LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 3.238 453 466 479 rBvV2 36421 83348 5.33% 0.552%
2 5.994 1308 1323 1351 rBV7 21293 73498 4_.70% 0.486%
3 6.730 1538 1552 1553 rBv4 11918 20106 1.29% 0.133%
4 6.785 1559 1569 1585 rVB3 23865 66407 4.25% 0.439%
5 7.550 1788 1807 1818 rBV 197741 492936 31.53% 3.262%
6 7.624 1818 1830 1853 rvB2 295500 704053 45.03% 4 .659%
7 7.987 1926 1943 1962 rBV 235332 549374 35.14% 3.635%
8 8.550 2102 2118 2142 rVB 511834 1074031 68.69% 7.107%
9 8.753 2165 2181 2213 rBV2 469968 1018186 65.12% 6.737%
10 9.489 2395 2410 2425 rBV 133308 252545 16.15% 1.671%

11 10.058 2573 2587 2602 rBV 856244 1563490 100.00% 10.346%
12 11.380 2984 2998 3020 rBV 868035 1480386 94.68% 9.796%
13 11.595 3054 3065 3078 rBV9 7340 16406 1.05% 0.109%
14 12.209 3242 3256 3276 rBV 83767 187219 11.97% 1.239%
15 12.376 3296 3308 3321 rBV 708804 1169878 74.82% 7.741%

16 12.627 3379 3386 3393 rBV3 11397 18211 1.16% 0.121%
17 12.701 3401 3409 3421 rVB4 38723 61464 3.93% 0.407%
18 13.010 3495 3505 3516 rBv4 37976 65210 4_.17% 0.431%
19 13.232 3561 3574 3579 rBv4 20702 42452 2.72% 0.281%
20 13.315 3588 3600 3618 rBV 881733 1467175 93.84% 9.708%
21 13.515 3649 3662 3669 rBV6 22530 44214 2.83% 0.293%
22 13.560 3671 3676 3693 rVB6 22027 39553 2.53% 0.262%

23 13.646 3693 3703 3713 rBV 154099 239583 15.32% 1.585%
24 13.794 3737 3749 3762 rBV 333069 560966 35.88% 3.712%

25 13.862 3763 3770 3778 rVB2 39394 58084 3.72% 0.384%
26 13.907 3780 3784 3793 rVB5 19940 28363 1.81% 0.188%
27 13.965 3795 3802 3813 rBV5 34259 54320 3.47% 0.359%
28 14.035 3815 3824 3834 rBVS 54846 92077 5.89% 0.609%

29 14.138 3847 3856 3871 rBV10 58240 164891 10.55% 1.091%
30 14.209 3873 3878 3889 rVB3 52215 101034 6.46% 0.669%

31 14.270 3889 3897 3903 rBv4 65656 93831 6.00% 0.621%
32 14.305 3903 3908 3918 rVB3 40811 56611 3.62% 0.375%
33 14.498 3959 3968 3976 rVB 336307 469123 30.00% 3.104%
34 14.560 3977 3987 3997 rBV6 140850 310283 19.85% 2.053%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W.M
SW846 8260

35 14.614 3998 4004 4017 rVB4 121658 206181 13.19% 1.364%

36 15.084 4142 4150 4166 rBV8 123625 305926 19.57% 2.024%
37 15.212 4182 4190 4199 rBV5 97558 178762 11.43% 1.183%
38 15.299 4209 4217 4231 rVB3 378352 606441 38.79% 4.013%
39 15.460 4258 4267 4276 rVB6 66390 129376 8.27% 0.856%
40 15.579 4299 4304 4315 rVB5 135187 225878 14.45% 1.495%

41 15.868 4387 4394 4405 rVB8 110162 209331 13.39% 1.385%
42 16.061 4446 4454 4464 rVB3 99750 173236 11.08% 1.146%
43 16.193 4487 4495 4509 rVvB2 197940 357975 22.90% 2.369%

Sum of corrected areas: 15112414
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
VN0O64766.D
20 Nov 2020
JC/MD
L4778-11 50X
5.00mL/MSVOA N/WATER

