LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On > 4 Sep 2020 15:01

Operator : JC/MD

Sample - L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 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\82N083120W.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 2.415 196 210 211 rBvV2 57124 104708 3.68% 0.603%
2 7.547 1783 1806 1817 rBV3 223459 563392 19.80% 3.247%
3 7.621 1817 1829 1849 rVB2 354246 864335 30.38% 4.981%
4 7.984 1925 1942 1963 rBV2 261504 605381 21.28% 3.489%
5 8.547 2100 2117 2141 rBV 613110 1271645 44._.70% 7.328%
6 10.058 2574 2587 2603 rBV 992606 1801715 63.33% 10.383%
7 11.383 2985 2999 3016 rBV 913263 1615657 56.79% 9.311%
8 12.270 3261 3275 3287 rBVv4 33629 71964 2.53% 0.415%
9 12.380 3295 3309 3324 rBV 660379 1115089 39.20% 6.426%
10 12.473 3329 3338 3347 rvVB4 32583 63973 2.25% 0.369%
11 12.711 3403 3412 3423 rBVv4 44623 93703 3.29% 0.540%
12 12.778 3424 3433 3440 rVVv7 31502 58206 2.05% 0.335%

13 12.881 3450 3465 3468 rBV5 117440 262547 9.23% 1.513%
14 13.087 3515 3529 3534 rBv4 73544 157748 5.55% 0.909%
15 13.126 3536 3541 3566 rVB6 78221 210237 7.39% 1.212%

16 13.261 3574 3583 3587 rBv4 90369 139035 4_.89% 0.801%
17 13.322 3589 3602 3613 rVB 775137 1463477 51.44% 8.434%
18 13.373 3614 3618 3621 rBV3 32769 32840 1.15% 0.189%
19 13.605 3675 3690 3697 rBV5 256155 609757 21.43% 3.514%
20 13.653 3698 3705 3716 rvv8 198461 510855 17.96% 2.944%

21 13.807 3744 3753 3757 rBV2 223202 376542 13.24% 2.170%
22 13.862 3758 3770 3792 rVB3 1017751 2844854 100.00% 16.394%
23 13.971 3792 3804 3816 rBv4 303037 747772 26.29% 4 _.309%
24 14.035 3816 3824 3834 rVB 424239 627428 22.05% 3.616%
25 14.135 3845 3855 3870 rBV2 456693 738378 25.95% 4._255%

26 14.273 3890 3898 3908 rVB 240507 331471 11.65% 1.910%
27 14.502 3962 3969 3978 rBV3 49821 70045 2.46% 0.404%

Sum of corrected areas: 17352754
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
VN063247.D

4 Sep 2020 15:01

JC/MD

L3886-12
1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

15 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W.M
- SW846 8260

: C:\DATABASE\NIST11.L

LSCINT.P

Abundance
1000000

800000

600000

400000

200000

TIC: VN063247.D

2.

Time-->
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TIC: VN063247.D
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Time--> 7.

| I 1
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L T
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TIC: VN063247.D

