LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M

Title : SW846 8260

Signal : TIC: VNO70486.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.231 77 90 136 rVB4 133373 486390 1.22% 0.205%
2 8.016 2219 2247 2258 rBV 692518 1679190 4.22% 0.708%
3 8.078 2259 2270 2307 rVB 1220653 2858612 7.19% 1.205%
4  8.432 2380 2402 2432 rBV2 846557 1936571 4.87% 0.816%
5 8.963 2579 2600 2637 rBV 2166490 4586331 11.54% 1.933%

6 10.440 3131 3151 3169 rBV 3629731 6911046 17.39% 2
7 11.451 3516 3528 3537 rBv4 295898 522857 1.32% ©
8 11.521 3538 3554 3580 rVB6 1103053 3169844  7.97%  1.336%
9 11.626 3580 3593 3616 rVB 1548697 2653019 6.67% 1
10 11.744 3618 3637 3655 rBV 3900093 7435114 18.70% 3

11 11.843 3657 3674 3694 rBV 4481131 8507676 21.40%  3.586%
12 11.948 3695 3713 3737 rBV2 19265678 39750527 100.00% 16.756%
13 12.092 3756 3767 3769 rBV3 354247 485241 1.22% 0.205%
14 12.176 3786 3798 3809 rVB3 1867094 3420544 8.61% 1.442%
15 12.253 3810 3827 3852 rBV5 5181026 17776345 44.72% 7.493%

16 12.366 3859 3869 3880 rVB 6545208 10510701 26.44% 4.431%
17 12.452 3880 3901 3903 rBV6 3726053 7451001 18.74%  3.141%
18 12.733 3996 4006 4012 rBV2 4106061 6575389 16.54% 2.772%
19 12.766 4013 4018 4028 rVB 3673597 4708516 11.85%  1.985%
20 12.897 4059 4067 4081 rVB4 4243617 7897445 19.87%  3.329%

21 12.978 4082 4097 4106 rBV7 2796871 6346598 15.97% 2.675%
22 13.047 4110 4123 4137 rVV3 19439197 35678409 89.76% 15.040%
23 13.195 4170 4178 4187 rBV 3349991 5096446 12.82% 2.148%
24 13.246 4188 4197 4202 rVVv4 3531815 5797940 14.59%  2.444%
25 13.281 4203 4210 4224 rVB 10023228 15858259 39.89% 6.685%

26 13.409 4252 4258 4267 rVB 2332886 3071426  7.73% 1.295%
27 13.602 4325 4330 4338 rVB 2668215 3002898 7.55% 1.266%
28 13.672 4349 4356 4375 rVB3 5387673 9569979 24.08% 4.034%
29 13.742 4376 4382 4396 rVB2 1776301 2558714  6.44% 1.079%
30 13.991 4464 4475 4487 rBV2 5171528 8500431 21.38%  3.583%

31 14.319 4588 4597 4609 rVV5 493497 826315 2.08% ©0.348%
32 14.380 4613 4620 4635 rVB1lo 388808 696877 1.75%  ©.294%
33 14.844 4784 4793 4808 rVB3 321398 500576 1.26% 0.211%
34 14.914 4810 4819 4832 rBV3 198682 399405 1.00% ©.168%

Sum of corrected areas: 237226632
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN070486.D\data.ms

2e+07
1.5e+07
le+07

5000000
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Abundance TIC: VN070486.D\data.ms
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T \
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Abundance TIC: VN070486.D\data.ms
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Time->  12.00 12.50 13.00 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Octane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.521  21.32 ug/1 3169840 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-methyl- 128 C9H20 002216-34-4 91
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
4 Heptane, 4-ethyl- 128 C9H20 002216-32-2 59
5 Octane 114 C8H18 000111-65-9 59

Abundance Scan 3554 (11.521 min): VN070486.D\data.ms (-3538) (- | m/z 43.00 100.00%

43.0
5000
57.0 71.0 85.1

‘ 99,0 113.1128.1 o
H’HH’\H\‘\\H“!‘H\‘HH\‘\H\‘1\\\\‘HH‘HH‘HH‘HH‘HH‘HH m/z 41.09 36.460

miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14526: Octane, 4-methyl-
43.0
5000 N |
71.0 85.0 11.50
290 57.0 m/z 71.05 34.96%

