LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 N\METHODS\82N091620W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.795 13 17 31 rvB4 11515 17412 1.04% 0.134%
2 2.293 165 172 180 rVB 20548 28724 1.71% 0.222%
3 2.418 203 211 220 rVB3 17623 30145 1.80% 0.233%
4 3.232 449 464 496 rBV 59420 159032 9.49% 1.227%
5 3.769 615 631 657 rBV 525648 1377820 82.22% 10.628%
6 4.010 689 706 731 rBV2 117296 335453 20.02% 2.587%
7 6.785 1547 1569 1597 rBv2 224691 671965 40.10% 5.183%
8 7.142 1663 1680 1697 rBV3 36753 104499 6.24% 0.806%
9 7.550 1788 1807 1818 rBV 197376 499189 29.79% 3.850%
10 7.627 1819 1831 1851 rVB 339702 817004 48.75% 6.302%

11 7.987 1922 1943 1963 rBV 239480 582163 34.74% 4._.490%
12 8.412 2060 2075 2094 rVB3 16437 39224 2.34% 0.303%
13 8.550 2102 2118 2141 rBV 554603 1158258 69.12% 8.934%
14 9.007 2247 2260 2279 rBvV2 81098 163485 9.76% 1.261%

15 9.158 2293 2307 2325 rVB 25354 56801 3.39% 0.438%
16 9.328 2344 2360 2371 rBV3 12028 26821 1.60% 0.207%
17 9.396 2373 2381 2391 rVB3 10110 19653 1.17% 0.152%
18 9.952 2545 2554 2565 rBv4 8944 18310 1.09% 0.141%

19 10.061 2573 2588 2599 rBV 904147 1675808 100.00% 12.926%
20 10.126 2599 2608 2629 rVB 278825 515570 30.77% 3.977%

21 10.724 2784 2794 2810 rBV2 23585 41864 2.50% 0.323%
22 10.826 2818 2826 2840 rBV7 8151 16980 1.01% 0.131%
23 11.379 2984 2998 3019 rBV 893459 1547038 92.32% 11.933%
24 11.486 3022 3031 3040 rVB4 10770 20307 1.21% 0.157%
25 12.006 3181 3193 3200 rBV2 17409 33473 2.00% 0.258%
26 12.376 3294 3308 3326 rBV 726439 1240535 74.03% 9.569%
27 12.990 3489 3499 3504 rBV7 13818 26584 1.59% 0.205%
28 13.318 3588 3601 3618 rBV 884243 1458736 87.05% 11.252%
29 14.370 3918 3928 3939 rBV6 22371 57710 3.44% 0.445%
30 14.617 3997 4005 4017 rVB3 28488 47345 2.83% 0.365%
31 14.775 4043 4054 4059 rBV7 11772 23507 1.40% 0.181%
32 14.820 4059 4068 4076 rvv4 65716 105381 6.29% 0.813%
33 15.219 4183 4192 4204 rVB4 13790 26093 1.56% 0.201%
34 15.299 4210 4217 4226 rVB6 14367 21695 1.29% 0.167%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_N\METHODS\82N091620W .M
SW846 8260

Sum of corrected areas: 12964584
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

- Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N091620W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN063484.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

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 Ethanol Concentration Rank 2

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

3.23 9.73 ug/l 159032 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethvl ether 46 C2H60 000115-10-6 9
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4
5 Formamide 45 CH3NO 000075-12-7 2

Abundance Scan 463 (3.229 min): VN063484.D (-449) (-) m/z 45.10 100.00%

5000 ]k

104 207 280 300 320 340 360
0 e || M/Z 46.10  35.24%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #94: Ethanol
31
45

5000 e T e
2.80 3.00 3.20 3.40 3.60

‘ m/z 43.10 23.48%
I

15 )
r
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
29
15 2.80 3.00 3.20 3.40 3.60
5000 m/z 42.00 8.51%
O T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso-
30 2.80 3.00 3.20 3.40 3.60
45 m/z 44.00 4.87%
5000
15
Ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

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 Isopropyl Alcohol Concentration Rank 1

