ) Th/z 120.20  31.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
m/z 91.10 12.98%
15 21 3 Slsges T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 12 .85%
120
1 27 39 51 5965 77 91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 79.10 8.83%
5000
120
39 77 91
SN S U R S 0 A N || G W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTR100820WMA .M Mon Oct 12 17:21:09 2020 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Mesitylene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.09 22.88 ug/L 2683740 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 C9H12 000108-67-8 95
4 Mesitylene 120 C9H12 000108-67-8 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95

Abundance Scan 3032 (11.089 min): VU040584.D (-3021& ) m/z 105.15 100.00%

105
5000 120

7 91
39 51 10.80 11.00 11.20 11.40
' 8 o e el usll | h7,120.20  48.97%

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

Abundance #9402: Mesitylene
105
120
5000
10.80 11.00 11.20 11.40
m/z 77.10 13.82%
27 ¥ Sleges %
I L [ A | L i
L i RN S R s e R
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 .55%
15 27 3 slgges T 9
L o o e R RNREARERE s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 /\
Abundance #9401: Mesitylene e R
105 10.80 11.00 11.20 11.40
m/z 91.10 11.26%
120
5000
39 51 w91
N LS WA o NN R~ - PO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40

SOMUTR100820WMA .M Mon Oct 12 17:21:10 2020 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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, l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.29 12.36 ug/L 1449280 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3095 (11.291 min): VU040584.D (-3081) (-) m/z 105.15 100.00%
105
5000
120
77 91
39 81 65 11.00 11.20 11.40 11.60
e bl 9B WAL 77712020 30.07%
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
39 . o1 m/z 77.10 12.98%
S S 8BS = T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.05 12 .95%
120
5 27 39 ©51gge6s 7 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.10 9.82%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.20 11.40 11.60

SOMUTR100820WMA .M Mon Oct 12 17:21:10 2020 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 61.64 ug/L 7230000 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3151 (11.472 min): VU040584.D (-3135) (-) m/z 105.15 100.00%
105
5000 120
39 51 g5 65 7| VROV 11.20 11.40 11.60 11.80
e et 84 L 98 L UL Tm/z 120.15  45.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.10 13.44%
27 39 515965 7 9L
I L [ 1 I L il
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 119.20 12.07%
77
15 27 3% 5l 5965 83 ' og 11
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9400: Mesitylene
105 11.20 11.40 11.60 11.80
120 m/z 91.10 10.99%
5000
39
27 51 o 91
S S R N 7 - .- W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80

SOMUTR100820WMA .M Mon Oct 12 17:21:11 2020 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,4-trimethyl- Concentration Rank 12

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

11.89 10.12 ug/L 1187270 1,4-Dichlorobenzene-d4 11.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3281 (11.890 min): VU040584.D (-3269) (-) m/z 105.15 100.00%
105
5000 120 f
39 51 g4 65 7|7 o 31 on 11.60 11.80 12.00 12.20
e e e e e o i e | | M/Z 120.20 42.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 120 ||||||||||/|\||||||||||||
11.60 11.80 12.00 12.20
m/z 77.10 13.44%

39 51 91
s 27 P Slgges g Tes
S R B o o o o R EEERREEEmEss )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105

11.60 11.80 12.00 12.20

5000 m/z 91.10 10.63%
-7 120
91
15 27 39 51 58 65
T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 119.20 9.66%
5000 120
28 39 51 77 91
Y PO T~V O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20

