LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092820\
Data File : VU040332.D

Aca On : 28 Sep 2020 15:13

Operator : SY/MD

Sample > L4139-03DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 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 1.604 72 82 92 rvB 58962 67987 4_.41% 0.961%
2 1.922 168 181 197 rVB 55031 80616 5.23% 1.139%
3 2.388 316 326 338 rBV 36522 54385 3.53% 0.769%
4 2.578 370 385 401 rBV 103928 171269 11.12% 2.420%
5 3.060 523 535 543 rBV 24605 49951 3.24% 0.706%
6 3.379 615 634 648 rBv4 25123 55945 3.63% 0.791%
7 3.716 726 739 754 rBvV4 25811 58631 3.81% 0.829%
8 4.012 812 831 852 rBV2 108089 281660 18.28% 3.981%
9 4 _.552 981 999 1013 rBV3 37583 87861 5.70% 1.242%
10 4.652 1014 1030 1071 rvv 104432 303472 19.70% 4.289%

11 5.083 1148 1164 1184 rBV 100210 227851 14.79%% 3.220%
12 5.742 1347 1369 1374 rBV2 194424 471125 30.58% 6.658%
13 5.790 1374 1384 1405 rVB 756763 1540669 100.00% 21.774%
14 6.263 1516 1531 1550 rBV 185891 344290 22.35% 4 _866%
15 6.703 1652 1668 1684 rBV 123809 241714 15.69% 3.416%

16 7.575 1926 1939 1959 rBV 56983 100777 6.54% 1.424%
17 7.906 2026 2042 2058 rBvV 218672 374917 24 .33% 5.299%
18 8.185 2118 2129 2142 rBV2 37799 64184 4_.17% 0.907%
19 8.639 2254 2270 2298 rBvV 375958 675165 43.82% 9.542%
20 9.420 2500 2513 2520 rBV 264636 490293 31.82% 6.929%

21 9.693 2586 2598 2615 rBV 65459 107106 6.95% 1.514%

22 10.481 2833 2843 2857 rBV2 38448 59247 3.85% 0.837%
23 10.754 2916 2928 2944 rVB2 100741 161302 10.47% 2.280%
24 10.899 2962 2973 2985 rVB3 13821 26392 1.71% 0.373%
25 11.288 3080 3094 3106 rVB2 23004 35433 2.30% 0.501%
26 11.462 3140 3148 3160 rVB2 10519 16043 1.04% 0.227%
27 11.806 3243 3255 3272 rBV 270890 447072 29.02% 6.318%
28 11.886 3272 3280 3291 rVB2 24271 37118 2.41% 0.525%
29 12.089 3326 3343 3356 rVB3 21023 37652 2.44% 0.532%

30 12.189 3361 3374 3389 rVvVv 235740 405737 26.34% 5.734%

Sum of corrected areas: 7075864
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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\VU092820\
VU040332.D

28 Sep 2020 15:13

SY/MD

L4139-03DL 5X

25.0mL/MSVOA U/WATER

10 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\VU092820\
Data File : VU040332.D

Aca On : 28 Sep 2020 15:13

Operator : SY/MD

Sample : L4139-03DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 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 5

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

2.39 0.79 ug/L 54385 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 83
5 Ethyl ether 74 C4H100 000060-29-7 78

Abundance Scan 327 (2.391 min): VU040332.D (-316) (-) m/z 59.10 100.00%
45 EE
74
5000
a She 3% a0 kb 350
38 50 : : : : :
0'“MW““P“W“W““W“P“WMW““JLMWW““P“P“W““WLF“W“W m/z 45.10 81.57%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #840: Ethyl ether
31
59
5000 45 74 AR SRR SRS SRR
200 220 2.40 2.60 2.80
27 m/z 74.10 71.39%
5519 | A ‘
s Ay LAy RN AR AR LA RSN AR LAY LALS) RARAS LARL) RELKA RARS) AAAAN AR SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
31
59 SRR SRR SRR SRR
74 2.00 2.20 240 2.60 2.80
5000 45 m/z 43.00 28.11%
27
41
0 1519 55 70
BARALALY Ly LAALN KARRN LARA RS RARAY KAL) RAAL) RAAENRAARS ARAS RAALA RALLY LARA) AAAE LAAAN ALLEI N
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #842: Ethyl ether
3 2.00 2.20 240 2.60 2.80
m/z 41.10 16 .50%
5000
27 45 59
15 74
0 2 12 1l a
m/z--> 0 5 10 15 20 25 35 35 40 45 50 55 60 65 70 75 80 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\VU092820\
Data File : VU040332.D

