LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV011620\
Data File : VV014321.D

Aca On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

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\SOMVTRO10220WMA .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 1.312 62 69 85 rBv2 739866 1019684 26.44% 3.053%
2 1.396 91 95 106 rVvB 38981 41420 1.07% 0.124%
3 1.586 147 154 165 rBvV 301231 346356 8.98% 1.037%
4 1.872 235 243 253 rBV3 35674 61778 1.60% 0.185%
5 2.132 314 324 334 rBV 531852 775568 20.11% 2.322%
6 2.187 334 341 356 rVB 179699 289345 7 .50% 0.866%
7 2.299 368 376 393 rVB 89056 163233 4.23% 0.489%
8 2.653 472 486 503 rBV 642021 1355773 35.15% 4 _.059%
9 3.733 801 822 852 rBVY 1214722 3293495 85.39% 9.861%
10 3.926 871 882 908 rBV 374245 1003956 26.03% 3.006%

11 4.402 1007 1030 1051 rBV 462365 1168135 30.29% 3.497%
12 4.730 1113 1132 1144 rBV4 72885 187937 4.87% 0.563%
13 5.097 1223 1246 1275 rBV2 1108635 2729256 70.76% 8.171%
14 5.663 1405 1422 1441 rBV 974176 1942305 50.36% 5.815%
15 5.827 1464 1473 1482 rBV3 28465 58018 1.50% 0.174%

16 6.116 1545 1563 1587 rBV 638138 1306463 33.87% 3.912%
17 6.579 1689 1707 1744 rBV 1552360 3856933 100.00% 11.548%
18 7.029 1834 1847 1862 rBV 353237 633915 16.44% 1.898%
19 7.357 1935 1949 1968 rBV 1398619 2413546 62.58% 7.226%
20 7.663 2033 2044 2056 rBv2 219858 368874 9.56% 1.104%

21 8.132 2176 2190 2224 rBV 1250394 2881623 74.71% 8.628%

22 8.290 2231 2239 2248 rVB6 34810 59565 1.54% 0.178%
23 8.891 2414 2426 2444 rBV 1396545 2289869 59.37% 6.856%
24 9.859 2717 2727 2740 rBvV4 41328 78500 2.04% 0.235%
25 9.939 2744 2752 2763 rVB 27316 48916 1.27% 0.146%
26 10.257 2836 2851 2866 rBV 437593 702360 18.21% 2.103%
27 10.424 2893 2903 2913 rBvV4 28555 53009 1.37% 0.159%
28 10.826 3017 3028 3035 rBV 34848 61511 1.59% 0.184%

29 11.289 3161 3172 3192 rBV 1415517 2200159 57.04% 6.587%
30 11.666 3277 3289 3307 rBV 1196414 1889101 48.98% 5.656%

31 12.399 3507 3517 3528 rBV 23076 39810 1.03% 0.119%
32 13.797 3941 3952 3960 rBV3 49348 79385 2.06% 0.238%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV011620\
Data File : VV014321.D

Aca On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO10220WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 33399798
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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 V\DATA\VV011620\
VV014321.D

16 Jan 2020 14:56

SY/MD

L1156-03

25.0mL/MSVOA V/WATER

9 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO10220WMA .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\VV011620\
Data File : VV014321.D

Aca On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 2-Propanol, 2-methyl- Concentration Rank 3

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

2.65 3.49 ug/L 1355770 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 74
2 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 64
4 Propanoic acid. 2-hvdroxy-2-methvl- 104 C4H803 000594-61-6 40
5 1-Methylpropylhydroxylamine 89 C4H11NO 1000322-43-0 9

Abundance Scan 485 (2.650 min): VV014321.D (-472) (-) m/z 59.00 100.00%
59
5000 !
41
240 2.60 2.80 3.00
Obrrrrprrr bl 89, 13 137155 175 196211 243 262277294 | sz 41.00  19.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #859: 2-Propanol, 2-methyl-
59
5000
- 240 2.60 2.80 3.00
m/z 43.00 12.90%
0'}ﬁ”'W”'W“”I””I””P'”P'”P”'P”'P”W'”W'”W”'W”'W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
240 2.60 2.80 3.00
5000 m/z 57.10 10.40%
31
15
ol 74
Wﬁwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #860: 2—Pr0pan0|, 2—methy|— LA L B L L L B
59 240 2.60 2.80 3.00
m/z 39.00 7.27%
5000
31
15 M‘ \“
O frrrt e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV011620\
Data File : VV014321.D

Aca On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 Propanal, 2,2-dimethyl- Concentration Rank 2

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

3.73 8.48 ug/L 3293500 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 56
2 Propane. 2-methvl-2-nitro- 103 C4H9NO2 000594-70-7 53
3 Propane. 2-bromo-2-methvl- 136 C4H9Br 000507-19-7 42
4 3-Heptanone. 5-ethvl-4-methvl- 156 C10H200 027607-63-2 40
5 Diazene, bis(l,l1-dimethylethyl)- 142 C8H18N2 000927-83-3 40

Abundance Scan 821 (3.730 min): VV014321.D (-801) (-) m/z 56.95 100.00%
7 ﬁ
5000
3.40 3.60 3.80 4.00
o 109124139155169 188 211 232 256 276 n/z 41.00 94 _03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1786: Propanal, 2,2-dimethyl-
a4 o7
5000 AR SRR AR
86 3.40 3.60 3.80 4.00
) m/z 39.00 29.47%
0 71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 57
340 360 380 4.00
5000 m/z 86.00 29.02%
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15968: Propane, 2-bromo-2-methyl- e
57 340 3.60 3.80 4.00
m/z 42.95 16.68%
41
5000
2+ || | s 105122
Oyt e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV011620\
Data File : VV014321.D

Aca On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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 1

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

6.58 9.93 ug/L 3856930 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 45
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 45
3 Oxirane., 2-methvl-3-propvl-. trans- 100 C6H120 006124-91-0 43
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 38
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 35

Abundance Scan 1707 (6.579 min): VV014321.D (-1689) (-) m/z 56.95 100.00%
g7

41
5000

%

6.20 6.40 6.60 6.80 7.00

100115 135150

179 206 224 245 266 291

0 m/z 40.95 64.21%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3994: Pentane, 2,2-dimethyl- ?
57
5000 4
85 6.20 6.40 6.60 6.80 7.00
m/z 56.00 32.32%
15 ‘ ‘
O T T e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 6.20 6.40 6.60 6.80 7.00
5000 a5 m/z 39.00 21.62%
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3956: Oxirane, 2-methyl-3-propyl-, trans- T e
1 6.20 6.40 6.60 6.80 7.00

m/z 72.00 16.71%

57
5000 85

%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV011620\
Data File : VV014321.D

Acq On : 16 Jan 2020 14:56

Operator : SY/MD

Sample : L1156-03

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR0O10220WMA .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]
2-Propanol, 2-met... 2.65 3.5 ug/L 1355770 1 5.66 1942310 5.0
Propanal, 2,2-dim... 3.73 8.5 ug/L 3293500 1 5.66 1942310 5.0
(DEL) Alkane: Str... 6.58 9.9 ug/L 3856930 1 5.66 1942310 5.0
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