LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 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\82N072418W_.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 1.661 3 22 53 rBY 2475753 3858230 100.00% 10.567%
2 7.220 1731 1751 1774 rBv2 179160 505057 13.09% 1.383%
3 7.593 1848 1867 1878 rBV 528415 1331578 34.51% 3.647%
4 7.667 1879 1890 1912 rVB 786332 1870107 48.47% 5.122%
5 8.030 1982 2003 2033 rBV 528218 1255826 32.55% 3.440%

8.243 2039 2069 2070 rBV2 161006 544160 14.10% 1.490%
8.587 2161 2176 2210 rVB 1135773 2422239 62.78% 6.634%
2629 2645 2679 rBV 2018579 3764949 97.58% 10.312%
10.435 2742 2751 2764 rVB4 25236 46689 1.21% 0.128%

O © o~ O
=
o
o
©
o

1 11.008 2919 2929 2938 rVB2 65802 112508 2.92% 0.308%
11 11.214 2982 2993 3010 rVB6 38961 83247 2.16% 0.228%
12 11.410 3039 3054 3074 rBV 1480330 2626351 68.07% 7.193%
13 11.545 3088 3096 3104 rVB3 27686 43049 1.12% 0.118%
14 11.603 3104 3114 3120 rBV6 25198 49305 1.28% 0.135%

15 11.657 3123 3131 3153 rVB7 49957 155773 4._.04% 0.427%

16 11.924 3200 3214 3225 rBV6 94675 242599 6.29% 0.664%
17 12.046 3245 3252 3260 rVB 71795 90677 2.35% 0.248%
18 12.123 3267 3276 3281 rBV4 97368 168739 4._.37% 0.462%
19 12.403 3351 3363 3375 rBV 1337935 2248544 58.28% 6.158%
20 12.564 3405 3413 3427 rVB3 210538 408654 10.59% 1.119%

21 12.651 3428 3440 3447 rBV7 74806 173051 4._.49% 0.474%
22 12.873 3503 3509 3516 rBV6 60053 87622 2.27% 0.240%
23 12.966 3530 3538 3551 rVB3 346558 570958 14.80% 1.564%
24 13.043 3555 3562 3570 rvB4 131009 201828 5.23% 0.553%
25 13.345 3645 3656 3675 rvVB2 1336502 2929656 75.93% 8.024%

26 13.599 3728 3735 3742 rBV6 59147 113986 2.95% 0.312%
27 13.670 3745 3757 3766 rBV4 469377 960733 24 .90% 2.631%
28 13.889 3819 3825 3834 rVB 331739 475300 12.32% 1.302%
29 13.937 3835 3840 3848 rVB4 156658 216853 5.62% 0.594%
30 13.995 3849 3858 3867 rBv4 502630 785319 20.35% 2.151%

31 14.130 3890 3900 3907 rBV3 321101 654853 16.97% 1.794%
32 14.249 3933 3937 3945 rVB 288076 371341 9.62% 1.017%
33 14.332 3958 3963 3971 rVB3 233943 303684 7.87% 0.832%
34 14.528 4019 4024 4031 rBV4 156055 194584 5.04% 0.533%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 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\82N072418W .M
SW846 8260

35 14.590 4033 4043 4053 rVV3 900460 1846596 47.86% 5.058%

36 14.641 4053 4059 4073 rVvB2 631017 1084305 28.10% 2.970%
37 14.744 4086 4091 4100 rVB 375181 537279 13.93% 1.472%
38 14.853 4119 4125 4131 rBV5 232569 313442 8.12% 0.858%
39 15.117 4200 4207 4219 rVB 657779 1010334 26.19% 2.767%
40 15.191 4224 4230 4238 rVB 286062 424272 11.00% 1.162%

41 15.914 4446 4455 4466 rBV2 474292 861105 22.32% 2.358%
42 16.036 4485 4493 4503 rVB 349136 566367 14.68% 1.551%

Sum of corrected areas: 36511749
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80218\
Data File : VNO0O50293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc - 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .M
SW846 8260

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN050293.D
1|66

2000000

1500000

1000000

500000

Time--> 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 6.20 6.40
Abundance TIC: VN050293.D

10.09
2000000

1500000 1141

8.59
1000000

7.5 8.03

7.22 8.24
N k\ 1044 11.0117 21 | |10.846¢

T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11.00 11.50
Abundance TIC: VN050293.D

500000

2000000

13.35
1500000 12.40

14.59

1000000 464 15.12
14.74 15.91

13.67 1399 1485 o 19 16.04

13.89) 14 14
14432683 ,

500000 12.97 - d

12.56 i3.04
11.9218512 12,65 12.8

T T I I
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

(3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Acetic acid Concentration Rank 8

