LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 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\SOMUTRO50720WMA .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 1.613 53 85 92 rBv 224959 559646 13.13% 2.032%
2 1.932 178 184 204 rVB2 169412 264058 6.20% 0.959%
3 2.401 320 330 350 rVB 756053 1168190 27.41% 4.242%
4 2.594 377 390 404 rBV 243906 399831 9.38% 1.452%
5 3.079 530 541 545 rBV3 35028 64182 1.51% 0.233%
6 3.112 547 551 565 rVB2 43801 74854 1.76% 0.272%
7 3.394 624 639 661 rVB2 95715 218715 5.13% 0.794%
8 3.735 730 745 765 rVB3 54803 125402 2.94% 0.455%
9 4.034 818 838 861 rBVY 1245337 3244175 76.11% 11.780%
10 4.571 986 1005 1021 rBV 266021 646732 15.17% 2.348%

11 4.681 1021 1039 1085 rVB2 298884 976072 22.90% 3.544%
12 5.102 1154 1170 1202 rBV2 439852 1054723 24.74% 3.830%
13 5.423 1252 1270 1284 rBV3 37233 82552 1.94% 0.300%
14 5.526 1284 1302 1313 rBV3 23768 47779 1.12% 0.173%
15 5.761 1353 1375 1381 rBV2 517142 1288681 30.23% 4.679%

16 5.809 1382 1390 1406 rVB 907599 1808749 42.43% 6.568%
17 6.282 1522 1537 1569 rVB 456310 881730 20.69% 3.202%
18 6.722 1659 1674 1687 rBV 335075 648310 15.21% 2.354%
19 6.790 1687 1695 1706 rVB3 32232 59857 1.40% 0.217%
20 7.594 1931 1945 1960 rBV 161854 283567 6.65% 1.030%

21 7.742 1976 1991 2009 rVB3 41122 80073 1.88% 0.291%
22 7.925 2024 2048 2063 rBvV 589821 1093330 25.65% 3.970%
23 7.992 2063 2069 2084 rvVB2 38429 72765 1.71% 0.264%

24 8.205 2121 2135 2150 rBV 105305 177557 4_.17% 0.645%
25 8.658 2262 2276 2313 rBV 1074941 2037630 47.80% 7.399%

26 8.815 2316 2325 2344 rVB2 21016 46825 1.10% 0.170%
27 9.468 2505 2528 2558 rvv2 1847235 4262427 100.00% 15.478%
28 9.713 2589 2604 2615 rBV2 30271 55565 1.30% 0.202%
29 9.780 2615 2625 2639 rBvV2 27894 46360 1.09% 0.168%
30 10.121 2720 2731 2745 rVB5 48993 93111 2.18% 0.338%

31 10.500 2837 2849 2860 rBV 177954 282783 6.63% 1.027%
32 10.674 2897 2903 2913 rVB4 32379 52483 1.23% 0.191%
33 10.774 2914 2934 2960 rVB 299085 530617 12.45% 1.927%
34 10.912 2960 2977 2989 rBV5 189236 424082 9.95% 1.540%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 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\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0

35 11.047 2999 3019 3031 rBV2 55109 97923 2.30% 0.356%
36 11.307 3089 3100 3121 rVB 98692 183711 4_.31% 0.667%
37 11.481 3145 3154 3164 rVB 47260 73235 1.72% 0.266%
38 11.655 3201 3208 3223 rVBS8 48506 93403 2.19% 0.339%

39 11.825 3249 3261 3278 rVV2 716853 1448978 33.99% 5.262%
40 11.905 3278 3286 3306 rVB 107154 176895 4._.15% 0.642%

41 12.108 3336 3349 3363 rvv2 257750 418382 9.82% 1.519%
42 12.208 3367 3380 3401 rVB 662191 1139589 26.74% 4.138%

43 12.587 3488 3498 3507 rBVY 61843 94713 2.22% 0.344%
44 12.892 3583 3593 3610 rVB 133451 228709 5.37% 0.830%
45 12.995 3615 3625 3633 rVvVv 34228 55654 1.31% 0.202%
46 13.047 3633 3641 3652 rVB4 24369 44056 1.03% 0.160%
47 13.982 3923 3932 3939 rBV3 36215 61009 1.43% 0.222%

48 14.031 3939 3947 3959 rVB3 69168 117118 2.75% 0.425%
49 15.127 4272 4288 4303 rBV2 84700 152258 3.57% 0.553%

