LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

Misc : 1.11g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  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\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73351.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.998 1020 1039 1049 rBV3 1559583 4891107 17.49%  8.405%
2 8.098 1049 1056 1067 rVV 468766 1194372 4.27% 2.052%
3 8.222 1067 1077 1094 rVV 1864163 4429957 15.84% 7.613%
4 8.369 1094 1102 1112 rVV 242141 557837 1.99% 0.959%
5 8.486 1113 1122 1130 rVV4 250300 664462  2.38% 1.142%

6 8.639 1142 1148 1158 rVB 147226 328225
7 8.757 1159 1168 1180 rBV 981974 1965663
8 8.898 1184 1192 1206 rVB 620556 1279754
9 9.392 1261 1276 1291 rBV 509500 1119924
10 10.380 1435 1444 1448 rBV 856141 1609572

.17%
.03%
.57%
.00%
.75%

Ui ph IR
NRPRNWOO
[y
[t
O
S

11 10.445 1448 1455 1470 rVB 14734315 27973134 100.00% 48.071%

12 11.680 1658 1665 1676 rBV 895525 1609276 5.75% 2.766%
13 11.892 1692 1701 1711 rBV3 372468 768726 2.75% 1.321%
14 12.216 1745 1756 1763 rBv4 139013 385785 1.38% ©.663%
15 12.669 1828 1833 1839 rBV 759564 1247443  4.46%  2.144%
16 12.921 1869 1876 1879 rBV 264236 444153 1.59% 0.763%
17 12.986 1879 1887 1894 rVB3 536836 1084255 3.88% 1.863%
18 13.304 1934 1941 1954 rVB 503418 1041699 3.72%  1.790%
19 13.610 1987 1993 2003 rVB2 994771 1791762  6.41% 3.079%
20 13.933 2043 2048 2053 rBV 470851 713816 2.55% 1.227%
21 14.786 2188 2193 2199 rVB2 406863 596764 2.13% 1.026%
22 14.863 2200 2206 2210 rVv4 168327 403082 1.44% 0.693%
23 14.904 2210 2213 2221 rVB3 148481 284733 1.02% 0.489%
24 15.398 2291 2297 2307 rBV2 196860 477615 1.71% ©0.821%
25 15.627 2332 2336 2346 rVB 321107 560632 2.00% ©.963%
26 16.245 2434 2441 2448 rBV5 163088 471862 1.69% 0.811%

27 16.592 2495 2500 2511 rVB 131744 295499 1.06% ©.508%

Sum of corrected areas: 58191109
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: N3586-04 10X
: 1.11g/1emL/100uL/5.00mL/MSVOA_N/MEOH
021

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe70622\

: VNO@73351.D
: 06 Jul 2022 17:38

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexane, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.222 45.29 ug/l 4429960  Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
Abundance Scan 1077 (8.222 min): VN073351.D\data.ms (-1067) (-) m/z 43.10 100.00%
71.0
5000
‘ | 85.1 100.1 7.80 8.00 8.20 8.40 8.60
Ol i e e e m/z 71.05 61.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
7.80 8.00 8.20 8.40 8.60
29.0 m/z 41.00 55.25%
\‘ L 820 1000
0 H\‘\\H’HH‘H\\‘HH’HH‘\H\‘\\H’H\\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
7.80 8.00 8.20 8.40 8.60
5000 570 710 m/z 70.85  55.02%
290 100.0
85.0
Ol rrrprrrrprrrrprrt e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 7.80 8.00 8.20 8.40 8.60
m/z 57.10 52.14%
71.0
5000
29.0
57.0
rerpr b e b e e e e e T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 1-Butanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.486  25.96 ug/l 664462 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
2 1-Butanol, 3-methyl-, acetate 130 C7H1402 000123-92-2 53
3 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 49
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 47
Abundance Scan 1122 (8.486 min): VN073351.D\data.ms (-1113) (-) m/z 43.00 100.00%
43.0 70.0
5000
‘ | | 5.0 1001 8.20 8.40 8.60 8.80 )
Ot e e R e e e m/z 70.00  88.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4997: 1-Butanol, 2-ethyl-
43.0
70.0
5000
84.0 8.20 8.40 8.60 8.80
m/z 71.10 55.51%
29.0 ‘
O H‘HH’HH’\H\‘H\H‘\H\‘\H\‘HH’H‘\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
70.0 8.20 8.40 8.60 8.80
5000 m/z 41.00 39.23%
87.0
ol 180 29.0 101.0115.0 130.0
T T T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #14542: Heptane, 3,4-dimethyl-

43.0 8.20 8.40 8.60 8.80
57.0 m/z 55.00  38.35%
5000
29.0
99.0

0 \ | 11301280

‘wH‘WHH,HH‘HH_‘H_‘H_H‘MH‘_HW‘HW‘HWH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclopentane, 1,2-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.639 12.82 ug/l 328225 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
2 Isopropylcyclobutane 98 C7H14 000872-56-0 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
Abundance Scan 1148 (8.639 min): VN073351.D\data.ms (-1142) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
83.0 98.1
‘ | ‘ 8.40 8.60 8.80 9.00
0l il L myz 70,00 83.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
41.0 70.0
5000
8.40 8.60 8.80 9.00
270 830 980 m/z 55.00 80.39%
0 \\\‘\\\\‘\\\\‘\\\‘}“\\\\‘i\‘\\\‘\‘l ‘\‘\\\}“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0
70.0 8.40 8.60 8.80 9.00
m/z 41.05 72.27%
5000 27.0
98.0
83.0
e T 1 NS IR P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- R ABRRERERESSE R
56.0 8.40 8.60 8.80 9.00
21.0 m/z 69.05 38.07%
70.0
5000
27.0 98.0
83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.757 76.80 ug/l 1965660 1,4-Difluorobenzene 8.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 53
3 3-Hexanone 100 C6H120 000589-38-8 46
4 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 38
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 37

