LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VNO050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 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\82N080618W.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

1.651 4 19 35 rBV 1391368 2091363 51.66% 6.010%
4_.330 835 852 871 rBV 21054 59692 1.47% 0.172%
1877 rBV 520849 1308853 32.33% 3.761%
7.664 1878 1889 1909 rVB 800981 1898596 46.89% 5.456%
8.027 1987 2002 2022 rBV 524762 1223168 30.21% 3.515%
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8.587 2162 2176 2194 rBV 1173634 2434231 60.12% 6.996%
10.091 2633 2644 2668 rBV 2161972 4048642 100.00% 11.635%
11.410 3044 3054 3065 rBV 1579168 2710530 66.95% 7.790%
12.403 3354 3363 3376 rBVY 1518179 2500278 61.76% 7.185%
13.345 3648 3656 3669 rVB 1821362 3226440 79.69% 9.272%

=
QO ~NO®

11 13.664 3749 3755 3764 rVB6 748759 1204669 29.75% 3.462%
12 14.336 3958 3964 3972 rVB3 1183206 1665232 41.13% 4._.786%
13 14.644 4053 4060 4073 rvVB 2208890 3467026 85.63% 9.964%
14 15.117 4200 4207 4217 rVB2 2588727 3726706 92.05% 10.710%
15 16.037 4486 4493 4507 rVB2 2021558 3231123 79.81% 9.286%

Sum of corrected areas: 34796549
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
VN050430.D

7 Aug 2018 14:36

MD\SY

J4297-07
5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOCH

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1.65
1000000

TIC: VN050430.D

433

0
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

4000000

3000000

2000000

1000000

TIC: VNO50430.D

10.09
11.41

8.59

8.03

i

0
Time-->

B T — T
8.00 9.00 10 OO 10 50 11 OO 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: VNO50430. D

6.04

ol

1
64

14.
13.35
14.34
12.40
13.66

Time-->

—T
12.00

— — T —T —T — — T —T —T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Naphthalene, decahydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.66 18.67 ug/l 1204670 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
2 Spirol4.51decane 138 C10H18 000176-63-6 93
3 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 91
4 (2)-Dec-4-envl isobutvl carbonate 256 C15H2803 1000372-79-2 83
5 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 81
Abundance Scan 3754 (13.660 min): VN050430.D (-3749) (-) m/z 67.00 100.00%
138
5000 L/\V\va”\vj\hf\ﬁxﬁ,rﬁJJ
154 173 13.40 13.60 13.80 14.00
0 190202 221 236 m/z 138.10 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16892: Naphthalene, decahydro-
7 96 138
81
5000 41 L B BN SN B
55 109 1340 13.60 13.80 14.00
27 m/z 55.10 80.25%
o ¥ | 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16860: Spiro[4.5]decane
67 6
81
138 1340 13.60 13.80 14.00
5000 41 109 m/z 96.10 74 .52%
55
0"'wm'w“”mlMMNH““‘wj'ﬁgq'w"“l'“' SRS SRS B Xﬁwﬂ\/\\JJ&v\/waqu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16920: Naphthalene, decahydro-, trans- A RERRE RS
67 13.40 13.60 13.80 14.00
138 m/z 68.05 73.54%
41 82 96
5000
55
21 109
0.}.5“‘.‘..'..‘2“&'.“ \H H\‘ ‘\ |]|'2|3”"|””|””|”” R AR S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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-Methyldecahydronaphthalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.34 25.81 ug/1 1665230 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 96
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 96
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 91
4 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 62
5 Cyclopentylcyclohexane 152 C11H20 001606-08-2 53
Abundance Scan 3965 (14.339 mm) VN050430.D (-3958) (-) m/z 152.10 100.00%

152

5000

14.00 14.20 14.40 14.60
168
o 189 204 222236 281 m/z 95.10 92 .53Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25436: 1-Methyldecahydronaphthalene
a 67

81 9% 152

5000

14.00 14.20 14.40 14.60
m/z 67.00 84.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25445: Naphthalene, decahydro-2-methyl-
M 67
95

81 152 IIIIIIIIIIIIIIIIIIIIIII
14.00 14.20 14.40 14.60

m/z 82.10 79 .89%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25429: trans-Decalin, 2-methyl- T
81 14.00 14.20 14.40 14.60
67 | o m/z 81.05 74 _.16%