Sum of corrected areas: 27539046
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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\VU052120\
VU038261.D

21 May 2020 13:58

JC/MD

L2724-06DL 5X

25.0mL/MSVOA U/WATER

5 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU038261.D
1500000
4.03
1000000 5.81
2.40
5.
500000 5.10 6.28
6.7
161 193 2.59 4.54:68
308 3.39
O R e e e R R B e e e e e e B — e P e
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: VU038261.D
9|47
1500000
8.66
1000000
11.82 12
7.92
500000
10.77
7.9 8.20 1050 169t 1133
79 7.74 [7.99 8.82 ogrs 10.12 10.67 [\11.05 *°11.481.65
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: vU038261.D
1500000
1000000
500000
12.89
12.59 3 15.13
i S SO
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\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 2

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

2.40 6.62 ug/L 1168190 1,4-Difluorobenzene 6.28
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 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 56

Abundance Scan 330 (2.401 min): VU038261.D (-320) (-) m/z 59.05 100.00%
99
45 74
5000
2.00 220 2.40 2.60 2.80
o...,....,....,...3.5,*.|!..,5."’...,-..‘?7.,.|...,8.2...,....,....,...1.1?.... m/z 74.05  72.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #841: Ethyl ether
31
5000 59 AR AR S L B
45 74 200 220 240 2.60 2.80
15 m/z 45.00 71.00%
0 \ ZQH 39‘
LR RS SRS LA LR RS RN USRS RS RS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
31
59 IR RS RSN
74 2.00 220 2.40 2.60 2.80
5000 45 m/z 43.00 19.94%
15 39
S A R R AN RS RN RS RARRS LSS LRSS REAR WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #840: Ethyl ether
3 2.00 220 2.40 2.60 2.80
59 m/z 41.00 12.71%
5000 45 74
o 15 25| 39,
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 2.00 220 2.40 2.60 2.80

SOMUTRO50720WMA .M Fri May 22 12:08:29 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

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

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

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

3.39 1.24 ug/L 218715 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 638 (3.391 min): VU038261.D (-624) (-) 57.10 100.00%
57
41
5000
71 86 3.00 320 3.40 3.60 3.80
o...,....,....,....,....|,!|...,..|.:,~‘??..'i'.-...,...-.,..g.e.,... m/z 56.05 81.55%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000

3.00 3.20 3.40 3.60 3.80
m/z 41.00 59.78%

1 5 | ‘ \‘ 51 |

65 177 86
O T e T e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.05 21.84%
2 15 71 86
O T T e T e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 38.95 17.89%
41
5000 29
o 15 | | ‘ 51, 63 ‘L 86
R e I I i o o e e R L o o RN EE RS e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 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\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 9

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

3.74 0.71 ug/L 125402 1,4-Difluorobenzene 6.28
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 59
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 50
4 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 50
5 n-Hexane 86 C6H14 000110-54-3 50

Abundance Scan 746 (3.739 min): VU038261.D (-730) (-) m/z 57.10 100.00%
g7
41
5000
‘ 8o 3.40 3.60 3.80 4.00
71 : : : -
o...,....,....,....,....|;.=..‘?1.-.|.:,.‘?“?.,'...7?,.:1.,....,.... m/z 41.00  74.57%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #1821: n-Hexane
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 43.00 58.24%
o s s s
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
57
43 SRS RS SR SRR
29 3.40 3.60 3.80 4.00
5000 m/z 56.00 52.19%
86
2 o 51 71
s O LA I L UL UL UL LS UL S R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3999: Butane, 2,2,3-trimethyl- e BN R )
57 3.40 3.60 3.80 4.00
43 m/z 42.00 32.17%
85
5000
29
o 15 || sl 51, 6369 77 | 99
m/z--> O 10 20 30 40 50 60 70 8 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Diisopropyl ether Concentration Rank 1

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

4.03 18.40 ug/L 3244180 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 91
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 83
4 1- Propanol 2-(1l-methvlethoxv)- 118 C6H1402 003944-37-4 74
5 Ethe 2-chloro-1-methylethyl is... 136 C6H13CIO 098277-76-0 64