‘\ M H “ 99.0 113.0 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
T \
11.50
5000 ITI/Z 57 .00 34.81%
85.0
27.0 570 710
99.0 113.0 128.0
T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8627: Hexane, 3-ethyl- = ‘
43.0 11.50

m/z 85.10  28.81%

5000 650
29 0 57.0 71.0 ‘
15.0 \‘ Lo 114.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.176  23.00 ug/l 3420540 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 78
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 59
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 50
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 47
Abundance Scan 3798 (12.176 min): VN070486.D\data.ms (-3786) (- 57.00 100.00%
57.0
39|10 ‘ ‘ 1971 12.00 12.50
ol R080 127 s 43.00  89.26%
miz--> 0 20 40 60 80 100 120 140
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
5000 85.0
12 00 12 50
m/z 85.10 48.69%
15\0 ‘\ “\ 67\b ‘\ 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance
43.0
P Y
12.00 12.50
5000 85.0 m/z 41.00 40.30%
26.0 67.0 103.0 129.0147.0
T T e e e
m/z--> 0 20 40 60 80 100 120 140
Abundance #4485: Pentane, 2,2-dimethyl- — —
57.0 12.00 12.50
m/z 56.00 36.55%
5000
20 | Al INIUVY Y
m/z--> 0 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Octane, 3,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.366 70.68 ug/l 10510700  Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 91
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 59
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
Abundance Scan 3869 (12.366 min): VN070486.D\data.ms (-3859) (- | m/z 57.00 100.00%
57.0
— —
85.1 11?'1 142.2 12.00 12.50
ol L A2 2071 sz 71010 61.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0
5000 — -
12.00 12.50
29.0 113.0 m/z 43.00  55.88%
85.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
= —
12.00 12.50
5000 m/z 41.00 38.69%
29.0 113.0
850 142.0
B o e A RRERR AT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- 4 —
57.0 12.00 12.50
m/z 56.00 31.60%
5000 29.0
113.0
SO O = U e VA A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl12.452 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.452 50.11 ug/1 7451000 Chlorobenzene-d5 11.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 35
2 3-Hepten-2-o0l, (E)- 114 C7H140 067077-39-8 30
3 cis-3-Methylcyclohexanol 114 C7H140 005454-79-5 27
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 27
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 27
Abundance Scan 3901 (12.452 min): VN070486.D\data.ms (-3880) (- | m/z 57.00 100.00%
57.0
1250
125.1 :
38 WLy i I27 ny7 43.00  61.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
5000 R
12.50
m/z 41.00 59.24%
29-0 ‘ 99.0
\\\‘\‘\\\“M\\‘}“\\‘\\.‘\\\\H’\\\\’\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140 160
Abundance
540 81.0
—
12.50
5000 27.0 m/z 67.00 54.01%
112.0
s L e R Bty o S
m/z--> 20 40 60 80 100 120 140 160
Abundance #8550: cis-3-Methylcyclohexanol T
71.0 12.50
m/z 71.05 50.73%
41.0
5000 9.0
15.0 \““\\\‘\"\\\\’\\\\‘\\\\‘\\\\ \‘\
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclopentane, butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.897 41.26 ug/l 7897450  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 CSH18 002040-95-1 50
2 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 50
3 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 43
4 4-Nonene, 5-methyl- 140 C1eH20 015918-07-7 43
5 Cycloheptanone, 3-methyl-, (R)- 126 C8H140 013609-58-0 38
Abundance Scan 4067 (12.897 min): VN070486.D\data.ms (-4059) (- | m/z 69.00 100.00%
69.0
41.0 125.1
5000
96.1 — —
m h 12.50 13.00
0 bl 1760 2068 n/; 7e.00  79.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13194: Cyclopentane, butyl-
41.0 69.0
5000 1250  13.00
97.0 . :
m/z 55.00 75.36%
126.0
140 1]
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
— —
12.50 13.00
5000 m/z 41.00 63.97%
83.0 112.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7681: trans-1-Butyl-2-methylcyclopropane — T
55.0 12.50 13.00
m/z 125.10 60.85%
5000
83.0 112.0
“w“u‘ku“wh‘ﬁ“w“u“u“u‘w“u“u“u“ = P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 m-Menthane, (1S,3R)-(+)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.977 33.16 ug/l 6346600 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 64
2 1-Methyl-4-(1-methylethyl)-cyclo... 148 C10H20 000099-82-1 62
3 Cyclohexane, 1-methyl-4-(1-methy... 140 C10OH20 006069-98-3 62
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 58
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
Abundance Scan 4097 (12.978 min): VN070486.D\data.ms (-4082) (- | m/z 55.00 100.00%
55.
97.0
5000
20.1 T
‘ ‘ ‘ 13.00
S ol 11542 2070 Lo 97 65 74.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 CT T
13.00
140.0 m/z 81.00  68.79%
7o) 4 1] |
\\\\‘\U\\““\\\‘1“\u\\“\\\‘H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
97.0 U
13.00
5000 ITI/Z 105.00 63.97%
27.0