Time-->
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15.50

.
16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Heptane, 3-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.88 8.97 ug/l 262547 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 64
2 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 59
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 53
4 Decane. 5-methvl- 156 C11H24 013151-35-4 50
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 50
Abundance Scan 3465 (12.881 min): VN063247.D (-3450) (-) m/z 57.00 100.00%
57.0
5000 41.0
85.0 SRR SR SN BN
12.60 12.80 13.00 13.20
o 4080 1270 1560 1928 | pnU 400 42230
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19220: Heptane, 3-ethyl-2-methyl-
57.0
5000 L BN UL UL UM
41,0 12:60 12.80 13.00 13.20
9%.0 m/z 43.00 37.81%
15.0 83,0 |I 113.0 142.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19229: Hexane, 3-ethyl-2,5-dimethyl-
57.0
12:60 12.80 13.00 1320
5000 m/z 56.00 30.03%
41l0
260 || |y 830 %0130 1420
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38328: Undecane, 6-methyl- R
57.0 12.60 12.80 13.00 13.20
m/z 55.05 18.08%
5000
41.0 98.0
26.0 wl . 4 830 L 126.0 155.0170.0
m/z--> 20 40 60 80 100 120 140 160 180 ' 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Hexane, 3-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.13 7.18 ug/l 210237 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl- 114 C8H18 000619-99-8 53
2 4.4-Dimethvl octane 142 C10H22 015869-95-1 50
3 Pentane. 3-ethvl-2.4-dimethvl- 128 C9H20 001068-87-7 47
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 40
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 40
Abundance Scan 3542 (13.129 min): VN063247.D (-3536) (-) m/z 43.05 100.00%
43.0
57.0
5000 8.0
70.0
| ‘ \ \ b1 1120 1263 15180 1300 1350 1340
el Ll P L T ) Tm/z 57.00  66.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #7623: Hexane, 3-ethyl-
43.0
5000 SR TR U BRI B
85.0 12/80 13.00 13.20 13.40
20.0 570 710 m/z 85.00 51.51%
150 1 R 1140
mz-> 10 20 % 4b 0 80 70 8 90 100 110 130 130
Abundance #19177: 4,4-Dimethyl octane
43.0 570
85.0
12.80 13.00 13.20 13.40
5000 m/z 55.00 47 . 77%
20,0 110 99.0
”I}%ql'”th'”'H'”'I'ﬂ'l'”'M'”'I”l'l”'ll”"l“"li%z?”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12746: Pentane, 3-ethyl-2,4-dimethyl-  Haam e e
43.0 12.80 13.00 13.20 13.40
m/z 41.00 44 _02%
5000 85.0
57.0
27.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.80 13.00 13.20 13.40

82N083120W.M Tue Sep 08 07:49:07 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Oxalic acid, 2-ethylhexyl i... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.60 20.83 ug/1 609757 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 2-ethvlhexvl isohex... 286 C16H3004 1000309-38-8 80
2 Decane. 4-methvl- 156 C11H24 002847-72-5 59
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 58
4 Sulfurous acid. isobutvl 2-pentv... 208 C9H2003S 1000309-15-2 50
5 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 50
Abundance Scan 3689 (13.601 min): VN063247.D (-3675) (-) m/z 57.05 100.00%
57.0

5000

13.20 13.40 13.60 13.80 14.00
m/z 71.00 97.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #132772: Oxalic acid, 2-ethylhexyl isohexyl ester
57.0
5000
13.20 13.40 13.60 13.80 14.00
m/z 43.00 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28434: Decane, 4-methyl-
43.0
71.0 R e N N R R
13.20 13.40 13.60 13.80 14.00
5000 m/z 41.00 70.11%
b ‘ ‘ 112.0
Y N S . N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38325: Undecane, 5-methyl-
43.0 13.20 13.40 13.60 13.80 14.00
m/z 85.10 37.32%
5000 71.0
112.0
250 | | | 141.0 170.0
RN I e o o o e e R AN RENES ma s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Undecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.65 17.45 ug/Il 510855 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 59
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 53
3 Heptane. 2.3.4-trimethvl- 142 C10H22 052896-95-4 53
4 Dodecane 170 C12H26 000112-40-3 50
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 50