48 Sample Multiplier: 1

7:31

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N111820W.M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Formic acid, butyl ester Concentration Rank 5

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

9.49 11.76 ug/Il 252545 1,4-Difluorobenzene 8.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid. butvl ester 102 C5H1002 000592-84-7 78
2 Oxetane. 2.3.4-trimethvl-, (2.al... 100 C6H120 032347-12-9 64
3 1-Butanol 74 C4H100 000071-36-3 50
4 Butane. 1l-chloro- 92 C4HocCl 000109-69-3 45
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 45

Abundance Scan 2410 (9.489 min): VN064766.D (-2395) (-) m/z 56.10 100.00%
96
41 /\
5000
4 73 920 940 9.60 9.80
0...,....,....,....,!!'.-., ol L m/z 41.00 54.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4283: Formic acid, butyl ester
56
31 41
5000 IR SR SRR R S
9.20 9.40 9.60 9.80
5 m/z 38.95 19.83%
o s 4 e B g o
miz--> 1 % d0 40 5o 60 70 s o 100
Abundance
56
41 S e e e
5000 m/z 43.05 17.45%
29
15 71 100
G L S U S UL I UL IS UL SIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #839: 1-Butanol
31 56 9.20 9.40 9.60 9.80

m/z 55.00 13.62%

41
5000
15 25|, 1]l 50 | 73 o

m/z--> 10 20 30 40 50 60 70 80 90 100 9.20 9.40 9. 60 9.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 Decane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.65 8.16 ug/l 239583 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 90
2 Undecane 156 Cl11H24 001120-21-4 76
3 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 59
4 Hexadecane 226 C16H34 000544-76-3 53
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 50
Abundance Scan 3704 (13.650 min): VN064766.D (-3693) (-) m/z 57.10 100.00%
57
5000 71
85
98 112 156 13.40 13.60 13.80 14.00
o el 22718 2% "m/z 43.00 98.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19156: Decane
a3
5000 71 LR BN B UL B
85 mmmmmmmm
29 m/z 41.00 67.49%
99 142
0 .:.L‘.ll....|....|....|....|..1fl?|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
" 13.40 13.60 13.80 14.00
5000 71 m/z 71.05 50.43%
85
29
o 15 99 113 127 156
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #38340: Decane, 2,9-dimethyl-
8 13.40 13.60 13.80 14.00
m/z 55.05 33.80%
5000 71
85
o H Aol 99 113 127 155
m/z--> 2I 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 13'40 13.60 13.80 14. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 1-Cyclohexyl-2-methyl-2-pro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.79 19.12 ug/Il 560966 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvl-2-propanol 156 C10H200 005531-30-6 72
2 7-Octen-2-ol. 2.6-dimethvl- 156 C10H200 018479-58-8 59
3 Cvclopentanemethanol. .alpha...a... 128 C8H160 001462-06-2 45
4 2-Octanol. 2-methvl-6-methvilene- 156 C10H200 018479-59-9 45
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 43
Abundance Scan 3748 (13.791 min): VN064766.D (-3737) (-) m/z 59.00 100.00%

59
5000
41 o7 ﬁ\
] B %5 e 123 o .|| 13401360 1360 1400 1420

ol 19 m/z 55.00 39.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #28321: 1-Cyclohexyl-2-methyl-2-propanol
59