Abundance Scan 837 (4.031 min): VU038261.D (-818) (-) m/z 45.00 100.00%
45
5000 ]\
87
39 59 o9 360 3.80 4.00 4.20 4.40
Ol i B L 192 Tm/z 42.95 48.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 R AL UL UL A
360 3.80 4.00 4.20 4.40
50 87 m/z 87.10 27 .44%
o 15 2 39 T 69 78 102
mz> 10 20 % 40 %0 e 70 8 % 100 10
Abundance
45
360 3.80 4.00 4.20 4.40
5000 m/z 41.00 17.11%
87
59
o 27 39 69 102
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4423: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 11.76%

5000
87
59
0 15 2‘7 39 ‘ 69 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 (DEL) Alkane: Cyclic4.57 Concentration Rank 3

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

4_.57 3.67 ug/L 646732 1,4-Difluorobenzene 6.28
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 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 Cvclobutane. ethvl- 84 CG6H12 004806-61-5 64
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64

Abundance Scan 1005 (4.571 min): VU038261.D (-986) (-) m/z 56.10 100.00%
5

6
5000 4t 69

8 420 4.40 4.60 4.80 5.00
37 5.1.|. 65| 74 79
0........,....,....,....,....,....,....,....,....;.I!.,....,..:.,...,....,.!!.i....,....,....',....,....,. m/z 40.95 50.15%
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
4.20 4.40 4.60 4.80 5.00
28 84 m/z 69.10 43.26%
1‘5 \“ 37\ | 5}\\‘ ! 65 . 7
Obrrerrrrrprerryrrre e e e e e e e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
56
4 420 4.40 4.60 4.80 5.00
5000 m/z 55.05 25.98%
7 69
84
o 1 15 3337 51 6165 77
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1491: Cyclopentane, methyl- R AR EERE R
56 4.20 4.40 4.60 4.80 5.00

m/z 39.00 22.21%

5000 41

69
- 84
15 |31 37 ||| 51 || 6165 | 7377

O rrrr e T T T T T T e

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.20 440 460 4.80 5.00

-
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 5
R.T. EstConc Area Relative to ISTD R.T.
10.91 1.46 ug/L 424082 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 64
2 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 60
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 60
4 3-Octanone 128 C8H160 000106-68-3 53
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 53
Abundance Scan 2976 (10.909 min): VU038261.D (-2960) (-) m/z 91.10 100.00%
43 9
71
5000
L MR
281 10.60 10.80 11.00 11.20
ol L 2285 m/z 57.05 96.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
9
5000
10.60 10.80 11.00 11.20
65 120 m/z 43.00 81.94%
15 % 105
0'“'P““u““WM'M'JW'“'P“'P'“I““I“"“"'“"“'P'“I“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
o9 43 57
71
10.60 10.80 11.00 11.20
5000 99 m/z 71.10 74.01%
128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12525: 3-Heptanone, 5-methyl-
29 48 57 10.60 10.80 11.00 11.20
- m/z 72.05 56 .18%
5000 99
128
o 1? | 113 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 8 Benzene, l-ethyl-4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.31 0.63 ug/L 183711 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3101 (11.311 min):VUO38261.D(—308d)9) ) m/z 105.05 100.00%
105
5000
120
77 91
39 51 65 11.00 11.20 11.40 11.60
Obr e i 28 et e e e 228 Tm/Z 120.10 30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5000
120 11.00 11.20 11.40 11.60
m/z 77.00 12.89%
o 15 21 3 Sleges T e |
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.00 12.42%
27 39 Slggges 9L
O B o B R L T e T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 11.00 11.20 11.40 11.60
m/z 79.00 10.26%
5000
120
oL 15 27 39 Slsg6s g% og | 13
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 0.61 ug/L 176895 1,4-Dichlorobenzene-d4 11.82
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-ethvl-4-methvl- 120 C9H12 000622-96-8 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3287 (11.909 min): VU038261.D (-3278) (-) m/z 105.10 100.00%
105
5000 120
39 51 g5 f 91 11.60 11.80 12.00 12.20
Obrrprrrrprrrr et ettt 22 m/z 120.05 39.77%
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 A
5000 A
11.60 11.80 12.00 12.20
7 m/z 77.00 11.98%
39 91
0 III':I'-'S'I''2"'7I'''"I""'5I‘:'I-""I'§?'I""HI''''I""'I'Hl'l"""l""'l""I""I""II
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 91.00 9.42%

01

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9429: Benzene, 1-ethyl-4-methyl-