Abundance Scan 3704 (13.650 min): VN063247.D (-3698) (-) m/z 57.00 100.00%
571.0
5000
85.1
1271 68.3 13.40 13.60 13.80 14.00
168, m/z 43.00 74.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28424: Undecane
57.0
5000
85.0 13.40 13.60 13.80 14.00
29.0 m/z 41.00 51.93%
1130  156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
13.40 13.60 13.80 14.00
5000 m/z 71.10 45.68%
85.0
I I ‘ 113.0 141.0  183.0 2110 253.0 281.0
m/z--> 20 40 eb éo 160 150 150 160 180 200 220 240 260 280
Abundance #19208: Heptane, 2,3,4-trimethyl-
57.0 13.40 13.60 13.80 14.00
m/z 70.10 40.82%
5000
I b1 \
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Decane, 3,4-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.81 12.86 ug/Il 376542 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.4-dimethvl- 170 C12H26 017312-45-7 78
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 59
4 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 52
Abundance Scan 3754 (13.810 min): VN063247.D (-3744) (-) m/z 57.05 100.00%
57.0
5000 410
80 1 13.40 13.60 13.80 14.00 14.20
141.1 : : : : :
N N N L. o 2061 Tn/z 71.00 65.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38345: Decane, 3,4-dimethyl-
57.0
13.40 13.60 13.80 14.00 14.20
410 850 1120 m/z 43.00 59.60%
24. o | 141.0  168.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48842: Undecane, 6-ethyl-
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 41.05 47 .14%
41l0
850 1120
154.0
2op W i Lazme PV im0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl- T e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 56.00 35.46%
5000
41l0 85.0
A 127.0
240 0L L 100.0 | 156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Decane, 3,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.86 97.20 ug/1 2844850 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 93
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 83
3 2.6-Dimethvildecane 170 C12H26 013150-81-7 62
4 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 59
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 58
Abundance Scan 3769 (13.859 min): VN063247.D (-3758) (-) m/z 57.05 100.00%
57.0
41l0
5000 85.1
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
113.1
141.1 13.60 13.80 14.00 14.20
e QL 2080 sz 43,00 0 76.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38343: Decane, 3,6-dimethyl-
57.0
5000 L BN UL SRR B
atlo 85.0 13.60 13.80 14.00 14.20
1130 m/z 71.10 64 .98%
26,0 .|.. o T 10 4700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38325: Undecane, 5-methyl-
43.0
13.60 13.80 14.00 14.20
5000 71.0 m/z 41.00 55.60%
112.0
27\ 0 ! ‘\‘ A mh 8 0 I 141.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38322: 2,6-Dimethyldecane RmmE T e
43.0 13.60 13.80 14.00 14.20
71.0 m/z 85.10 46.24%
5000
27.0 113.0
I me  T ueossowoo
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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, 5-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.97 25.55 ug/1 747772 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-methvl- 170 C12H26 001632-70-8 52
2 Octane. 3-ethvl- 142 C10H22 005881-17-4 50
3 Decane. 5.6-dimethvl- 170 C12H26 001636-43-7 49
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 47
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 43
Abundance Scan 3804 (13.971 min): VN063247.D (-3792) (-) m/z 43.00 100.00%

43.0 57.0
71.0
85.0
5000
112.1

13.60 13.80 14.00 14.20

o L 1271041015500702 1908 | 0o T87 00 92.53%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38325: Undecane, 5-methyl-
43.0

57.0

5000 71.0

85.0 13.60 13.80 14.00 14.20
29.0 ' m/z 71.05 66.94%

112.0
|| 126.0141.0155.0170.0

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

Abundance #19160: Octane, 3-ethyl-
43.0 57.0
71.0
13.60 13.80 14.00 14.20
5000 m/z 41.00 65.96%
29.0
‘ 112.0
Y SO - O Y S—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38347: Decane, 5,6-dimethyl-
43.0 13.60 13.80 14.00 14.20
m/z 85.05 53.50%
5000 57.0 84.0
29.0
! M L 99.0 113.0127,0141.0155.0170.0

m/z--> 20 40 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20

82N083120W.M Tue Sep 08 07:49:10 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Decane, 3,8-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.04 21.44 ug/1 627428 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 90
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 83
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 62
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
Abundance Scan 3825 (14.039 min): VN063247.D (-3816) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1
140.1 13.80 14.00 14.20 14.40
el bl T 1699 2069 2809 o4 00 46.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38344: Decane, 3,8-dimethyl-
57.0
85.0 13.80 14.00 14.20 14.40
29.0 m/z 71.10 46.19%
113.0 141.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38327: Undecane, 3-methyl-
57.0
13.80 14.00 14.20 14.40
0
5000 g5.0 m/z 43.05 42 .58%
29.0
141.0
\“L i (1120 | 170.0
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280
Abundance #19194: Octane, 2,6-dimethyl- L L B O
57.0 13.80 14.00 14.20 14.40
m/z 85.10 32 .54%
5000
113.0
270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Octane, 3,4,5,6-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.14 25.23 ug/1 738378 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 81
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 81
3 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 3857 (14.142 min): VN063247.D (-3845) (-) m/z 57.00 100.00%

