LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 74 83 91 rvB 57660 65997 7.46% 0.943%
2 1.922 173 181 194 rVB 50496 66718 7.54% 0.953%
3 2.388 314 326 346 rBV 163846 253395 28.65% 3.619%
4 2.581 374 386 401 rBV 106088 173532 19.62% 2.478%
5 2.662 401 411 419 rBvV2 4964 9399 1.06% 0.134%
6 3.063 523 536 543 rBV3 6319 12339 1.40% 0.176%
7 3.202 565 579 594 rBV3 10644 24151 2.73% 0.345%
8 3.382 623 635 648 rVB3 10533 22795 2.58% 0.326%
9 3.719 727 740 752 rVB5 7376 16862 1.91% 0.241%
10 4.012 809 831 856 rBV 341415 884474 100.00% 12.632%
11 4_.552 978 999 1014 rBV2 27714 67535 7.64% 0.965%

12 4.661 1016 1033 1084 rVV3 89105 343790 38.87% 4.910%
13 5.083 1146 1164 1182 rBV2 93772 206733 23.37% 2.953%
14 5.407 1251 1265 1277 rVB7 7510 16721 1.89% 0.239%
15 5.742 1346 1369 1398 rBV3 188048 503370 56.91% 7.189%

16 6.263 1517 1531 1548 rBV 167706 315515 35.67% 4_.506%
17 6.703 1655 1668 1683 rBv2 120379 233331 26.38% 3.332%

18 6.774 1683 1690 1699 rVB5 5469 9530 1.08% 0.136%
19 7.574 1927 1939 1956 rBV2 57162 102905 11.63% 1.470%
20 7.722 1972 1985 1996 rVBS8 4672 9585 1.08% 0.137%

21 7.906 2021 2042 2056 rBvV 219382 384044 43.42% 5.485%
22 8.185 2115 2129 2142 rBV 39987 66584 7.53% 0.951%
23 8.642 2257 2271 2312 rBV 358790 662540 74.91% 9.462%
24 9.420 2497 2513 2516 rBV 251308 377195 42.65% 5.387%
25 9.449 2517 2522 2547 rVB 354780 558267 63.12% 7.973%

26 10.481 2831 2843 2858 rBV 253506 401806 45.43% 5.739%
27 10.754 2908 2928 2946 rBV 99418 163507 18.49% 2.335%

28 10.886 2953 2969 2982 rBV3 29624 51036 5.77% 0.729%
29 11.285 3083 3093 3101 rBV3 9679 14052 1.59% 0.201%
30 11.414 3122 3133 3143 rVB2 13094 19521 2.21% 0.279%
31 11.806 3242 3255 3271 rBV 251233 439085 49.64% 6.271%
32 11.880 3271 3278 3290 rVB4 30837 47733 5.40% 0.682%
33 12.089 3329 3343 3353 rVVv3 12722 20133 2.28% 0.288%

34 12.185 3361 3373 3392 rBV 232090 401925 45.44% 5.740%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 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 > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
Title - TRACE VOA SOMO1.0

35 12.561 3482 3490 3498 rBV2 10379 14429 1.63% 0.206%
36 12.815 3560 3569 3576 rvv4 18415 28101 3.18% 0.401%
37 13.986 3923 3933 3944 rVB7 7479 13129 1.48% 0.188%

Sum of corrected areas: 7001764
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Vu040237.D

21 Sep 2020 16:35

SY/MD

L4046-02DL 10X

25.0mL/MSVOA U/WATER

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_M

Quant Title

TIC Library

- TRACE VOA SOMO1.0

= 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\VU092120\
Data File : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_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 Ethyl ether Concentration Rank 2

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

2.39 4.02 ug/L 253395 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 86
4 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 83
5 Ethyl ether 74 C4H100 000060-29-7 78

Abundance Scan 327 (2.391 min): VU040237.D (-314) (-) m/z 59.10 100.00%
59
45 74
5000
o . 250 250 2o 28 2%
OFrrr e e T e e e m/z 45.10 72.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #844: Ethyl ether
31
59
74
5000 45
27 2.00 2.20 240 2.60 2.80
m/z 74.10 69.95%
41
0 1\5 19 1 ‘\ | 55 . 70 [
JLRER SERAN RN REARA RARRS REREA RERRS SERAS RUALE RERAN MR RERRA MRS SRARE RLARA RERRA RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
31
2.00 220 240 2.60 2.80
5000 59 m/z 43.10 24 .03%
45
74
15 27
0 19 24 3841 55 70
RN RN ARAN LR RARRS LA RRAR) RARR) RAARY RARMS RARLN AR KRN LALR) REAR) RARLY RLRLNRAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #840: Ethyl ether AR e
31 2.00 2.20 240 2.60 2.80
59 m/z 41.10 12.99%
5000 45 74
27
15 19 | 4\1\
e LR AR LA R R SR ARLE AR LA KRN AL RRAn) ARA RERMA R
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 : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_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 Diisopropyl ether Concentration Rank 1

