LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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
1 1.607 75 83 91 rBv 47882 54133 1.16% 0.323%
2 1.922 173 181 195 rVvB 44347 60258 1.29% 0.359%
3 2.392 315 327 343 rBV 36810 58711 1.26% 0.350%
4 2.581 374 386 399 rBV 90561 146283 3.14% 0.872%
5 4.012 813 831 855 rBV2 126083 327429 7.03% 1.952%
6 4.665 1014 1034 1092 rBvV3 76783 324707 6.97% 1.936%
7 5.083 1148 1164 1198 rVB 99161 238707 5.12% 1.423%
8 5.742 1347 1369 1372 rBv2 177230 384010 8.24% 2.289%
9 5.790 1373 1384 1410 rVB 2310127 4660063 100.00% 27.778%
10 6.263 1515 1531 1548 rVvB2 179607 336380 7.22% 2.005%

11 6.703 1655 1668 1684 rVB 117191 221170 4._75% 1.318%
12 7.575 1925 1939 1951 rBV 58923 103729 2.23% 0.618%
13 7.906 2027 2042 2052 rBvV 189191 323412 6.94% 1.928%
14 7.976 2052 2064 2078 rVB 417189 700564 15.03% 4.176%
15 8.185 2115 2129 2142 rBV2 41738 70213 1.51% 0.419%

16 8.642 2258 2271 2307 rBV 348433 649470 13.94% 3.871%
17 9.420 2498 2513 2516 rBV 274335 414400 8.89% 2.470%
18 9.446 2517 2521 2547 rVV 421556 659405 14.15% 3.931%
19 9.571 2548 2560 2584 rvv2 348569 644848 13.84% 3.844%
20 9.690 2584 2597 2614 rVV 2140189 3378167 72.49% 20.137%

21 10.102 2711 2725 2747 rVB 472585 756780 16.24% 4.511%
22 10.755 2916 2928 2938 rBV 99198 159989 3.43% 0.954%
23 10.890 2955 2970 2989 rBV3 90917 179027 3.84% 1.067%
24 10.992 2989 3002 3018 rVB 87206 139179 2.99% 0.830%
25 11.082 3018 3030 3043 rBV2 54301 83920 1.80% 0.500%

26 11.288 3083 3094 3106 rVB 52461 83220 1.79% 0.496%
27 11.462 3134 3148 3164 rBvV 205186 323741 6.95% 1.930%
28 11.806 3243 3255 3270 rBV 281037 483601 10.38% 2.883%
29 11.886 3270 3280 3295 rVB3 111464 190474 4_.09% 1.135%
30 12.089 3332 3343 3361 rVB3 53182 89404 1.92% 0.533%

31 12.185 3361 3373 3394 rVB 250697 415563 8.92% 2.477%
32 12.475 3449 3463 3482 rBV2 62341 114897 2.47% 0.685%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 16775854
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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\VU092120\
VU040231.D

21 Sep 2020 14:11

SY/MD

L4046-13 100X

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU040231.D
5|79
2000000
1500000
1000000
500000
5.7 6.26
2.58 4.01 4.66 5.08 A 6.7(
I i A <.y Sy | Gy Y ,t | S\
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: vU040231.D
9.69
2000000
1500000
1000000
500000 10.10
i 8.64 99'42357 11.81 .
7. ' 11.46 ' 12.
i om0 [iizo
e T T T e S BRI P M
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU040231.D
2000000
1500000
1000000
500000
12.47
S —
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Ethyl ether Concentration Rank 9

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

2.39 0.87 ug/L 58711 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 90
4 Ethvl ether 74 C4H100 000060-29-7 78
5 Hydrazine, trimethyl- 74 C3H10N2 001741-01-1 47

Abundance Scan 327 (2.392 min): VU040231.D (-315) (-) m/z 59.10 100.00%
59
45 24
5000
41 SRR AR SRS SRS
38 | | 78 2.00 2.20 240 2.60 2.80
0W““PHWH“P“W““V“W““th“HVHw”'P“W““V“ﬂ““r“u“' m/z 45.10 82.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #840: Ethyl ether
31
59
5000 45 74 '|""|""|""|/¥"|"
2.00 2.20 240 2.60 2.80
27 m/z 74.10 74 .69%
15 19 | 4\1\ |
L e L L A AR AN LN L) RAAR) NARLS RARANRRARA LRI AR KA ARALA LA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
31
59 SRS SRR SRR
74 2.00 2.20 240 2.60 2.80
5000 45 m/z 43.10 27 .32%
27
41
0 1519 55 70
AR MR RN LA R AR RARAN RARAN RRARN RALRS RARAD RAREN RRARE LAARN RARRY RAREA RRALE LRM
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #841: Ethyl ether
3 2.00 2.20 240 2.60 2.80
m/z 41.00 15.35%
5000 45 59
74
15 27
0 | 19 24‘M ‘ 3841 55 70
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 2 Diisopropyl ether Concentration Rank 1