5000 R R EREEREEEm s
13. 40 13 60 13. 80 14. OO 14 20

m/z 41.00 37 .95%

67 82
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
e S
13.40 13.60 13.80 14.00 14.20
5000 m/z 67.00 29.65%
a3 67 8 o 123
o 15 3t 51 109 141
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12650: Cyclopentanemethanol, .alpha.,.alpha.-dimethyl-
59 13.40 13.60 13.80 14.00 14.20
m/z 43.00 29.14%
5000
67 95
la | 2% w
0.WHH,HHP”.PHWH”,”hpuwﬂ.¢”mL”.H”w””,””P”w”.q. T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 4 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.50 15.99 ug/I 469123 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Undecane 156 Cl11H24 001120-21-4 72
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64
Abundance Scan 3968 (14.498 min): VN064766.D (-3959) (-) m/z 57.05 100.00%
43 57
5000 ! C
14.20 14.40 14.60 14.80
0 m/z 43.00 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57
43
71
5000 L SRR BN DU B
85 mmmmmmmm
m/z 41.00 59.37%
o..1?,.‘.\..‘,\...\.‘,..w..,z..?ﬁ..l%%,l.%? w
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
3 i LRI BN SURIUR U
71 14.20 14.40 14.60 14.80
5000 o m/z 71.05 56.62%
29
. 99 113 127 141 155 169 198
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane
43 57 14.20 14.40 14.60 14.80
m/z 85.10 33.12%
5000 l
29 85
o \“ A ‘ 99 113 127 141 155 184
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 1&'30 2(')0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 5 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 10.57 ug/Il 310283 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 86
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 83
3 Benzene. 1l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 52
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 46
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 46
Abundance Scan 3987 (14.560 min): VN064766.D (-3977) (-) m/z 119.10 100.00%
119
5000
41 55 134
148
| 168 07 14.20 14.40 14.60 14.80
o} R o e o R m/z 117.10 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
5000
91 132 14.20 14.40 14.60 14.80
30 51 65 77 ‘ 105 m/z 115.00 35.63%
L3 0N O R Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
14.20 14.40 14.60 14.80
5000 m/z 91.00 31.72%
91 132
27 39 51 g5 77 105
O e e T T e e R R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)- N B o
117 14.20 14.40 14.60 14.80
m/z 97.00 27 .73%
132
5000
91
57 39 51 65 " 105
0 ..:I'.Sl.‘...“l..“l‘.,“l‘..”a”,..‘:.Nl‘...‘,.‘l“.‘.|....|....|....|.... s = eIV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 6 unknownl4.61 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 7.03 ug/l 206181 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-d)pvrimidine 119 C6H5N3 000272-50-4 30
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 27
3 Nonane. 2-methvl- 142 C10H22 000871-83-0 27
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 27
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 27
Abundance Scan 4003 (14.611 min): VN064766.D (-3998) (-) m/z 57.05 100.00%
57
43 119
5000 71
83 % 151
109 166 14.20 14.40 14.60 14.80 15.00
o AB M T 182 0 Th/77119.10  58.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9098: 5H-Pyrrolo(3,2-d)pyrimidine
119
5000
14.20 14.40 14.60 14.80 15.00
. 92 m/z 43.10 54.01%
ol 2838 52 [ 77 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 43 m/z 71.00 45_.88%
71
29
0 85 % 113 157 141 154 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #19168: Nonane, 2-methyl- N L O i
43 57 14.20 14.40 14.60 14.80 15.00
m/z 41.05 45_.81%
5000
71
‘ 85
0 \‘ ‘ . 113 127 142
m/z--> 20 ' & 80 100 120 140 160 180 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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

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 7 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.30 20.67 ug/1 606441 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 64
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 59
4 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 58
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 58
Abundance Scan 4217 (15.299 min): VN064766.D (-4209) (-) m/z 57.10 100.00%
43 57
71
5000 a5
105 119 15.00 15.20 15.40 15.60
162 184 : : :
ol B L | d31ldlasal0z 180 m/z 43.10 87.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane
a3
71
5000 85 R A FONURE SRR SRS
15.00 15.20 15.40 15.60
29 % m/z 41.05 60.43%
JLe | | L P12 127 am 1ss 169 184
m/z--> 20 40 éo éo 160 150 140 160 1éo 200
Abundance
a3 % iihededhdbicdinadl
71 15.00 15.20 1540 15.60
5000 o m/z 71.05 59.30%
29
. 99 113 127 141 155 169 198
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #38331: Undecane, 5-methyl- e Bamen p e S
43 57 15.00 15.20 15.40 15.60
- m/z 85.05 36.09%
5000 85
29 112
0 q M I ), 99 || 126 140 155 170
|||||||||||||||||||||||||||||||||||||||| —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.58 7.70 ug/l 225878 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 87
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 80
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 64
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 62
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55