152

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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, 6-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.64 53.73 ug/1 3467030 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 6-methvl- 184 C13H28 006044-71-9 76
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 76
3 Tridecane. 6-methvl- 198 C14H30 013287-21-3 53
4 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 52
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 50
Abundance Scan 4059 (14.641 min): VN050430.D (-4053) (-) m/z 57.10 100.00%
g7
200 @ i J’J
%8115 1440 14.60 14.80 15.00
151 166 . . . .
ol 127 184 208 234 260 282 n/z 71.10 44 500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48847: Dodecane, 6-methyl-
57
5000 43 AR BN UL UL
71 14.40 14.60 14.80 15.00
m/z 43.10 39.22%
29 98 112
ol 126140 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
1440 14.60 14.80 15.00
5000 3| 7 m/z 41.10 28.29%
29 85
o || | 7 99M8157141155169184
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance #59887: Tridecane, 6-methyl- Rm e R
57 14.40 14.60 14.80 15.00
m/z 55.10 18.63%
43
5000 n
85
29
ob I ) | 9 126140154160183
m/z--> 20 45 60 éo 100 150 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Octane, 2,6-dimethyl- Concentration Rank 1

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

15.12 57.75 ug/1 3726710 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
3 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 64
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 59
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58
Abundance Scan 4208 (15.120 min): VN050430.D (-4200) (-) m/z 57.10 100.00%

57 71
43
5000
- 74150 1500 1550 15140
I I 27 147 182198 217232 n/z 71.10 36 . 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19181: Octane, 2,6-dimethyl-
g7
43 | 7
5000 A UL IR SR IR

14.80 15.00 15.20 15.40
m/z 43.10 53.04%

113
127142

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19170: Nonane, 3-methyl-
57
43 R RERERE RS
71 14.80 15.00 15.20 15.40
5000 m/z 41.10 30.51%
2
113
okt J Il L) 85 99 | 107142
B N M o L e R e o RAR R R n e R RS AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28444: Octane, 2,3,7-trimethyl- T EEE e REAREREEE
43 57 14.80 15.00 15.20 15.40
71 m/z 56.10 23.94%
5000
27 85 oo 113
o ) . — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VNO80718\
Data File : VN050430.D

Aca On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.32a/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.04 50.07 ug/1 3231120 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 58

Abundance Scan 4494 (16.040 min): VN050430.D (-4486) (-) m/z 57.10 100.00%

5000 43

6]
~
~

15.80 16.00 16.20 16.40
m/z 71.10 91.15%

161176 193 212 234

o

S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LA B L L L L LB
85 15. 80 16. 00 16 20 16. 40
m/z 43.10 50.92%
99 113127
0 J Loy | T 141155169183197211 225239253267 282
e b e e e e e R e e e R P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
43 1 L o N i
15.80 16.00 16.20 16.40
5000 m/z 85.10 38.47%
29 85 3
okt 0 ‘ 99 113127, 41 155169183197
R o AR RS B e e e L ARARRA RARRE RE RS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71405: Dodecane, 2,6,10-trimethyl- A ma s e
57 15.80 16.00 16.20 16.40
71 m/z 41.10 35.90%
sooo{ 43
29 85
o | ‘ I 99113127141155 183197
B L R R o L e e A AARARRARERRE EEEE B R e e E mma s B
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\VNO80718\
Data File : VNO050430.D

Acq On : 7 Aug 2018 14:36

Operator : MD\SY

Sample : J4297-07

Misc : 5.329/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N080618W .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]
Naphthalene, deca... 13.66 18.7 ug/1 1204670 4 13.35 3226440 50.0
1-Methyldecahydro... 14.34 25.8 ug/1 1665230 4 13.35 3226440 50.0
Dodecane, 6-methyl- 14.64 53.7 ug/1 3467030 4 13.35 3226440 50.0
Octane, 2,6-dimet... 15.12 57.8 ug/1 3726710 4 13.35 3226440 50.0
Hexadecane, 2,6,1... 16.04 50.1 ug/1 3231120 4 13.35 3226440 50.0
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