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

4.01 20.53 ug/1 335453 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 83
2 Formic acid. l1l-methvlethvl ester 88 C4H802 000625-55-8 40
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 2-Pentanol 88 C5H120 006032-29-7 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 706 (4.010 min): VN063484.D (-689) (-) m/z 45.05 100.00%
45
5000 /\
e EAREREEET
39 3.60 3.80 4.00 4.20 4.40
53 59 76
Obrrprrrrprrrrprrrrprrrprrr e s e e e m/z 43.10 21.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #294: 1sopropy! Alcohol
45
5000
3.60 3.80 4.00 4.20 4.40
27 m/z 39.00 8.26%
1519 31 41 59
O'W“W“”“JP”W“WL“PZMLI”“PmP“““W”“PmP“W“W“”P“WW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 8.22%
41
27 23
o 81 37 50 5559 67 88
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #944: R-(-)-1,2-propanediol
45 3.60 3.80 4.00 4.20 4.40
m/z 42_.00 5.23%
5000
1 29
o 157 25| 33 39| 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

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 2-Butanol, (R)- Concentration Rank 4

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

7.14 6.40 ug/l 104499 Pentafluorobenzene 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. (R)- 74 C4H100 014898-79-4 83
2 2-Butanol 74 C4H100 000078-92-2 83
3 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 45
4 1-Pentanol. 5-methoxv- 118 C6H1402 004799-62-6 39
5 Isoamyl lactate 160 C8H1603 019329-89-6 36

Abundance Scan 1679 (7.138 min): VN063484.D (-1663) (-) m/z 45.10 100.00%
45
5000 /k
59
i 55 6.80 7.00 7.20 7.40
37 51 73
I T N IS m/z 59.10 25.29%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #846: 2-Butanol, (R)-
45
5000

6.80 7.00 7.20 7.40

9731 M 59 m/z 42.95 18.91%
N | 56 | 72
O e e T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
45
O L e e
6.80 7.00 7.20 7.40
5000 m/z 41.10 13.77%
2731 41 59
15 19 55 73
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4453: 2-Pentanol, 3-methyl-
45 6.80 7.00 7.20 7.40
m/z 44.00 9.73%
5000
29 41 56
o 1519 26| |||, 505359 %973  gas7
,,,,,,, e R REEEEEEs s R )
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN092120\
Data File : VN063484.D

Aca On : 21 Sep 2020 14:34

Operator : JC/MD

Sample : L4053-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

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 2-Pentanone Concentration Rank 3

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

9.01 7.06 ug/l 163485 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone 86 C5H100 000107-87-9 80
2 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 64
3 2.3-Butanedione 86 C4H602 000431-03-8 52
4 Acetic acid ethenvl ester 86 C4H602 000108-05-4 9
5 3-Aminopyrrolidine 86 C4H10N2 079286-79-6 9

Abundance Scan 2261 (9.010 min): VN063484.D (-2247) (-) m/z 43.05 100.00%
43
5000 ‘\
86 NSRS SR RN B
| 5g 71 007 8.60 8.80 9.00 9.20 9.40
o el e e e e e || M7z 86.10 0 19.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1710: 2-Pentanone
43
5000
8.60 8.80 9.00 9.20 9.40
86 m/z 41.10 16.36%
27 | 58 71
0"''|"'"‘l“'"‘l""'|""|'"'|'"'l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
8.60 8.80 9.00 9.20 9.40
5000 m/z 38.95 10.78%
27 86
15 57 71
G S S I I I L L R WY W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1658: 2,3-Butanedione
43 8.60 8.80 9.00 9.20 9.40
m/z 71.10 8.93%
5000
86
o 1> 29 | 56
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 8.60 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN092120\
Data File : VN063484.D

Acq On : 21 Sep 2020 14:34

Operator : JC/MD

Sample - L4053-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091620W .M
SW846 8260

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]
Ethanol 3.23 9.7 ug/l 159032 1 7.63 817004 50.0
Isopropyl Alcohol 4.01 20.5 ug/I1 335453 1 7.63 817004 50.0
2-Butanol, (R)- 7.14 6.4 ug/Il 104499 1 7.63 817004 50.0
2-Pentanone 9.01 7.1 ug/l 163485 2 8.55 1158260 50.0
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