11.60 11.80 12.00 12.20
m/z 119.15 8.88%

5000

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\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.11 1.44 ug/L 418382 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 76
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 68
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 3350 (12.111 min): VU038261.D (-3336) (-) m/z 117.10 100.00%
117
5000
11.80 12.00 12.20 12.40
0 m/z 118.10 54 _.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 L UL UL UL B
11.80 12.00 12.20 12.40
o1 m/z 115.10 35.65%
0 15 27 3\9 ?1 | (?\:3\ 77 \‘ 193 ‘ 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 119.10 22.87%
39 58 91
oL 13 27 50 | gg 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-
117 11.80 12.00 12.20 12.40
m/z 105.10 19.83%
5000 91
. 39 ?1 63 4, 103
0'”I}?P'”P”M'”4h'“mLI$MP”j“”W””W”'ﬁ””I””P'”P
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\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3-Octanol, 3,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.89 0.79 ug/L 228709 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 64
2 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 43
3 3-Dodecanol. 3.7.11-trimethvl- 228 C15H320 007278-65-1 42
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 38
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 28
Abundance Scan 3592 (12.889 min): VU038261.D (-3583) (-) m/z 73.05 100.00%
3
5000 55
43
4 111 129, , 12.60 12.80 13.00 13.20
0....,....',”.'..-!'", n“':'.ﬂ.ug?,..'..',..'~..,~....,....,....,...., m/z 55.00 45.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29642: 3-Octanol, 3,6-dimethyl-
73
5000
o9 43 55 12.60 12.80 13.00 13.20
m/z 69.05 32.18%
129
0 15 M\ “M M‘h M‘w 4 96 1}1 ‘ :!'43
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
55 12.60 12.80 13.00 13.20
5000 a7 43 m/z 42.95 31.24%
111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #84611: 3-Dodecanol, 3,7,11-trimethyl-
73 12.60 12.80 13.00 13.20
m/z 70.10 29.64%
5000
43 55
b 22l L L 85 97 111125 139 199 213
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052120\
Data File : VU038261.D

Aca On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 (DEL) Alkane: Cyclicl5.13 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.13 0.53 ug/L 152258 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 55
2 2.3-Dimethvl-2-octene 140 C10H20 019781-18-1 45
3 Cvclopropane. 1.1.2-trimethvl-3-_... 140 C10H20 041977-43-9 38
4 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 38
5 3-Dodecene, (2)- 168 C12H24 007239-23-8 38

Abundance Scan 4289 (15.130 min): VU038261.D (-4272) (-) m/z 55.00 100.00%

5000

14.80 15.00 15.20 15.40

o m/z 83.00 69.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18026: Cyclohexane, (2-methylpropyl)-
5 83
41
5000
97 14.80 15.00 15.20 15.40
0
27 69 140 m/z 69.05 64.87%
ol 13 111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
14.80 15.00 15.20 15.40
5000 41 60 m/z 41.00 60.67%
140
27 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18081: Cyclopropane, 1,1,2-trimethyl-3-(2-methylpropy!l)-
55 83 14.80 15.00 15.20 15.40
69 m/z 140.20 50.17%
5000
41 97
140
Ol o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052120\
Data File : VU038261.D

Acq On : 21 May 2020 13:58

Operator : JC/MD

Sample : L2724-06DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 2.40 6.6 ug/L 1168190 1 6.28 881730 5.0
(DEL) Alkane: Str... 3.39 1.2 ug/L 218715 1 6.28 881730 5.0
(DEL) Alkane: Str... 3.74 0.7 ug/L 125402 1 6.28 881730 5.0
Diisopropyl ether 4.03 18.4 ug/L 3244180 1 6.28 881730 5.0
(DEL) Alkane: Cyc... 4_57 3.7 ug/L 646732 1 6.28 881730 5.0
Benzene, propyl- 10.91 1.5 ug/L 424082 3 11.82 1448980 5.0
Benzene, l-ethyl-_.. 11.31 0.6 ug/L 183711 3 11.82 1448980 5.0
Benzene, 1,2,3-tr... 11.91 0.6 ug/L 176895 3 11.82 1448980 5.0
Indane 12.11 1.4 ug/L 418382 3 11.82 1448980 5.0
3-Octanol, 3,6-di... 12.89 0.8 ug/L 228709 3 11.82 1448980 5.0
(DEL) Alkane: Cyc... 15.13 0.5 ug/L 152258 3 11.82 1448980 5.0
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