LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 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\SOMVTR042220WMA .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

1.113 3 7 28 rVB 1737362 1633117 100.00% 24.625%
1.222 34 41 60 rvB 505995 449574 27 .53% 6.779%
70 75 rBv2 339719 364972 22.35% 5.503%
1.576 146 151 163 rvVv 46230 54667 3.35% 0.824%
1.643 165 172 187 rVB 101727 134353 8.23% 2.026%

abrwNPE
=
w
=
)]
()]
=

6 1.817 221 226 244 rVB2 20454 29996 1.84% 0.452%
7 2.122 312 321 339 rVB 79819 129156 7.91% 1.947%
8 2.592 459 467 486 rVB 19328 35498 2.17% 0.535%
9 2.782 512 526 542 rBV2 19906 38758 2.37% 0.584%
10 3.791 824 840 855 rBV3 11020 28562 1.75% 0.431%

11 3.936 866 885 908 rBv2 126821 422190 25.85% 6.366%
12 4_.376 1004 1022 1044 rBV2 70843 180654 11.06% 2.724%
13 4.701 1112 1123 1140 rVB4 15884 39604 2.43% 0.597%
14 5.074 1222 1239 1264 rBV3 158604 404574 24.77% 6.100%
15 5.640 1401 1415 1436 rBV 146883 294727 18.05% 4._.444%

16 5.939 1497 1508 1527 rBV3 20538 42605 2.61% 0.642%
17 6.093 1539 1556 1570 rBV2 98794 207703 12.72% 3.132%
18 7.010 1830 1841 1859 rBvV 43299 80537 4._.93% 1.214%
19 7.338 1932 1943 1960 rBvV 190091 330235 20.22% 4_.979%
20 7.646 2027 2039 2059 rBvV 25445 47255 2.89% 0.713%
21 7.997 2140 2148 2160 rVB2 14085 24626 1.51% 0.371%

22 8.113 2170 2184 2221 rBV 230580 467205 28.61% 7.045%
23 8.875 2410 2421 2445 rBV 230593 372414 22.80% 5.615%
24 10.238 2831 2845 2862 rVB 73660 114848 7.03% 1.732%
25 11.270 3155 3166 3185 rBV 232199 360165 22.05% 5.431%

26 11.646 3272 3283 3297 rBV 209470 325090 19.91% 4.902%
27 12.370 3500 3508 3522 rBV2 11755 18844 1.15% 0.284%

Sum of corrected areas: 6631929
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On - 27 Apor 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc - 25.0mL/MSVOA V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .M

TRACE VOA SOM01.0

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

Abundance TIC: VW015723.D
11
1500000
1000000
500000
5.07 5.64
3.94 6.09
. 2,59 2.78 379\ W a0 N\ N seap
—T T — —— e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VW015723.D
1500000
1000000
500000
7.34 8.11 8.87 11.27 11.65
Lo | e e )
—— T T e — T -
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: VW015723.D
1500000
1000000
500000
o 12.37
T I e e e e e e e L e e e e e L e o e L e e o e e e e o e e
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 V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 1

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

1.11 27.71 ug/L 1633120 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Acetaldehyde 44 C2H40 000075-07-0 5

Abundance Scan 6 (1.110 min): VV015723.D (-3) (-) m/z 44.05 100.00%
39
5000
. _— o 120 130 140 150
o m/z 43.10 93.93%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #78: Propane
29
5000
" 1.20 1.30 1.40 1.50
39 m/z 39.00 76 .40%
o 12 20 % \M
””””P”W“”P”W”“P”'”'P“W””P”W””P”W”“P”W””P”'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
29
HRUAE UL L L AR
1.20 1.30 1.40 1.50
5000 m/z 41.00 54 _25%
44
39
o 1 1235 20 % g
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #80: Propane
29 1.20 1.30 1.40 1.50
m/z 38.00 23.57%
5000
39 44
15 2
0 2 12 19 | |
RS ALY LARRA AN RN RAAR) RERAS RRRRA RARRN KRR RARR) RULRE RRL RARRI R RRRM HRUAE UL AL L AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 2

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

1.22 7.63 ug/L 449574 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 53
5 Isobutyl nitrite 103 C4H9NO2 000542-56-3 25