Aca On : 28 Sep 2020 15:13

Operator : SY/MD

Sample : L4139-03DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

3.72 0.85 ug/L 58631 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 86
3 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 53
4 n-Hexane 86 C6H14 000110-54-3 47
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 42

Abundance Scan 740 (3.719 min): VU040332.D (-726) (-) m/z 57.10 100.00%
a1 Y
5000 ]\
n % 340 360 380 400

o

rerrperreyerrepeestib e e et e || W7z 41.10 83 .56%

miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
57
43
29
5000

Abundance #1822: n-Hexane

3.40 3.60 3.80 4.00
86 m/z 43.10 66.66%
15
2 ‘ ‘ 71
e T B
A AR RRRRA RARLN RRRRS RARRN RARLE RRRRARRRRN RRRAN LARAN RARAS LR RARAN RARRY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
a3 O
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 53.24%
86
o 2 15 71
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19226: Hexane, 2,2,5,5-tetramethy!l- e
57 340 360 380 4.00
m/z 42.10 40.73%
5000
41 71
0 ‘ 49 ||, 85 95 107115 127 137

m/z-->

0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140

3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092820\
Data File : VU040332.D

Aca On : 28 Sep 2020 15:13

Operator : SY/MD

Sample : L4139-03DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 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 Diisopropyl ether Concentration Rank 1

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

4.01 4.09 ug/L 281660 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 78
3 Diisopropvl ether 102 C6H140 000108-20-3 64
4 1-Propanol. 2-(1-methvlethoxv)- 118 C6H1402 003944-37-4 64
5 Acetoin 88 C4H802 000513-86-0 58

Abundance Scan 830 (4.009 min): VU040332.D (-812) (-) m/z 45.10 100.00%
45
5000 j\
87 SRS M W —
39 59 & | 102 360 3.80 4.00 4.20 4.40
O+ e b et e e 2 | M/Z 43.10  51.44%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4429: Diisopropyl ether
45
5000

3.60 3.80 4.00 4.20 4.40

5 87 m/z 87.20 22 _.76%
15 27 39‘ ‘ 69 73 102
O o L o o o o S L LA e e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
45
RRE SR s e
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 19.90%
87
59
15 27 39 69 102
O T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4428: Diisopropy! ether
45 3.60 3.80 4.00 4.20 4.40

m/z 59.10 12.01%

5000
87
27 59
o \ 3, |89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 360 3.80 400 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092820\
Data File : VU040332.D

Aca On : 28 Sep 2020 15:13

Operator : SY/MD

Sample : L4139-03DL 5X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 10 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 4 (DEL) Alkane: Cyclic4.55 Concentration Rank 3

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

4_.55 1.28 ug/L 87861 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 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 59

Abundance Scan 998 (4.549 min): VU040332.D (-981) (-) m/z 56.10 100.00%
56
41
5000 69
‘ o | 70 420 440 460 480
Olrrrrreremmprereprerepresrer e reeeyeeh ........,..:., :..,....;...l.,....,...:,.:..',....,...., m/z 41.10 56.60%
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- /\A
56
41
5000 69 BN RS RN RN LS B
420 4.40 4.60 4.80
o8 o m/z 69.10 40.11%
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 4.20 4.40 4.60 4.80
5000 m/z 39.10 29.11%
69
21 84
o 1 15 3337 51 6165 77
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 24_78%
5000 4l
69
7 84
0 15 | 31 37 ‘\ 51 “ 6165 | 7377
miz--> T T e e e 420 440 460 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092820\
Data File : VU040332.D

Acq On : 28 Sep 2020 15:13

Operator : SY/MD

Sample > L4139-03DL 5X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 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 0.8 ug/L 54385 1 6.26 344290 5.0
(DEL) Alkane: Str... 3.72 0.8 ug/L 58631 1 6.26 344290 5.0
Diisopropyl ether 4.01 4.1 ug/L 281660 1 6.26 344290 5.0
(DEL) Alkane: Cyc... 4.55 1.3 ug/L 87861 1 6.26 344290 5.0
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