LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample : L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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\82N102120W.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 3.238 453 466 479 rBV6 6747 17119 1.19% 0.165%
2 7.550 1788 1807 1818 rBv2 183552 465452 32.32% 4_477%
3 7.627 1818 1831 1855 rVB 323461 769498 53.42% 7.401%
4 7.987 1926 1943 1967 rBV 204743 481806 33.45% 4.634%
5 8.550 2103 2118 2135 rBV 501339 1025730 71.21% 9.865%
6 8.749 2168 2180 2203 rBv2 108856 244783 16.99% 2.354%
7 10.058 2571 2587 2608 rBV 770287 1440336 100.00% 13.853%
8 11.380 2983 2998 3021 rBV 777243 1368292 95.00% 13.160%
9 12.222 3243 3260 3277 rBV3 23233 64558 4._.48% 0.621%
10 12.376 3295 3308 3332 rVB 671882 1135788 78.86% 10.924%
11 12.704 3402 3410 3421 rVB10 14137 22346 1.55% 0.215%
12 13.013 3496 3506 3514 rBVvV4 18244 31185 2.17% 0.300%
13 13.235 3563 3575 3579 rBv4 11341 19275 1.34% 0.185%
14 13.315 3589 3600 3617 rBvV 776214 1291271 89.65% 12.419%
15 13.646 3694 3703 3714 rBvV 54493 81050 5.63% 0.780%
16 13.794 3737 3749 3762 rBV2 104482 183423 12.73% 1.764%
17 13.862 3764 3770 3779 rVB4 17403 24139 1.68% 0.232%
18 13.968 3794 3803 3812 rVB6 16598 27208 1.89% 0.262%
19 14.035 3813 3824 3834 rBvV6 17714 35243 2.45% 0.339%
20 14.135 3848 3855 3861 rBV6 14762 23795 1.65% 0.229%
21 14.270 3889 3897 3903 rBV5 28860 42986 2.98% 0.413%
22 14.309 3904 3909 3918 rVB6 16130 24294 1.69% 0.234%
23 14.363 3918 3926 3932 rBV6 9314 15845 1.10% 0.152%
24 14.408 3933 3940 3946 rBv4 12164 17454 1.21% 0.168%
25 14.450 3946 3953 3955 rBV6 16162 17635 1.22% 0.170%

26 14.498 3960 3968 3976 rVvVv 137635 188457 13.08% 1.813%
27 14.560 3978 3987 3997 rVV6 55554 116951 8.12% 1.125%

28 14.614 3998 4004 4016 rVBS8 54223 96549 6.70% 0.929%
29 14.823 4062 4069 4076 rBVS8 28356 44233 3.07% 0.425%
30 14.926 4094 4101 4111 rVB9 27395 50154 3.48% 0.482%
31 15.084 4141 4150 4156 rBv4 55043 101823 7.07% 0.979%
32 15.158 4167 4173 4179 rBV6 24512 31640 2.20% 0.304%
33 15.215 4183 4191 4199 rBV6 34657 66813 4.64% 0.643%

34 15.299 4209 4217 4230 rVB3 150631 240097 16.67% 2.309%

82N102120W.M Mon Oct 26 12:13:33 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample : L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 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 = Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W.M

Title : SW846 8260

35 15.386 4234 4244 4247 rBV3 33227 55121 3.83% 0.530%
36 15.579 4298 4304 4313 rVB7 55619 91170 6.33% 0.877%

37 15.733 4343 4352 4370 rBV7 32697 103199 7.16% 0.993%
38 15.871 4385 4395 4405 rBV10 53517 102446 7.11% 0.985%
39 16.061 4447 4454 4464 rVB5 45894 78961 5.48% 0.759%
40 16.193 4487 4495 4509 rVB2 89351 159349 11.06% 1.533%

Sum of corrected areas: 10397474

82N102120W.M Mon Oct 26 12:13:33 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN064301.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 1-Butanol Concentration Rank 1

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

8.75 11.93 ug/Il 244783 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 3.4-Dimethvldihvdrofuran-2.5-dione 128 C6H803 007475-92-5 45
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 39
4 Cvclobutane. ethvl- 84 CG6H12 004806-61-5 39
5 2-Butene, (2)- 56 C4H8 000590-18-1 9

Abundance Scan 2180 (8.749 min): VN064301.D (-2168) (-) m/z 56.10 100.00%

56
41
5000

840 860 880 9.00
...,....,....,...:|;..".‘.‘i9'.'.|'.,....,7'.3..,....,....,....,....,....,... m/z 41.05  75.30%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #839: 1-Butanol
31 56
41