Abundance Scan 40 (1.219 min): VV015723.D (-34) (-) m/z 43.05 100.00%
43
5000
39
1.20 1.30 1.40 1.50 1.60
36 | 46 5053 5760 64
O e R e m/z 41.00 51.71%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #237: Isobutane
43
5000
27 1.20 1.30 1.40 1.50 1.60
15 39 m/z 42.10 33.62%
0 2 12 | A . 5053 57
LR LARR ARLA NLALN LARRA RS RRAR) RS RARRS SRR RARES NN ALLRN ARARI RALK RARR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 39.00 25.68%
27
39
o 1 1215 19 30 36 515457
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #235: |sobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 37.95 4.16%
5000
27
39
o 1210 19 30 36|/ 505357
LR LR RARLA NARN UARRA RS RRARA RS RARES SR RARSS NN RLLRN NSRRI RALR BARR

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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 3

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

1.64 2.28 ug/L 134353 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 37

Abundance Scan 171 (1.640 min): VV015723.D (-165) (-) m/z 43.05 100.00%
a3
57
5000
39
72 1.40 1.60 1.80 2.00
36 5053 62
o””””w”“”qmq””“”qmw“““J+.“””“mJaw””w”“Lw“M“ m/z 41.00 92.01%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000

1.40 1.60 1.80 2.00
29 39 m/z 42.10 83.86%

15 2¢ AL 5053‘ 62 67 7?
0.“””q”“p”q“”p”quupuq“”p”.”..”quupuquupuquupuq“
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.05 63.52%
39
o 1 0 26 33 5053 616467 (2
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 39.00 30.27%
57
5000 27
39
15
o 2 12 0 | ]Il 5088 2
T e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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: Straight-Chai... Concentration Rank 6

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

1.82 0.51 ug/L 29996 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 64
5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 50

Abundance Scan 227 (1.820 min): VV015723.D (-221) (-) m/z 43.05 100.00%
43
5000
39 e
57 72 I I | I I
1.40 1.60 1.80 2.00 2.20
3 46 52 60 65
0.......,....,....,....,....,....,....,....,ﬁ'.li..!,....,:'.::il!..,....,....,.!..,....,.. m/z 42.10 54.83%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
5000
1.40 1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.00 51.99%
0 15 30 5053 | 6265 69 |
miz--> R R S
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 27 m/z 39.00 20.16%
39
57
ol 2 1" 30 5053 72
TFWFFWFFWFFWFWFFWFFWFWFFWFFWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 57.00 14.81%
5000
27
39 57
o 2 1215 “Eo ‘ 53 | 69 F W\ !! .
m/z--> 0 5 10 fs 20 25 30 35 40 45 50 §5 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV042720\
Data File : VV015723.D

Aca On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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: Cyclic2.59 Concentration Rank 5

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

2.59 0.60 ug/L 35498 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 86
2 1-Pentene 70 C5H10 000109-67-1 80
3 Cvclopentane 70 C5H10 000287-92-3 78
4 Cvclopentane 70 C5H10 000287-92-3 72
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 466 (2.589 min): VV015723.D (-459) (-) m/z 42.05 100.00%
ap
5000 55 0 /xj\‘
39
B
36‘ 50 67 220 2.40 2.60 2.80 3.00
Obrrerrrrrprrrrresprrrrrprrreprerrprrrest b et S || M7z 55.00 44 12%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #572: Cyclobutane, methyl-
42
5000
39 55 220 2.40 2.60 2.80 3.00
27 0 m/z 40.95 40.53%
15 1y , 51 62 67
s Ly LAy LA AR RAANA SALAA LA AL LA R RARAS LA S NSRS Rt SRR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
55 220 2.40 2.60 2.80 3.00
5000 20 m/z 70.10 38.00%
29 39
0 15 25 51 62 67
B LA L) K RN LY KAk K AL KAy KAk RN RAALY KARY KA A AL S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #556: Cyclopentane
42 220 2.40 2.60 2.80 3.00
m/z 38.95 28.06%
5000
55 70
o7 39
0 1 1215 |,,3134 . 51 | 606367
m/z--> 0 5 10 fs 20 25 36 35 45 45 50 55 60 65 70 75 80 220 240 2.60 2.80 3.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV042720\
Data File : VV015723.D

Acq On 27 Apr 2020 12:51

Operator : SY/MD

Sample : L2413-11

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR042220WMA .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... 1.11 27.7 ug/L 1633120 1 5.64 294727 5.0
(DEL) Alkane: Str... 1.22 7.6 ug/L 449574 1 5.64 294727 5.0
(DEL) Alkane: Str... 1.64 2.3 ug/L 134353 1 5.64 294727 5.0
(DEL) Alkane: Str... 1.82 0.5 ug/L 29996 1 5.64 294727 5.0
(DEL) Alkane: Cyc... 2.59 0.6 ug/L 35498 1 5.64 294727 5.0
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