LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV050720\
Data File : VV015948.D

Aca On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 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 V\METHOD\SOMVTRO50720WMA .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 2.116 310 319 337 rVB 111956 174574 2.26% 1.064%
2 2.544 427 452 478 rBV 315909 678002 8.77% 4.134%
3 2.775 507 524 551 rBV 911374 1829755 23.68% 11.157%
4 3.055 596 611 645 rBV 916560 1834359 23.74% 11.185%
5 3.785 816 838 878 rBVY 3037167 7728174 100.00% 47.121%

3.981 879 899 933 rBV3 41578 266432 3.45% 1.625%
4_.376 1004 1022 1047 rBV2 81818 217534 2.81% 1.326%
rBv 59162 150298 1.94% 0.916%
5.071 1220 1238 1261 rBV2 200955 496378 6.42% 3.027%
5.640 1403 1415 1440 rBvV 178640 363356 4._.70% 2.215%
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11 6.093 1541 1556 1580 rBV 114722 241660 3.13% 1.473%
12 7.010 1827 1841 1862 rBV 53394 100734 1.30% 0.614%
13 7.338 1931 1943 1960 rBV 238701 414737 5.37% 2.529%
14 8.116 2171 2185 2225 rBV 241201 512706 6.63% 3.126%
15 8.875 2406 2421 2444 rBV 280610 458167 5.93% 2.794%

16 10.238 2834 2845 2860 rBV 81323 124279 1.61% 0.758%
17 11.270 3153 3166 3184 rBV 283231 434275 5.62% 2.648%
18 11.646 3270 3283 3302 rBV 234941 375352 4._.86% 2.289%

Sum of corrected areas: 16400772

SOMVTRO50720WMA_M Fri May 08 11:05:54 2020 Page: 1



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 V\DATA\VV050720\
Vv015948.D

07 May 2020 19:04

SY/MD

L2517-02

25_0mL/MSVOA V/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .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 V\DATA\VV050720\
Data File : VV015948.D

Aca On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.54 9.33 ug/L 678002 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45

Abundance Scan 451 (2.540 min): VV015948.D (-427) (-) m/z 43.05 100.00%
43
5000 71
39 57
4053 | 63671 77 8286 220 2.40 2.60 2.80
0““mvmvmvmvmv“W“W“W“+'W“T”MLT“W“¢“W“W“M“W“W' m/z 42.00 53.68%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 ﬂ
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 220 2.40 2.60 2.80
39 m/z 40.95 43.86%
15 57
0'“““|2“v“'P“J'“W“'H“J%%“v“'“"““véﬁwl“vgagzﬁ““l""|““ﬁ§“v“W“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 2.40 2.60 2.80
5000 m/z 71.10 37.73%
27 71
39 57
o 2 15 32 53 86
SLLLLALLS LAAR) LAALY LARE) L) R AL KARS) NALRI LARL) RALE) RREAD LR LALAN EARA) LAALY LARA) ML LA AR L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43 220 2.40 2.60 2.80
m/z 39.00 21.01%
5000
71
27 39 55 86
0 15 | All, 51 6367
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV050720\
Data File : VV015948.D

Aca On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 3

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

2.78 25.18 ug/L 1829760 1,4-Difluorobenzene 5.64
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 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 43

Abundance Scan 526 (2.782 min): VV015948.D (-507) (-) m/z 57.10 100.00%
g7
41
5000
37 | 1053|| 635771 77 86 240 2.60 280 3.00 3.20
0““mwmwmwmwmwmwmwmwML¢HNWHAJWMHNthmwmw“me“ m/z 56.10 86.38%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl- A
57
41
5000 29 UV R R ---- -
240 2.60 280 3.00 3.20
m/z 41.00 68 .49%

15 | 37 ‘ 53 6367t 86
O S T T T P T T A A e T e e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57

29 41 240 2.60 2.80 3.00 3.20
5000 m/z 43.05 24.95%
0 1 15 25 3337 454953 61 671 77 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20

m/z 39.00 19.70%

29 41
5000
2 15 ‘ 53 71 86
Ot e e K FrprrrprrT T
| AR AR R AR AR AR AR AR AR AR | AR A AR A AR MR

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV050720\
Data File : VV015948.D

Aca On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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 2

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

3.05 25.24 ug/L 1834360 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 91
3 n-Hexane 86 C6H14 000110-54-3 72
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 38
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38

Abundance Scan 609 (3.048 min): VV015948.D (-596) (-) m/z 57.05 100.00%
41 ¥
5000 /\L
b 280 3.00 320 3.40
37,||l454953|||, 63677 79 s e S
0““mPMPMPNPMPNPMPNPMFMPMPWL“vmvmﬂmv“W“W“W“w' m/z 41.00 80.42%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
2.80 3.00 3.20 3.40
29 86 m/z 43.05 66 .34%
o 15 ‘ 37M‘ 4953/ 6165 1 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 ¥
29 2.80 3.00 3.20 3.40
5000 m/z 56.10 51.94%
39 86
. 2 15 53 71
SRR L Ly ) ML KA A MRS KAL) KLY AR ML LAkt A LAY LA R ALY LA Nkt
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane L B
57 2.80 3.00 3.20 3.40
43 m/z 42.05 35.34%
29
5000
39
15 86
oL 2 -2 ‘ 53, i

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV050720\
Data File : VV015948.D

Aca On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _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: Cyclic3.78 Concentration Rank 1

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

3.78 106.34 ug/L 7728170 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclohexane 84 C6H12 000110-82-7 56

Abundance Scan 837 (3.782 min): VV015948.D (-816) (-) m/z 56.10 100.00%
56
41
5000 69
| | 84 340 3.60 3.80 4.00 4.20
37 ol | 6165, | 74 79 ; : ' :
0““mwmwmwmwmw“M“W“W“ﬁ“h“W“W'W“WJW“W“W“L“W“W' m/z 41.00 56.47%
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 AR VAR AR SRR N
3.40 3.60 3.80 4.00 4.20
28 o m/z 69.10 42 55%
15 I 51 \‘ ! 65\\ 7 ‘
0“M“W“W“T“W“T“W“W“W“W“W“”“w“W“W“T“W"W“W“W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
2 340 360 3.80 4.00 4.20
5000 m/z 55.10 26 .04%
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 #1471: Cyclobutane, ethyl-  EEams E e EARE
56 3.40 3.60 3.80 4.00 4.20
a1 m/z 39.00 26 .03%
5000
27
69
0 1 15 ! ‘ 37\‘\ 51\\‘\ 65 ‘ 84
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 340 360 3.80 4.00 4.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV050720\
Data File : VV015948.D

Acq On : 07 May 2020 19:04

Operator : SY/MD

Sample : L2517-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.54 9.3 ug/L 678002 1 5.64 363356 5.0
(DEL) Alkane: Str... 2.78 25.2 ug/L 1829760 1 5.64 363356 5.0
(DEL) Alkane: Str... 3.05 25.2 ug/L 1834360 1 5.64 363356 5.0
(DEL) Alkane: Cyc... 3.78 106.3 ug/L 7728170 1 5.64 363356 5.0
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