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

4.01 4.87 ug/L 327429 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 72
2 Diisopropnvl ether 102 C6H140 000108-20-3 64
3 1-Propanol. 2-(l-methvlethoxv)- 118 C6H1402 003944-37-4 64
4 Diisopropnvl ether 102 C6H140 000108-20-3 64
5 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 56

Abundance Scan 830 (4.009 min): VU040231.D (-813) (-) m/z 45.10 100.00%
45
5000 ]\
87 S S NS
39 59
i, | 69 102 3.60 3.80 4.00 4.20 4.40
O B B e B B B R B I e m/z 43.10 58.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 SRR AR LA R
360 3.80 4.00 420 4.40
5 87 m/z 87.20 24 _.01%
o 15 27 39 T 69 78 102
mz> 10 20 30 40 50 60 70 8 90 180 110
Abundance
45
360 380 400 420 440
5000 m/z 41.10 22 .94%
87
2139 S 102
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8864: 1-Propanol, 2-(1-methylethoxy)- A REREE R
45 3.60 3.80 4.00 4.20 4.40
m/z 59.10 12.83%
5000
87
31 59
o o5 | 39| s3 | 69 75 103
m/z--> 10 20 30 40 50 60 70 8 90 100 110 360 3.80 400 420 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 3-Heptanone, 5-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 1.85 ug/L 179027 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 93
2 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 87
3 3-0Octanone 128 C8H160 000106-68-3 81
4 3-0ctanone 128 C8H160 000106-68-3 80
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 80
Abundance Scan 2970 (10.890 min): VU040231.D (-2955) (-) m/z 57.10 100.00%
43 57
71
91
5000
128
10.60 10.80 11.00 11.20
ol 0 281 | "w/z 43.10 92.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12502: 3-Heptanone, 5-methyl-
29 43 57
71
5000
99 10.60 10.80 11.00 11.20
m/z 71.10 70.48%
15 ‘ 128
Ot ”,..Jh..ﬁ.ﬁ?..“??ﬁ.l.w................ SE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
o 43 57
71 LR SR BN SUNRE SR
10.60 10.80 11.00 11.20
5000 99 m/z 91.10 59.10%
128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12434: 3-Octanone
43 10.60 10.80 11.00 11.20
> m/z 72.10  50.45%
29
5000 99
128
O.HP.HL.WP.LP”.P”.PL..”..”..”..”..”..”w.“w.” s TR ——
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\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 5 Benzene, l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.99 1.44 ug/L 139179 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 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 3001 (10.989 min): VU040231.D (—2983) ) m/z 105.10 100.00%

105

5000
120
77 91

39 51 58 65 | | 10.60 10.80 11.00 11.20 11.40
o A NSO OO R | SO m/z 120.20  32.79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
m/z 91.10 18.29%
7 91
1 27 ¥ Slsg
(O R o N o o S NS e s e R e RAREREEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 13.13%
120
39 77 91
o 21 o1 55 65 84 98 | 113
I o B R R RAARNREEEESEEEsEs
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 106.10 10.36%
5000
120
7 91
R A L o o o e o o o S R S A R e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 6 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.08 0.87 ug/L 83920 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
5 Mesitylene 120 C9H12 000108-67-8 95

Abundance Scan 3029 (11.079 min): VU040231.D (-3018) (-) m/z 105.10 100.00%

(
105
5000 120
77 91

39 51 65 | | 10.80 11.00 11.20 11.40
Obrr e i oo e et el el Tm/z 120.10 46.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105
120
5000

10.80 11.00 11.20 11.40
m/z 77.10 16.18%

7 91
15 27 39 Slosges gy Ot gg

O T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.80 11.00 11.20 11.40
5000 120 m/z 91.20 13.04%
39 77 91
oL 15 % 5l 5g 65 84 | 98 | 113
T T T T T T e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105 10.80 11.00 11.20 11.40
m/z 119.20 12.54%
120
5000
27 39 Blgges 1 9
S A . NN NN NN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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, l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.29 0.86 ug/L 83220 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. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3095 (11.291 min): VU040231.D (-3083) (-) m/z 105.10 100.00%
105
5000
120
39 51 63 7|7 91 11.00 11.20 11.40 11.60
S 7N NN 1 NN PN NN P m/z 120.10  28.03%
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 14_.17%
o 2 T Sles 8 e o7 | w3
mz> 10 2 3 40 50 60 70 8 0 100 110 130
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 11.92%
120
15 27 3 sl 65 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 11.00 11.20 11.40 11.60

m/z 79.10 10.51%

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\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.46 3.35 ug/L 323741 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 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 95
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
Abundance Scan 3147 (11.459 min): VU040231.D (-3134) (-) m/z 105.20 100.00%
105 ﬂ
5000 120

39 51 . 65 7|7 o 91 11.20 11.40 11.60 11.80

Ol eyl el 83 bl el Tm/z 120.20  45.65%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-
105
120
5000