SOMUTR100820WMA .M Mon Oct

12 17:21:12 2020

Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 13 Benzene, 1l-methyl-3-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.12 4.80 ug/L 562533 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 91
2 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 91
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91
4 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 87
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 87
Abundance Scan 3353 (12.121 min): VU040584.D (-3347) (-) m/z 105.15 100.00%
105
5000
134
77
39 51 65 92 11.80 12.00 12.20 12.40
o...,....,....,....-,....,-....,.'.-..,...':',.f??.,'!...,.':!.,.1.1.‘.3,..1.2]7,..|~..,... m/z 134.20 21.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105
5000
134 11.80 12.00 12.20 12.40
m/z 106.15 14 _47%
15 27 39 Sigges T % | a9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 77.10 9.93%
134
27 39 51 e (7 91 119
wwwwmmmmﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14859: Benzene, 1-methyl-4-propyl-
105 11.80 12.00 12.20 12.40
m/z 79.10 7.11%
5000

134

27 77
15 2 39 Blgges Mg 9% g9 | 115 1p |

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

SOMUTR100820WMA .M Mon Oct 12 17:21:12 2020 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.46 4_.52 ug/L 530521 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3458 (12.459 min): VU040584.D (-3444) (- m/z 119.20 100.00%
119
5000
134
9% 105
39 51 65 /7 %8 || 197 12.20 12.40 12.60 12.80
rrrprrrereerprree e et co i e e e || M/z 134.20  30.80%
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 18.98%

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 105.05 13.64%
01 134
7 105
15 27 39 515865 98 127

wwwwmﬁmwﬁwwmm
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 10.75%

5000

12.20 12.40 12.60 12.80

SOMUTR100820WMA .M Mon Oct 12 17:21:13 2020 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 15 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.49 4.68 ug/L 549410 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 p-Cymene 134 C10H14 000099-87-6 94
Abundance Scan 3468 (12.491 min): VU040584.D (-3462) (-) m/z 119.20 100.00%
119
5000
oL 134
39 51 g 65 77 103 12.20 12.40 12.60 12.80
..,....,....,....',~....,-...5.51.'.'..,...':',....,|....,.-...,..'.':,'..1.2]7,.]..,... m/z 134.20 21.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
12.20 12.40 12.60 12.80
o1 134 m/z 91.10 12.80%
15 27 41 515865 77 | 108 16
mz-> 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 9.11%
134
91
15 27 41 51 58 65 i 103 127
wwwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14909: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.20 12.40 12.60 12.80
m/z 117.15 8.97%
5000
o1 134
21 3 515885 Tlgy | 103115 | 17 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTR100820WMA .M Mon Oct 12 17:21:13 2020 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 16 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.56 9.19 ug/L 1077740 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 3490 (12.562 min): VU040584.D (-3478) (-) m/z 119.15 100.00%
119
5000
o 134
39 51 65 77 | o8 105 127 12.20 12.40 12.60 12.80
e e et e i e e | m/z 134.20 27.68%
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
- 3 m/z 91.10 17.50%
39 51 oq 65 105
15 27 58 \ 98 | Ll 127

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 10.01%
91 134
39 51 65 " 105
15 27 58
wwmwmmwﬁwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 12.20 12.40 12.60 12.80
m/z 77.10 9.80%
5000
134
91
15 27 A4l 515865 77 | 108 || 196 |
T e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMUTR100820WMA .M Mon Oct 12 17:21:14 2020 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 17 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.96 6.51 ug/L 763077 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
Abundance Scan 3614 (12.960 min): VU040584.D (-3596) (-) m/z 119.15 100.00%
119
5000 134
91
39 51 65 77 | 105 149 12.60 12.80 13.00 13.20
SRS NSNS PSS A | m/z 134.20 45.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-

5000
12.60 12.80 13.00 13.20

m/z 91.05 17.58%

m/z--> 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
5000 134 m/z 120.20 10.11%
91
15 27 ¥ 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-

12.60 12.80 13.00 13.20
m/z 133.20 9.58%

5000

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

SOMUTR100820WMA .M Mon Oct 12 17:21:14 2020 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.02 9.35 ug/L 1096110 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
Abundance Scan 3633 (13.021 min): VU040584.D (-3623) (-) m/z 119.20 100.00%
119
5000 134
39 65 77 o1 12.80 13.00 13.20 13.40
51 103 : : : :
..,....,....,....',-....,....,.-.'..,...'.,....,|....,.-.-..,..'.'.I.... o 248 m/z 134.20 44_52%
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 16.57%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
134 12.80 13.00 13.20 13.40
5000 m/z 120.15 9.80%
91
5 27 39 51 6 77 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.80 13.00 13.20 13.40
m/z 133.20 9.08%