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

8.24 11.23 ug/Il 544160 1,4-Difluorobenzene 8.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 64
3 Ammonium acetate 77 C2H7NO2 000631-61-8 43
4 Cvclohexan-1.4.5-triol-3-one-1-c... 190 C7H1006 1000128-45-5 40
5 Hydroperoxide, l-methylpentyl 118 C6H1402 024254-55-5 36

Abundance Scan 2068 (8.239 min): VN050293.D (-2039) (-) m/z 43.00 100.00%
60
5000
R LRSS LR LR L
8.00 8.20 8.40 8.60
....,....,'| SN R £ S R E— m/z 44.95 91.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #262: Acetic acid
60
5000 AN SRR RS R R
15 8.00 8.20 8.40 8.60
- m/z 60.00 67.53%
miz--> 20 40 60 80 100 120 140 160
Abundance #278: Hydrazine, 1,2-dimethyl-
4 60
0 800 8.20 840 860
5000 m/z 42.00 18.06%
15 |
M I i |
miz--> 20 40 60 80 100 120 140 160
Abundance #980: Ammonium acetate I EEEaa maE s
43 8.00 8.20 8.40 8.60
17 60 m/z 43.95 14 .69%
h ”_/\UM
‘ 29
"'MI'N"NI"'N""I""I"" U PN P R LRSS LRSI L
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Benzene, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.67 16.40 ug/Il 960733 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 74
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 50
3 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 50
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 46
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 38

Abundance Scan 3757 (13.670 min): VN050293.D (-3745) (-) m/z 104.95 100.00%

1

5000

13.40 13.60 13.80 14.00
m/z 118.95  87.06%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-

5000
13.40 13.60 13.80 14.00

m/z 67.00 57.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16891: Naphthalene, decahydro-
67 96 138
82
R N REREEmEs s
13.40 13.60 13.80 14.00
5000 41 55 m/z 134.10 47 .69%
109
29
SISO N W NP O < N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16920: Naphthalene, decahydro-, trans-
67 13.40 13.60 13.80 14.00
138 m/z 138.10 45.59%
a1 82 96
5000
55
27
109
0 =~
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 7

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

13.99 13.40 ug/Il 785319 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 55
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 50
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 49
Abundance Scan 3857 (13.992 min): VN050293.D (-3849) (-) m/z 119.00 100.00%

119
5000
91
i — 105/ 134
41 148 13.60 13.80 14.00 14.20 14.40
164 186 207 281 m/z 117.00 98.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
147
5000

13.60 13.80 14.00 14.20 14.40
m/z 115.00  37.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14042: Benzene, 2-butenyl-
117
132 13.60 13.80 14.00 14.20 14.40
5000 o1 m/z 91.00 31.60%
39
.}ﬁ.h.“Jh,w.w.”.“.nhﬁbw”.q.”...”..” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene I EREEAmEaas LA
117 13.60 13.80 14.00 14.20 14.40
m/z 134.05 22 .39%
5000
91 132
39 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.13 11.18 ug/Il 654853 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 90
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 78
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 60
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 60
5 p-Cymene 134 C10H14 000099-87-6 60

Abundance Scan 3900 (14.130 min): VN050293.D (-3890) (-) m/z 119.00 100.00%
149
131
5000
91
57 77 ‘ 105 ‘ 146 13.80 14.00 14.20 14.40
e il il o 208180101 208 m/z 131.00 70.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 13.80 14.00 14.20 14.40
1 m/z 134.05 30.38%
39 51 65 | 105
SN N R Y S| N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
13.80 14.00 14.20 14.40
5000 m/z 91.00 28.03%
91 134
7 105
51 65 ‘ ‘
...1‘.5,.2‘.7..3‘?..“.‘.,‘.‘...“‘,..w.,“:‘..Ul...‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl- e
119 13.80 14.00 14.20 14.40
m/z 115.00 16.63%
5000
134

15 27 39 51 65 77 91 105

m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 o0-Cymene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.59 31.52 ug/1 1846600 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 60
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 60
3 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 60
4 p-Cvmene 134 C10H14 000099-87-6 60
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
Abundance Scan 4043 (14.590 min): VN050293.D (-4033) (-) m/z 119.00 100.00%
119
5000
148 14.20 14.40 14.60 14.80 15.00
o 108 193 m/z 117.00  54.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14810: o-Cymene
119
5000
14.20 14.40 14.60 14.80 15.00
91 134 m/z 134.05 38.42%
1 h L83 ! | 105
m/z--> 20 40 60 85 160 120 150 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
14.20 14.40 14.60 14.80 15.00
5000 m/z 91.00 21.99%
134
91
2741 63 77 | 105 |
m/z--> 20 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene- L e
119 14.20 14.40 14.60 14.80 15.00
m/z 115.00 21.24%
5000 134
2\7‘11\1\\6:\377 ‘105 Il ‘
e Do e i a1 13 1 180 18 250 2k k0 350 o8 | | 143 waiao 140 14B0 150
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 7 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.64 18.51 ug/Il 1084310 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 90
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 53
4 Tridecane 184 C13H28 000629-50-5 53
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 50
Abundance Scan 4059 (14.641 min): VN050293.D (-4053) (-) m/z 57.10 100.00%

57
5000 P !