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

4.01 14.02 ug/L 884474 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 86
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 2-Propanone. l1l-methoxv- 88 C4H802 005878-19-3 59
4 1-Propanol. 2-(l-methvlethoxv)- 118 C6H1402 003944-37-4 56
5 Diisopropyl ether 102 C6H140 000108-20-3 43

Abundance Scan 830 (4.009 min): VU040237.D (-809) (-) m/z 45.10 100.00%
45
5000 /\
87 S S N —
?. ? 69 10 360 3.80 400 420 4.40
-+ttt m/z 43.10 53.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4429: Diisopropyl ether
45
5000 AN UL BB LR R
360 3.80 400 420 4.40
50 87 m/z 87.10 24 _95%
o 15 & 39 T 69 78 ‘ 102
mz> 10 % % 4 % 8 7o 8 % 100 10
Abundance
45
360 380 4.00 420 4.40
5000 m/z 41.10 18.98%
87
27 % * e 102
e S U S I S SR UL S SIS BRI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2045: 2-Propanone, 1-methoxy-
45 3.60 3.80 4.00 4.20 4.40

m/z 39.10 11.51%

5000 58
29
15 N 39, 88
O R R B R e e SRS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_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: Cyclic4.55 Concentration Rank 4

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

4_.55 1.07 ug/L 67535 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59

Abundance Scan 998 (4.549 min): VU040237.D (-978) (-) m/z 56.10 100.00%
56
41
5000 69
Lo
84 rrrrrrTrpTTT T T T T e T T T
|| 51 ‘ 65| 7 420 4.40 4.60 4.80
o . 11 NS 1| s 1 PR POY R m/z 41.10 59.97%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 ?
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
28 a1 m/z 69.10 46.60%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80
5000 m/z 39.00 34.06%
69
27 84
o 1 15 3337 51 | 6165 77
AL DAL L) LA AR SRLANARL) ML EARE) ML) LALLE LARL) LALANRARE) RAL) IARA) LRS! AL ARSI SRR
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-
56 420 4.40 4.60 4.80
m/z 55.10 29.35%
5000 41
69
7 84
0 15 | 31 37 ‘\ 51 “ 6165 | 7377
miz--> L e T e o A A 420 4.40 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092120\
Data File : VU040237.D

Aca On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA_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 3-Heptanone, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.89 0.58 ug/L 51036 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone. 6-methvl- 128 C8H160 000624-42-0 90
2 3-Octanone 128 C8H160 000106-68-3 80
3 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 78
4 3-0Octanone 128 C8H160 000106-68-3 72
5 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 72
Abundance Scan 2970 (10.889 min): VU040237.D (-2953) (-) m/z 57.00 100.00%
43 57
71
5000 99
128 281 10.60 10.80 11.00 11.20
of m/z 43.10 91.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12526: 3-Heptanone, 6-methyl-
43 57
29
71
5000 99
10.60 10.80 11.00 11.20
m/z 71.10 71.53%
128
I N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
29 UL UL I
10.60 10.80 11.00 11.20
5000 71 m/z 72.10 51.18%
99
oL15 85 113'%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12538: 3-Heptanone, 5-methyl- s e
43 57 71 10.60 10.80 11.00 11.20
29 99 m/z 99.10 43.54%
5000
128
oL15 Ll Les |
m/z--> 20 46 60 80 160 150 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092120\
Data File : VU040237.D

Acq On : 21 Sep 2020 16:35

Operator : SY/MD

Sample : L4046-02DL 10X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO083120WMA .M
Quant Title : TRACE VOA SOM01.0

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 4.0 ug/L 253395 1 6.26 315515 5.0
Diisopropyl ether 4.01 14.0 ug/L 884474 1 6.26 315515 5.0
(DEL) Alkane: Cyc... 4.55 1.1 ug/L 67535 1 6.26 315515 5.0
3-Heptanone, 6-me... 10.89 0.6 ug/L 51036 3 11.81 439085 5.0
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