140.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- T
55.0 13.00
97.0 m/z 41.00  45.09%
5000
27.0
b df 2
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Carbonic acid, decyl vinyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.195 26.63 ug/1 5096450 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 64
2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 58
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 47
Abundance Scan 4178 (13.195 min): VNO70486.D\data.ms (-4170) (1 m/z 57.00 100.00%
57.0
5000 85.1
1111
= —
‘ ‘ ‘ ‘ 140.1 13.00 13.50
e Bl e m/z 43.00 92.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108991: Carbonic acid, decyl vinyl ester
43.0
5000 71.0 . T
13.00 13.50
m/z 69.00 57.66%
97.0 140.0
‘\H“H“‘H“\“\‘}H{\“H‘\‘H‘M‘HH\‘\\\\}\\\\‘\\\\1’82.9
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
—— —
71.0 13.00 13.50
5000 m/z 41.00 57.06%
99.0 126.0 156.0
A e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59039: Dodecane, 5-methyl- T —
43.0 13.00 13.50
m/z 85.10 44.26%
126.0
1690 lLAnlw
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Octane, 2,4,6-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.246  30.29 ug/l 5797946  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 50
2 Decane, 5-methyl- 156 C11H24 013151-35-4 49
3 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
4 Propyl triacontyl ether 481 C33H680 1000406-28-6 47
5 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 47
Abundance Scan 4197 (13.246 min): VN070486.D\data.ms (-4188) (- | m/z 57.00 100.00%
57.0
5000
97.1
= —
13.00 13.50
140.1
- el e 20 m/z 43.00 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000 i AR
13.00 13.50
85.0 m/z 41.00 40.44%
29.0‘ ‘ ‘
\‘\‘\‘\\“‘\\\‘!“\\H\\’}\\\“‘\\\\112\\7.\0\‘\]\-\5\6"(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T —
13.00 13.50
5000 m/z 55.00 35.92%
29.0 85.0
112.0 156.0
T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59059: Undecane, 2,9-dimethyl- T —
57.0 13.00 13.50
m/z 97.10 33.01%
5000
85.0
29'0‘ ‘ 155.0
O . s Y NN () QNN A WLV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknown13.281 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.281 82.85 ug/l 15858300 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 87
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 72
4 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
Abundance Scan 4210 (13.281 min): VN0O70486.D\data.ms (-4203) (- | m/z 71.10 100.00%
430 71.1
5000
i —
H ‘ ‘ 11‘3'1 156.2 13.00 13.50
bl ol 1920 1862 2069 n,; 43,00  96.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 — apee
13.00 13.50
m/z 57.00 73.89%
‘ ‘ 112.0
\‘\‘\\\“‘\\\h‘\\‘}\“”\\\‘\\!‘\‘\\\\‘\]\-\5\6"(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
71.0 IR T
13.00 13.50
5000 m/z 41.00 43.73%
1130 141.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22100: Octane, 3,3-dimethyl- T —
430 71.0 13.00 13.50
m/z 70.00 39.08%
5000
‘ ‘ 113.0
wum‘i‘mwl“H‘!W‘m_m“_uwuwHH‘HHWH e —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO©70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown13.991 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.991 44.41 ug/1l 8500430 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 46
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 45
3 Oxirane, dodecyl- 212 C14H280 003234-28-4 43
4 Cyclononanone, 2-hydroxy- 156 C9H1602 000496-83-3 43
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 43
Abundance Scan 4475 (13.991 min): VN0O70486.D\data.ms (-4464) (- m/z 57.00 100.00%
57.0
- M
85.1
138.1 ‘ ‘Od
109.1 14.
0 “‘ k3682 2068 1 nm/z 43.00  91.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 LN
14.00
0.0 8.0 m/z 41.60  65.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
——
14.00
5000 m/z 71.05 46.07%
85.0
29.0
1110 1540 182.0 227
AR e B e e EAmmaasnty
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90100: Oxirane, dodecyl- T
41.0 14.00
m/z 55.00 39.71%
5000 71.0
96.0
15.0 H\ \\\;'2%'0‘152-0
R aa e A RAARE RN ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10522\
Data File : VNO70486.D

Acqg On : 5 Jan 2022 13:49

Operator : JC/MD

Sample : M5257-01

Misc : 4.99g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octane, 4-methyl- 11.521 21.3 ug/l 3169840 3 11.744 7435110 50.0
Hexane, 2,4-dim... 12.176 23.0 ug/l 3420540 3 11.744 7435110 50.0
Octane, 3,6-dim... 12.366 70.7 ug/l 10510700 3 11.744 7435110 50.0
unknownl12.452 12.452 50.1 wug/l 7451000 3 11.744 7435110 50.0
Cyclopentane, b... 12.897 41.3 ug/l 7897450 4 13.672 9569980 50.0
m-Menthane, (1S... 12.977 33.2 ug/l 6346600 4 13.672 9569980 50.0
Carbonic acid, ... 13.195 26.6 ug/l 5096450 4 13.672 9569980 50.0
Octane, 2,4,6-t... 13.246 30.3 ug/l 5797940 4 13.672 9569980 50.0
unknown13.281 13.281 82.8 wug/l 15858300 4 13.672 9569980 50.0
unknown13.991 13.991 44.4 ug/l 8500430 4 13.672 9569980 50.0

82N122721W.M Sat Jan 08 01:00:25 2022 Page: 14