Abundance Scan 4304 (15.579 min): VN064766.D (-4299) (-) m/z 118.00 100.00%

118 131

105 146

5000

a1
51 15.20 15.40 15.60 15.80

160

180191 208

01 m/z 131.10 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000 [TrTir[rrrr[rrrrprrrr|m
o1 105 15.20 15.40 15.60 15.80
m/z 117.00 66.96%
39 51 63 77 ‘
0 ‘\ I P ‘m in il I \‘\‘ \Hm‘
B L B B o B e B e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131
146 IIIIIIIIIIIIIIIIIIIIII
15.20 15.40 15.60 15.80
5000 m/z 146.10 64 .30%
o1 105
27 39 51 g3 77
o] ST ST MRS S A I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146 15.20 15.40 15.60 15.80
m/z 105.00 58.72%
118
5000 131
91
27 P s oes 7 | W
-7 R
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 9 1H-1,3,2-Benzodiazaborole, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.87 7.13 ug/l 209331 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 76
2 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 70
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 62
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 53
5 1-Naphthalenol, 5,8-dihydro- 146 C10H100 027673-48-9 49

Abundance Scan 4395 (15.871 min): VN064766.D (-4387) (-) m/z 131.10 100.00%

1
118

5000

15.60 15.80 16.00 16.20

01 m/z 118.05 79.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
o1 105 15.60 15.80 16.00 16.20
m/z 146 .05 71.38%
39 51 63 77 ‘
0 ,....‘,‘l.“a‘.,“l‘.‘l .“‘,..‘:.,“:‘..l‘,.‘.“l ,H“,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
146
15.60 15.80 16.00 16.20
5000 118 131 m/z 145.05 55.58%

27 39 52 ea 77 90 104

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- N L o e
118 131 6 15.60 15.80 16.00 16.20
14 m/z 105.00 40.91%
5000 oL 105
o7 39 51 g3 77 ‘ H
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN111920\
Data File : VN064766.D

Aca On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 48 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 10 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 12.20 ug/Il 357975 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Nonadecane 268 C19H40 000629-92-5 72
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 64
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 59
5 Nonane 128 C9H20 000111-84-2 59
Abundance Scan 4494 (16.190 min): VNO64766.D (-4487) (-) m/z 57.05 100.00%
57
43
71
5000
NN B B
99 112 15.80 16.00 16.20 16.40 16.60
o 126141155 175 1% m/z 43.05  78.20%

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. OO 16. 20 16 40 16. 60
29 m/z 71.05 63.68%
. L ‘ | 9 118127141155160 198
A R R a R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 | 7 T T R
85 15.80 16.00 16.20 16.40 16.60
5000 m/z 41.00 50.04%
29 99
o 113127141155169183197 268 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117655: Heptadecane, 2,6-dimethyl- AR BT
43 97 15.80 16.00 16.20 16.40 16.60
m/z 85.10 38.64%
71
5000
85
113
o Al ‘ | 99 3157141455 182197211225239253268
N R e o
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

82N111820W.M Tue Nov 24 14:19:38 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN111920\
Data File : VN064766.D

Acq On : 20 Nov 2020 7:31

Operator : JC/MD

Sample : L4778-11 50X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 48 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Formic acid, buty... 9.49 11.8 ug/I1 252545 2 8.55 1074030 50.0
Decane 13.65 8.2 ug/Il 239583 4 13.32 1467180 50.0
1-Cyclohexyl-2-me... 13.79 19.1 ug/I1 560966 4 13.32 1467180 50.0
Dodecane 14.50 16.0 ug/I1 469123 4 13.32 1467180 50.0
Benzene, l-methyl... 14.56 10.6 ug/I1 310283 4 13.32 1467180 50.0
unknownl4 .61 14.61 7.0 ug/l 206181 4 13.32 1467180 50.0
Tridecane 15.30 20.7 ug/I1 606441 4 13.32 1467180 50.0
Naphthalene, 1,2,... 15.58 7.7 ug/l 225878 4 13.32 1467180 50.0
1H-1,3,2-Benzodia... 15.87 7.1 ug/l 209331 4 13.32 1467180 50.0
Tetradecane 16.19 12.2 ug/I1 357975 4 13.32 1467180 50.0
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