43.0 571.0

71.0

5000

13.80 14.00 14.20 14.40
m/z 43.00 92.83%

126.1 14111543 170.3
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #38343: Decane, 3,6-dimethyl-
43.0 57.0
71.0
5000
13.80 14.00 14.20 14.40
29.0 1130 m/z 71.00 73.46%
A 99.0 /" 127.0 1410 1550 170.0
RRRARRIRARERARAT RN aaa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38331: Undecane, 5-methyl-
43.0 57.0
71.0 13.80 14.00 14.20 14.40
5000 85.0 m/z 41.00 68.29%
29.0 112.0
/| ““ I, ., 990 | 126.0 140.0 155.0 170.0
I e e e e e T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #38355: Octane, 3,4,5,6-tetramethyl-
43.0 57.0 13.80 14.00 14.20 14.40
m/z 85.05 42 .36%
000 1.0
S 29.0 85.0
113.0
A L 99.0 T 126.0139.0 168.0
P T T T T R R T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN090420\
Data File : VN063247.D

Aca On : 4 Sep 2020 15:01

Operator : JC/MD

Sample : L3886-12

Misc : 1.11a/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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 Undecane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.27 11.32 ug/Il 331471 1,4-Dichlorobenzene-d4 13.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 64
2 Decane. 4-ethvl- 170 C12H26 001636-44-8 64
3 Decan-2-vl 2-methvlbutanoate 242 C15H3002 1000372-72-7 47
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 47
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43
Abundance Scan 3897 (14.270 min): VN063247.D (-3890) (-) m/z 57.00 100.00%
571.0
5000 85.1
39 140.0
112.0 14.00 14.20 14.40 14.60
el WL MO | 1700 2070 0 T3 00 67.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl-
57.0
5000
14.00 14.20 14.40 14.60
29.0 m/z 41.00 63.20%
III|IIIII|III
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38320: Decane, 4-ethyl-
43.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 71.10 52 .29%
140.0
26\L Il 67L e M30 T 1700
m/z--> 20 Jo éo 85 160 120 140 160 180 200 220
Abundance #95873: Decan-2-yl 2-methylbutanoate
85.0 14.00 14.20 14.40 14.60

m/z 85.10 49 _57%

57.0
5000
103.0 140.0
20| | | b |
H‘\ R 123@ _157.0 198.0  227.0
..w..”,.”.,”..,..w.. e L AR et

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN090420\
Data File : VN063247.D

Acq On : 4 Sep 2020 15:01

Operator : JC/MD

Sample - L3886-12

Misc © 1.11g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N083120W .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]
Heptane, 3-ethyl-_.. 12.88 9.0 ug/Il 262547 4 13.32 1463480 50.0
Hexane, 3-ethyl- 13.13 7.2 ug/l 210237 4 13.32 1463480 50.0
Oxalic acid, 2-et... 13.60 20.8 ug/I1 609757 4 13.32 1463480 50.0
Undecane 13.65 17.4 ug/I1 510855 4 13.32 1463480 50.0
Decane, 3,4-dimet... 13.81 12.9 ug/I1 376542 4 13.32 1463480 50.0
Decane, 3,6-dimet... 13.86 97.2 ug/l 2844850 4 13.32 1463480 50.0
Undecane, 5-methyl- 13.97 25.6 ug/I1 747772 4 13.32 1463480 50.0
Decane, 3,8-dimet... 14.04 21.4 ug/I1 627428 4 13.32 1463480 50.0
Octane, 3,4,5,6-t... 14.14 25.2 ug/I1 738378 4 13.32 1463480 50.0
Undecane, 3-methyl- 14.27 11.3 ug/Il 331471 4 13.32 1463480 50.0
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