5000 e R T
8.40 8.60 8.80 9.00

m/z 43.10 61.24%

o

15 L

49 || 73
O T T T T T e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56
41
8.40 8.60 8.80 9.00
5000 m/z 42.05 33.65%
27
49 128
O e e T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1505: Propane, 2-cyclopropyl-
56 8.40 8.60 8.80 9.00
41 m/z 39.10 26.78%
5000
69
s ‘\ \\‘ 84
Ot e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 7-Octen-2-ol, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.10 ug/l 183423 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 64
2 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 64
3 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 56
4 1.7-Octanediol. 3.7-dimethvl- 174 C10H2202 000107-74-4 50
5 2,3-Dimethyl-4-penten-2-ol 114 C7H140 019781-52-3 47
Abundance Scan 3748 (13.791 min): VN064301.D (-3737) (-) m/z 59.10 100.00%
99
5000
82 95 0 1260 1280 1400 1420
0 123 13.40 13.60 13.80 14.00 14.20
110 T°134
0 ,h“", 207 m/z 55.10 30.41%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #28299: 7-Octen-2-ol, 2,6-dimethyl-
59
5000 LA DU PR S
1340 13.60 13.80 14.00 14.20
m/z 41.10 29.53%
0 H‘ || 70 895 109128 135 154 175
m/z--> 20 40 60 80 160 150 140 160 180 200
Abundance
59
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.00 26.57%
43
70 83 97 123
. 112 139 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol e B E
59 13.40 13.60 13.80 14.00 14.20
m/z 66.95 21.49%
5000
o152 ‘M ‘\ o ] % 100128 101
m/z--> 20 40 60 8IO 1(')0 150 14'10 160 180 200 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 7.30 ug/l 188457 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexadecane 226 C16H34 000544-76-3 59
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 53
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 52
Abundance Scan 3968 (14.498 min): VN064301.D (-3960) (-) m/z 57.10 100.00%
43 37
71
5000
85
‘ 119
99 133 170 14.20 14.40 14.60 14.80
0...,....|,|:..'|,..'|..,-!...',..!.|i.... e M/Z  43.10  84.15%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
43
71
5000 R B SRR SRS
85 14.20 14.40 14.60 14.80
m/z 71.05 56.06%
29 98 112 170
S L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
a3 >’
71 14.20 14.40 14.60 14.80
5000 o m/z 41.10 54 .65%
29
. 99 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane B R EamE
3 57 14.20 14.40 14.60 14.80
- m/z 85.10 30.96%
5000 a5
29
. oL sy 141 155 169 183 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.30 9.30 ug/Il 240097 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 64
5 Undecane 156 C11H24 001120-21-4 64

Abundance Scan 4217 (15.299 min): VN064301.D (-4209) (-) m/z 57.10 100.00%

g7
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:
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04
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Abundance #48834: Tridecane
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Abundance #59881: Tetradecane B RS RamEE
- 15.00 15.20 15.40 15.60
m/z 85.05 36.35%
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5000 a5
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SRMNNES| SUNS ! N | MM N st - SR A e S s
miz--> 20 40 60 80 100 120 140 160 180 200 220 15.00 1520 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN102320\
Data File : VN064301.D

Aca On : 23 Oct 2020 21:39

Operator : JC/MD

Sample - L4486-08 100X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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 5 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.19 6.17 ug/l 159349 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 78
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 4494 (16.190 min): VN064301.D (-4487) (-) m/z 57.10 100.00%

43 97

71

5000

-

15.80 16.00 16.20 16.40 16.60
m/z 43.10 90.78%

9113 140155 179 198 281

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59881: Tetradecane
57
43
71
5000 TT T T [T T T T[T T T T[T TT T[T
85 15. 80 16. 00 16. 20 16 40 16. 60
29 m/z 71.10 70.55%
o L ey 198
T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
i RS s S
71 15.80 16.00 16.20 16.40 16.60
5000 85 m/z 41.10 58.11%
29 9
0l 15 113127141155169 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane R EAEEEEE
57 15.80 16.00 16.20 16.40 16.60
431 4 m/z 85.10 37.44%
5000 85
29 9%
113
EVINER O A e VS B F201 N | VWP L VPSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN102320\
Data File : VN064301.D

Acq On : 23 Oct 2020 21:39

Operator : JC/MD

Sample : L4486-08 100X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 25 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N102120W .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]
1-Butanol 8.75 11.9 ug/I1 244783 2 8.55 1025730 50.0
7-Octen-2-ol, 2,6... 13.79 7.1 ug/l 183423 4 13.32 1291270 50.0
Dodecane 14.50 7.3 ug/l 188457 4 13.32 1291270 50.0
Tridecane 15.30 9.3 ug/Il 240097 4 13.32 1291270 50.0
Tetradecane 16.19 6.2 ug/Il 159349 4 13.32 1291270 50.0
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