LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064737.D

Aca On : 19 Nov 2020 16:50

Operator : JC/MD

Sample : L4783-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 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\82N111820W.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 2.415 200 210 211 rBV7Y 13501 16087 1.06% 0.178%
2 2.779 307 323 340 rBV 74306 159257 10.48% 1.760%
3 3.110 416 426 436 rBV3 11645 24446 1.61% 0.270%
4 3.759 602 628 650 rBv4 51889 167223 11.00% 1.848%
5 4.026 690 711 727 rBV2 18330 51529 3.39% 0.569%
6 4.483 828 853 869 rBV3 45350 169928 11.18% 1.877%
7 4.991 995 1011 1017 rBV6 15490 36816 2.42% 0.407%
8 6.470 1460 1471 1488 rVB7 9251 24878 1.64% 0.275%
9 6.779 1547 1567 1585 rBV2 14985 47357 3.12% 0.523%
10 7.550 1787 1807 1818 rBV 184494 457856 30.12% 5.059%
11 7.624 1818 1830 1846 rVB 296635 688223 45.27% 7.604%
12 7.698 1851 1853 1870 rVB5 14350 27003 1.78% 0.298%
13 7.987 1926 1943 1965 rBv2 226432 536513 35.29% 5.928%
14 8.168 1988 1999 2017 rVB2 33697 81141 5.34% 0.896%
15 8.550 2102 2118 2139 rBV 521440 1081482 71.14% 11.949%
16 9.486 2398 2409 2422 rVB5 14849 31827 2.09% 0.352%
17 9.621 2438 2451 2466 rVB3 27615 59363 3.90% 0.656%

18 10.058 2574 2587 2609 rVvVv 838889 1520188 100.00% 16.796%
19 11.380 2984 2998 3019 rBV 852552 1482568 97.53% 16.380%
20 12.376 3293 3308 3322 rBV 645582 1087762 71.55% 12.018%

21 13.315 3587 3600 3627 rBV 774019 1299527 85.48% 14.358%

Sum of corrected areas: 9050974
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064737.D

Aca On : 19 Nov 2020 16:50

Operator : JC/MD

Sample : L4783-06

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 16 Sample Multiplier: 1

Ouant Method Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W.M

Quant Title Sw846 8260
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN064737.D
800000
600000
400000
200000
2.78
3.76 4.48
2.42 3.11 A 4.03 AN 4.99 6.47
O T T T e T T e e e e ] e e e e T e
Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN0O64737.D
800000 10,06 11438
600000
8.55
400000
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200000 7.5
78 70 8l 9.4,62 L\ L\
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Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN064737.D
800000 13.32
12.38
600000
400000
200000
Ot .J. e R e o A S e A AR ———
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N111820W.M Tue Nov 24 14:18:55 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064737.D

Aca On : 19 Nov 2020 16:50

Operator : JC/MD

Sample : L4783-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2-methyl- Concentration Rank 3

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

2.78 11.57 ug/Il 159257 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 53
3 3-Buten-1-ol 72 C4H80 000627-27-0 47
4 Oxirane. trimethvl- 86 C5H100 005076-19-7 42
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 36

Abundance Scan 323 (2.779 min): VN064737.D (-307) (-) m/z 43.05 100.00%
43
57
5000
3 || 72 o o4 240 2.60 2.80 3.00 3.20
0 .”,...w....“..wl.L.iU.”,....H...,”..,.”.,. m/z 42.00 87.80%
m/z--> 10 20 30 40 70 80 90 100
Abundance #714: Butane, 2- methyl—
43
57
5000
240 2.60 2.80 3.00 3.20
m/z 41.10 86.64%
0 15 “ 3$‘ Sl || 62 67 2
miz--> A A A A A A N ™
Abundance
43
240 2.60 2.80 3.00 3.20
5000 m/z 57.10 70.88%
27 57 72
0 15 38 51 62 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #654: 3-Buten-1-ol
42 240 2.60 2.80 3.00 3.20
31 m/z 39.05 30.02%
- NM\J\W_L#\/\MV
L 15 2% ), s 5 7
m/z--> 10 20 30 4'0 5'0 60 70 80 90 100 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064737.D

Aca On : 19 Nov 2020 16:50

Operator : JC/MD

Sample : L4783-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2,2-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.76 12.15 ug/Il 167223 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 59
2 Oxirane. propvl- 86 C5H100 001003-14-1 53
3 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 53
4 Sulfurous acid. isobutvl pentvl ... 208 C9H2003S 1000309-13-8 50
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 47
Abundance Scan 628 (3.759 min): VN064737.D (-602) (-) m/z 57.00 100.00%
57 71
5000

3.40 3.60 3.80 4.00

01 m/z 43.10 97.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1835: Butane, 2,2-dimethyl-
57
43 n
5000

3.40 3.60 3.80 4.00
m/z 71.00 89.03%

15 \‘ “ 85
Ot P T T T e [ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41
71 B B e o e o
3.40 3.60 3.80 4.00
5000 m/z 41.00 73.26%
56
0 85
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl penty!| ester
43 57 3.40 3.60 3.80 4.00
m/z 38.95 41 .69%
5000 71
o R 103 115 131 161
,,,, ,,,, T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064737.D

Aca On : 19 Nov 2020 16:50

Operator : JC/MD

Sample : L4783-06

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W .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 Butane, 2,3-dimethyl- Concentration Rank 1

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

4.48 12.35 ug/Il 169928 Pentafluorobenzene 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 72
2 2H-Pvran-2-one. tetrahvdro-3.6-d... 128 C7H1202 003720-22-7 40
3 Pentane. 2-methvl- 86 C6H14 000107-83-5 12
4 Pentane. 3-ethvl-3-methvl- 114 C8H18 001067-08-9 9
5 1,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 9

Abundance Scan 852 (4.480 min): VN064737.D (-828) (-) m/z 43.10 100.00%
43
5000
71
o2 | 86 207 420 4.40 4.60 4.80
Ol et ol AT Tw/z 42.10 0 79.39%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl-
43
5000
71 420 4.40 4.60 4.80
m/z 41.10 52.94%
0 w"}?wb"N'“t|“"|“"|'“'|"“|""""w"'l“"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
42
56
420 4.40 4.60 4.80
5000 m/z 38.95 28.47%
69 84
O ""I"'??'}}?I%gg'l"" [rrrrfrrrrrT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl-
43 420 4.40 4.60 4.80
m/z 71.10 24 .25%
5000
27 71
15 57
0'F”"P'”I'”'I”'W?§”I'”'I”'W"” [rrorrrrrrrrT L LA I UL AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111920\
Data File : VN064737.D

Acq On : 19 Nov 2020 16:50

Operator : JC/MD

Sample - L4783-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ N\METHODS\82N111820W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methyl- 2.78 11.6 ug/Il 159257 1 7.62 688223 50.0
Butane, 2,2-dimet... 3.76 12.2 ug/I1 167223 1 7.62 688223 50.0
Butane, 2,3-dimet... 4.48 12.4 ug/I1 169928 1 7.62 688223 50.0
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