LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR053120WMA .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 75 85 93 rBv 160820 183410 8.67% 1.203%
2 1.932 176 184 201 rVB2 126385 177849 8.41% 1.167%
3 2.401 321 330 349 rVB 60608 94694 4._.48% 0.621%
4 2.594 377 390 405 rBV 257807 427313 20.21% 2.803%
5 3.115 544 552 565 rVB4 28235 57011 2.70% 0.374%
6 3.395 622 639 657 rBV3 68894 151711 7.18% 0.995%
7 3.735 728 745 764 rBV5 20294 47383 2.24% 0.311%
8 4.034 819 838 865 rBV 229330 602544 28.50% 3.952%
9 4.568 986 1004 1021 rBV3 104940 255963 12.11% 1.679%
10 4.671 1021 1036 1072 rVvVv 222745 627014 29.66% 4.113%

11 5.102 1153 1170 1192 rBV 231772 513069 24.27% 3.365%
12 5.420 1250 1269 1283 rBV5 15499 36482 1.73% 0.239%
13 5.761 1352 1375 1381 rBV2 448896 1142676 54.04% 7.495%
14 5.809 1381 1390 1417 rVV 1019759 2114344 100.00% 13.868%
15 5.928 1421 1427 1443 rVB7 10126 22725 1.07% 0.149%

16 6.282 1520 1537 1573 rBV 390339 775090 36.66% 5.084%
17 6.719 1659 1673 1688 rBvV 274637 539283 25.51% 3.537%
18 7.591 1931 1944 1962 rBV 145338 259010 12.25% 1.699%
19 7.922 2027 2047 2063 rBV 538781 951774 45.02% 6.243%
20 8.201 2119 2134 2146 rBV 91662 154301 7.30% 1.012%

21 8.655 2263 2275 2306 rBvV 844175 1522165 71.99% 9.984%
22 9.436 2504 2518 2523 rBV 575743 992976 46.96% 6.513%

23 9.709 2590 2603 2618 rBVvV2 25102 45225 2.14% 0.297%
24 10.500 2839 2849 2858 rBV2 24987 37201 1.76% 0.244%
25 10.770 2917 2933 2946 rBV 216390 350568 16.58% 2.299%
26 10.906 2963 2975 2993 rBV6 30445 67806 3.21% 0.445%
27 11.044 3009 3018 3028 rVB4 34722 58135 2.75% 0.381%
28 11.304 3088 3099 3116 rVB 57651 97133 4_59% 0.637%
29 11.825 3248 3261 3278 rBV 632548 1121125 53.02% 7.354%
30 11.902 3278 3285 3295 rVB5 17797 29606 1.40% 0.194%

31 12.105 3336 3348 3361 rBV 98449 156057 7.38% 1.024%
32 12.204 3366 3379 3400 rVB2 613832 1105592 52.29% 7.252%
33 12.584 3479 3497 3504 rBvV4 17868 34353 1.62% 0.225%
34 12.629 3504 3511 3525 rVB5 14158 28628 1.35% 0.188%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 12.886 3582 3591 3605 rVB4 45891 82853 3.92% 0.543%
36 12.989 3618 3623 3634 rVB2 27526 42504 2.01% 0.279%
37 13.272 3691 3711 3719 rBvV4 18287 34547 1.63% 0.227%
38 13.475 3764 3774 3782 rBV6 12860 21587 1.02% 0.142%
39 13.864 3885 3895 3902 rBV5 14470 24621 1.16% 0.161%
40 13.934 3902 3917 3924 rVV5 25334 67824 3.21% 0.445%
41 13.966 3924 3927 3940 rVB3 16566 23135 1.09% 0.152%
42 14.220 3996 4006 4017 rVB3 24677 38792 1.83% 0.254%
43 14.314 4026 4035 4046 rBV2 24603 39785 1.88% 0.261%
44 14.841 4191 4199 4209 rVB2 15633 25792 1.22% 0.169%
45 15.307 4337 4344 4358 rVBS8 12490 22513 1.06% 0.148%
46 15.458 4380 4391 4403 rVB6 19183 41534 1.96% 0.272%

Sum of corrected areas: 15245703
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Vu038415.D

30 May 2020 16:01

JC/MD

L2766-06DL 2X

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
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\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 6

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

2.40 0.61 ug/L 94694 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 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 64
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 56

Abundance Scan 330 (2.401 min): VU038415.D (-321) (-) m/z 59.05 100.00%
59
74
45
5000

2.00 2.20 2.40 2.60 2.80

0 e e 2 m/z 74.05  75.04%
m'z--> 20 40 60 80 100 120 140 160 180 200
Abundance #840: Ethyl ether
31
59
5000 45 74 L B B B

2.IOO 220 2.40 2.60 2.80
m/z 44_.95 65.76%

:

o L e e o UM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31
59
74 2.00 2.20 2.40 2.60 2.80
5000 45 m/z 43.00 22.04%
15
O T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #841: Ethyl ether
31 2.00 2.20 2.40 2.60 2.80
m/z 41.00 12.13%
5000 45 59
74
ol
O.HH,Ju.f.”.,.”u,.”.,.”.,.”.,.”.,.”.,.”.,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 2.00 2.20 2.40 2.60 2.80
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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\VU053120\

VU038415.D

30 May 2020 16:01

JC/MD

L2766-06DL 2X
25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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

2 (DEL) Alkane: Straight-Chai...