9% 119 1440 1460 14.80 15.00

138151166 184 281 m/z 71.10 45.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48881: Undecane, 2,6-dimethyl-
57
43

5000 T o e
14. 40 14. 60 14. 80 15. OO

m/z 43.10 40.66%

85

98
113127141 155169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48867: Undecane, 3,6-dimethyl-
57
L e
14.40 14.60 14.80 15.00
5000 43 = m/z 41.10 30.74%
29 85
L | 7 99118157141155169184
R B R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48893: Decane, 2,6,8-trimethyl- Rm e R
57 14.40 14.60 14.80 15.00
m/z 55.00 20.09%
5000 43
71
85
‘ I “ % 113127 155169184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Sulfurous acid, 2-ethylhexy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.12 17.24 ug/I1 1010330 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 86
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 83
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
4 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 72
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 64
Abundance Scan 4208 (15.120 min): VN050293.D (-4200) (-) m/z 57.10 100.00%
g7 71
e /\w/\uk
&5 13 14.80 15.00 15.20 15.40
127 147162 182198 n/z 71.10 86 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
g7
71
5000 R AR IS BN RN
43 14.80 15.00 15.20 15.40
113 m/z 43.10 54 _97%
29 | I o] ?9 | 127141155 239
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance #19170: Nonane, 3-methyl-
g7
43 R R SR BRI B
71 14.80 15.00 15.20 15.40
5000 29 m/z 41.10 33.40%

L Jl ) 8 9 ‘\ *127142
N -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R R mama
57 14.80 15.00 15.20 15.40
71 m/z 56.10 23.96%
43
5000
85
29
99 113127
| ‘ I L] 141155169183197211225239253267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.91 14.70 ug/Il 861105 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 89
3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 68
4 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 60
5 2-Propyn-1-ol, 3-(4-methylphenyl)- 146 C10H100 016017-24-6 58

Abundance Scan 4454 (15.911 min): VN050293.D (-4446) (-) m/z 131.00 100.00%

5000

15.60 15.80 16.00 16.20
m/z 118.00 67.76%

176 195209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146

5000 15.60 15.80 16.00 16.20

m/z 146.05 65.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131
146 15.60 15.80 16.00 16.20
5000 117 m/z 145.00 45 _48%
39 91
15 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- A BEaEE e e
146 15.60 15.80 16.00 16.20
m/z 117.00 38.38%
5000 131
117
27 82 76% | | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN080218\
Data File : VN050293.D

Aca On : 3 Aug 2018 4:12

Operator : MD\SY

Sample : J4304-02

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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 Nonane, 3,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.04 9.67 ug/l 566367 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 87
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 74
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 4494 (16.040 min): VN050293.D (-4485) (-) m/z 57.05 100.00%
57 71
T “/\J\‘\/\L.
5000
R SUNN SRR DU IR
147 183 15.80 16.00 16.20 16.40
S 161 197 212 260 281 mn/z  71.05 85 . 590
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28441: Nonane, 3,7-dimethyl-
43 71
5000 LI FULRLE BN SULLLN I
85 15.80 16.00 16.20 16.40
29 m/z 43.05 54.77%

127
99 113 | 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 71
43 15.80 16.00 16.20 16.40
5000 85 m/z 41.05 39.89%
29 113127
9
B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71411: Dodecane, 2,6,11-trimethyl- EREmEEES L
57 15.80 16.00 16.20 16.40
a3 | m/z 85.05 39.09%
5000
29 85 ,
L L ‘ 99 113127, 41 155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN0O80218\
Data File : VN050293.D

Acq On : 3 Aug 2018 4:12

Operator : MD\SY

Sample - J4304-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N072418W .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]
Acetic acid 8.24 11.2 ug/I1 544160 2 8.59 2422240 50.0
Benzene, 1,2-diet... 13.67 16.4 ug/I1 960733 4 13.35 2929660 50.0
Benzene, l-methyl... 13.99 13.4 ug/I1 785319 4 13.35 2929660 50.0
Benzene, 4-ethyl-_.. 14.13 11.2 ug/I1 654853 4 13.35 2929660 50.0
o-Cymene 14.59 31.5 ug/1 1846600 4 13.35 2929660 50.0
Undecane, 2,6-dim... 14.64 18.5 ug/1 1084310 4 13.35 2929660 50.0
Sulfurous acid, 2... 15.12 17.2 ug/1 1010330 4 13.35 2929660 50.0
Naphthalene, 1,2,... 15.91 14.7 ug/I1 861105 4 13.35 2929660 50.0
Nonane, 3,7-dimet... 16.04 9.7 ug/l 566367 4 13.35 2929660 50.0
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