5000

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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 19 Benzene, 1l-methyl-4-(2-prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.44 9.58 ug/L 1124120 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 78
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 66
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 60
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 60
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 60
Abundance Scan 3763 (13.439 min): VU040584.D (-3755) (-) m/z 119.20 100.00%
119
5000 134
91
39 51 65 7|7 | 103 127|‘ 13.20 13.40 13.60 13.80
et il A FEEL Tmzz 117.15 90.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117
132
5000 A/\""|""|""|""|"'
91 13.20 13.40 13.60 13.80
9 51 e 7 105 m/z 134.20 37 .95%
..“%?.“.%T“..“...qhn?ﬁﬂﬂnl.ahh..”\..gﬁﬂﬁnl..J,.nﬂJJ”.,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 1320 13.40 13.60 13.80
5000 m/z 115.10 30.22%
39 91
27 51 63 77
15 gg 105
wmmmwﬁrwmmm
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 13.20 13.40 13.60 13.80
132 m/z 132.15 29.49%
5000
91
39 51 e 77 ‘
27 105
..,.%.5.,...‘.,....‘,....Hl‘..‘.,lm..,.:‘.‘l‘,....‘,a..9.8,:‘a..,...l,...‘l‘,.‘...,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80

SOMUTR100820WMA .M Mon Oct 12 17:21:15 2020 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100920\
Data File : VvU040584.D

Acq On : 09 Oct 2020 15:20

Operator : SY/MD

Sample : TEST

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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... 3.10 102.3 ug/L 11324900 1 6.26 553500 5.0
(DEL) Alkane: Str... 3.38 172.0 ug/L 19040500 1 6.26 553500 5.0
(DEL) Alkane: Str... 3.73 425.1 ug/L 47055800 1 6.26 553500 5.0
(DEL) Alkane: Str... 4.32 14.6 ug/L 1615900 1 6.26 553500 5.0
(DEL) Alkane: Str... 4._46 10.4 ug/L 1148370 1 6.26 553500 5.0
(DEL) Alkane: Cyc... 4.56 156.9 ug/L 17370900 1 6.26 553500 5.0
Benzene, propyl- 10.90 13.7 ug/L 1609610 3 11.81 586468 5.0
Benzene, l-ethyl-_.. 11.00 61.8 ug/L 7252680 3 11.81 586468 5.0
Mesitylene 11.09 22.9 ug/L 2683740 3 11.81 586468 5.0
Benzene, l-ethyl-_.. 11.29 12.4 ug/L 1449280 3 11.81 586468 5.0
Benzene, 1,2,3-tr... 11.47 61.6 ug/L 7230000 3 11.81 586468 5.0
Benzene, 1,2,4-tr... 11.89 10.1 ug/L 1187270 3 11.81 586468 5.0
Benzene, l-methyl... 12.12 4.8 ug/L 562533 3 11.81 586468 5.0
Benzene, 2-ethyl-_.. 12.46 4.5 ug/L 530521 3 11.81 586468 5.0
Benzene, l-methyl... 12.49 4.7 ug/L 549410 3 11.81 586468 5.0
Benzene, 4-ethyl-_... 12.56 9.2 ug/L 1077740 3 11.81 586468 5.0
Benzene, 1,2,3,5-... 12.96 6.5 ug/L 763077 3 11.81 586468 5.0
Benzene, 1,2,3,4-_... 13.02 9.3 ug/L 1096110 3 11.81 586468 5.0
Benzene, 1l-methyl... 13.44 9.6 ug/L 1124120 3 11.81 586468 5.0
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