Concentration Rank 4

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

3.39 0.98 ug/L 151711 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 87
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56

Abundance Scan 638 (3.391 min): VU038415.D (-622) (-) m/z 57.10 100.00%
g7
41
5000
71 g 3.00 320 3.40 3.60 3.80
0 b 2. | M/Z 56.10  85.63%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
3.00 320 3.40 3.60 3.80
m/z 41.00 58.19%
15 “ 71 g
0 '%”'“IJ"“'”t”'ﬂ'l'”'l"”l"'W""""P"'I”"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
57
a 3.00 320 3.40 3.60 3.80
5000 29 m/z 43.10 21.05%
15 71 g6
e L UL S I B S L I B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57 3.00 320 3.40 3.60 3.80
m/z 39.10 15.47%
29 41
5000
0 2 1\5 ‘\ ‘\‘ Ill 7\1 86
mz-> 0 20 40 60 8 100 120 140 180 180 200 | | 300 300 340 360 380
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Diisopropyl ether Concentration Rank 1

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

4.03 3.89 ug/L 602544 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 1-Propanol. 2-(1-methvlethoxv)- 118 C6H1402 003944-37-4 78
4 Diisopropvl ether 102 C6H140 000108-20-3 78
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 56

Abundance Scan 837 (4.031 min): VU038415.D (-819) (-) m/z 45.00 100.00%
45
5000
87
3 59 o 360 3.80 4.00 4.20 4.40
0..,....,....,....'j:::.,‘L??.:|,....',....,....,....1,?.2..,....,.... m/z 43.10 49.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4429: Diisopropyl ether
45
5000 o
360 3.80 4.00 4.20 4.40
50 87 m/z 87.10 28.96%
ol 15 2T 3 8 18 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
360 3.80 4.00 420 4.40
5000 m/z 41.00 17.47%
87
59
0 "|""|"?T|"'??""|""|"'§?""|""|""1Q?"|""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8861: 1-Propanol, 2-(1-methylethoxy)-
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 13.16%

5000 87
31 59 o
0 18 | 39 \‘ Y77 103 118

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 360 380 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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: Cyclic4.57 Concentration Rank 3

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

4_.57 1.65 ug/L 255963 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 87
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
4 Cvclohexane 84 C6H12 000110-82-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 1005 (4.571 min): VU038415.D (-986) (-) m/z 56.10 100.00%
56
5000 4l 69
84 207 420 4.40 4.60 4.80 5.00
o et m/z 41.00 50.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
28 o m/z 69.10 46.60%
0 w"}?w"'w"|“"|“"|'“'|'“'|'“' [rTrrr T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
41 420 4.40 460 4.80 5.00
5000 m/z 55.00 27 .50%
69
27 84
1 15
o L UL S S WL S I WS B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1491: Cyclopentane, methy!- R e .
56 4m M04mAm05m
m/z 39.00 24 .81%
5000 41
69
27 ‘ ‘ 84
0 W"}a'v'“k'wu'l”l"”l"”l'”'l'”' [rTrrr T e
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038415.D

Aca On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.10 0.70 ug/L 156057 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 81
3 Indane 118 C9H10 000496-11-7 81
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 74
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 64
Abundance Scan 3347 (12.102 min): VU038415.D (-3336) (-) m/z 117.10 100.00%
117
5000
91 BN PN SUNSR B
9 s 8 47 | 105 ) 134 11.80 12.00 12.20 12.40
Ol prrrrprrrrprrepeere e bbb ettt el e | M/Z 118.10  54.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

N\
L L L

11.80 12.00 12.20 12.40
m/z 115.10 36.08%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
T T
11.80 12.00 12.20 12.40
5000 o1 m/z 91.10 18.74%

51
39 63 77 103

27
oL 15

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane

11.80 12.00 12.20 12.40
m/z 116.10 12.96%

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053120\
Data File : VU038415.D

Acq On : 30 May 2020 16:01

Operator : JC/MD

Sample : L2766-06DL 2X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO01.0

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 0.6 ug/L 94694 1 6.28 775090 5.0
(DEL) Alkane: Str... 3.39 1.0 ug/L 151711 1 6.28 775090 5.0
Diisopropyl ether 4.03 3.9 ug/L 602544 1 6.28 775090 5.0
(DEL) Alkane: Cyc... 4_57 1.6 ug/L 255963 1 6.28 775090 5.0
Indane 12.10 0.7 ug/L 156057 3 11.83 1121130 5.0
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