11.20 11.40 11.60 11.80
m/z 77.10 13.71%

1
274 Sees % L

LS R S H i N S o} NSMBA ISB 1 SRS T
m/z--> 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 91.10 12.44%
39 77
15 27 51 g5 65 9
O e T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9400: Mesitylene
105 11.20 11.40 11.60 11.80
m/z 119.20 11.95%
120
5000
27 51 91
o...,....,...‘.,....‘,n...N.‘..5.8,f?.,...‘:,?.“..,...g.f‘,.ul.,1.1.3..‘,‘....,.
m/z--> 10 20 30 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

11.89 1.97 ug/L 190474 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 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
5 Mesitylene 120 C9H12 000108-67-8 93

Abundance Scan 3281 (11.890 min): VUO4023&)1.D (-3270) (-) m/z 105.10 100.00%
105
5000 120
39 51 63 | ﬂl B9 11.60 11.80 12.00 12.20
Obrrprrrrprrrr e it bt et el e e || M/z 120.20 A1 20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 LI B S I B B D O
11.60 11.80 12.00 12.20
m/z 77.10 15.32%
15 27 39 51 g5 7 9L
V) A2 A S N F S M BV | ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
11.60 11.80 12.00 12.20
5000 120 m/z 91.10 13.46%
39 7 91
ol 15 27 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9420: Benzene, 1,2,4-trimethyl-
105 11.60 11.80 12.00 12.20
m/z 79.10 11.31%
120
5000
27 41 51 g 1 91 |
0.q””““q””ﬁnqhup%quhpnqh”“hq”nﬁ”q””“”q””“.
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\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Benzene, l-ethenyl-4-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.09 0.92 ug/L 89404 1,4-Dichlorobenzene-d4 11.81

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 91
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 90
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 78
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
5 Indane 118 C9H10 000496-11-7 70
Abundance Scan 3343 (12.089 min): VU040231.D (-3332) (-) m/z 117.10 100.00%

117
105
5000
91
134
3? ﬁl | ﬁi 7( | | | 11.80 12.00 12.20 12.40
e e 1R N m/z 118.20 57.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117

AN
LI e B I B

11.80 12.00 12.20 12.40
m/z 105.10 53.11%

5000

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
R RARE A mEa e na
11.80 12.00 12.20 12.40
5000 m/z 119.20 50.11%
91
39 51 63
. . 27 i 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117 11.80 12.00 12.20 12.40

m/z 115.10 49.62%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040231.D

Aca On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 11 Cyclohexanone, 3,3,5-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.47 1.19 ug/L 114897 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 97
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 93
3 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 91
4 1.3-Cvclohexanedione. 5.5-dimethvl- 140 C8H1202 000126-81-8 47
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 47
Abundance Scan 3462 (12.472 min): VU040231.D (-3449) (-) m/z 83.10 100.00%
83
5000 4 g O j\~
| 125 140 112.20 12.40 12.60 12.80
97 : : - :
Obrrrrrrreemr el bl ST 0TS | o= Nee 10 47, 62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18746: Cyclohexanone, 3,3,5-trimethyl-
83
5000 69
n 55 12.20 12.40 12.60 12.80
140 m/z 41.10 39.83%
21 \‘ o7 107 1%
0'“l“'WHJ“'“WMH'N“hVH“P“'Vl“V'”l““l”'WHMWH'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
12.20 12.40 12.60 12.80
5000 o 69 m/z 56.10 38.12%
41 . 140
ol 15 29 97 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18741: Cyclohexanone, 3,3,5-trimethyl-
83 12.20 12.40 12.60 12.80
m/z 55.10 37.33%
69
5000 41 55
27
140
0 '”I'%?'P"'I"”I""I”"I'"'P"'I"”I"??I”"%%?"I}ﬁél"'ﬁ""l A 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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
Data File : VU040231.D

Acq On : 21 Sep 2020 14:11

Operator : SY/MD

Sample : L4046-13 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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]
Ethyl ether 2.39 0.9 ug/L 58711 1 6.26 336380 5.0
Diisopropyl ether 4.01 4.9 ug/L 327429 1 6.26 336380 5.0
3-Heptanone, 5-me... 10.89 1.9 ug/L 179027 3 11.81 483601 5.0
Benzene, l-ethyl-_.. 10.99 1.4 ug/L 139179 3 11.81 483601 5.0
Mesitylene 11.08 0.9 ug/L 83920 3 11.81 483601 5.0
Benzene, l-ethyl-_.. 11.29 0.9 ug/L 83220 3 11.81 483601 5.0
Benzene, 1,2,4-tr... 11.46 3.4 ug/L 323741 3 11.81 483601 5.0
Benzene, 1,2,3-tr... 11.89 2.0 ug/L 190474 3 11.81 483601 5.0
Benzene, l-etheny... 12.09 0.9 ug/L 89404 3 11.81 483601 5.0
Cyclohexanone, 3,... 12.47 1.2 ug/L 114897 3 11.81 483601 5.0
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