Abundance Scan 1168 (8.757 min): VN073351.D\data.ms (-1159) (-) m/z 43.10 100.00%

71.0
5000
100.1 L‘A‘,“
| ‘ ‘ 8.40 8.60 8.80 9.00
o-——1dber—br————— m/z 41.10 61.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4464: Heptane
43.0
5000 710
8.40 8.60 8.80 9.00
L ‘ 100.0 m/z 71.00  58.09%
0 \\\‘2\6.\\\“}\\‘\’\\}\‘\\\\1\\\\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 57.05 50.78%
29.0
0 87.0 115.0 161.0
T e T e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #4255: 3-Hexanone
43.0 8.40 8.60 8.80 9.00
m/z 55.95 32.67%
71.0
5000
100.0
b |
ol 2B M e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.922  12.39 ug/l 444153  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
5 Mesitylene 120 CS9H12 000108-67-8 90
Abundance Scan 1876 (12.921 min): VN073351.D\data.ms (-1869) (- m/z 104.95 100.00%
105.0
——
39.0 77.0 13.00
O bbbl ol 140.2 1679 2001 1/ 179 00 31.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
13.00
m/z 77.00 10.76%
77.0
0 \:!-\8.0\‘\‘:3\9":\0\‘\\"\‘\\\““\\‘\‘\‘H\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
—
13.00
5000 m/z 103.00 8.89%
39.0 77.0
o S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl- A s i
105.0 13.00
m/z 106.00 8.52%
5000
77.0
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@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.933  19.92 ug/1 713816 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 58
Abundance Scan 2048 (13.933 min): VN073351.D\data.ms (-2043) (- | m/z 57.00 100.00%
57.0
5000
85.0
— T
112.1 138.1 14.00
R— ‘H: L bl 181020792318 Ths 43,00 86.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
5000 T
71.0 14.00
m/z 41.00 53.06%
o \‘ 990 1270 1560
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
——
14.00
5000 m/z 71.10 49, 29%
85.0
29.0
. 113.0 141.0 169.0 198.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane 7
57.0 14.00
m/z 85.00 29.12%
5000 85.0
29.0
‘ ‘ 112.0 141.0 184.0
o T S N Y o= e itk
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.786  16.65 ug/1 596764 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Undecane 156 C11H24 001120-21-4 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2193 (14.786 min): VN073351.D\data.ms (-2188) (- | m/z 57.00 100.00%
57.0
5000
85.0
1130 1450 15.00
170.1 . .
0 m‘m““‘1‘“H‘m“;w‘lum”‘u1“‘1‘”‘?"4“2"9“““““2‘9?(9”‘” m/z 43.05 84.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 —r ——
85.0 14.50 15.00
m/z 71.05 54.98%
290 170.0
Ot ‘\‘\‘\ \“‘i T \‘H“ T \“1 T “1‘\ T \H‘]\_}\‘z\.(‘)\‘\:\l\‘l‘l\.\()\ T \‘\'\ BARERRERERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—— —
14.50 15.00
5000 m/z 41.00 47 .27%
85.0
29.0
113.0 156.0
Obrrrprtrr el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane T ——
57.0 14.50 15.00
m/z 85.05 33.14%
5000 85.0
29.0
L 120140 1840
L L S RS — s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.398 13.33 ug/l 477615 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Decane, 2-methyl- 156 C11H24 006975-98-0 87
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 81
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 76
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 62

Abundance Scan 2297 (15.398 min): VN073351.D\data.ms (-2291) (- | m/z 57.00 100.00%
57.0

3

5000
85.0 —
145.0 15.00 15.50
184.0
o‘,w“‘wn‘”‘uM“_m““}mwupw:‘H‘H?“Z‘?“‘l_wﬁgﬂf m/z 71.10  67.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
71.0
5000 > —
15.00 15.50
m/z 43.00 63.85%

o

om0 0iarg
\’HH‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0

—
15.00 15.50

5000 71.0 m/Z 41.00 39.99%
0 i \ﬁﬂw\/vﬂdqwmmﬂhﬂvkw
T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45485: 2,6-Dimethyldecane “ —
43.0 15.00 15.50
71.0 m/z 55.05 23.81%
o \/WWMW
‘ 113.0
AL 71 S I
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.627 15.64 ug/1l 560632 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Dodecane 170 C12H26 000112-40-3 74
3 Tetradecane 198 C14H30 000629-59-4 74
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
Abundance Scan 2336 (15.627 min): VN073351.D\data.ms (-2332) (- | m/z 57.05 100.00%
57.0
- Mm
105.0 LI a0
15.50 16.00
Lo, 1018 280 ;
Ot e e b e e e e e e m/z 43.10 83.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59028: Tridecane
57.0
5000 — e
15.50 16.00
m/z 71.00 59.48%
99.0
0 \\\2‘\7‘\“\0\“‘1H”“’\\“M“1‘\H‘H‘H1‘\‘\‘%4\.3\--\9\’\\:\]—\8‘14‘\.\(\)‘\\H‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
—— —
15.50 16.00
5000 m/z 41.05 46.79%
27.0 98.0 1070 170.0
e R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane T —
57.0 15.50 16.00
m/z 85.10 40.22%
5000
270
oo by daLo 1980 bl
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

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

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 unknownl6.245 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.245 13.17 ug/1 471862  1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-ethyl-3-hydroxy... 218 C11H2204 106059-00-1 25
2 Boric acid, tris(2-methylpropyl)... 230 C12H27B03 013195-76-1 12
3 [1-(3-Bromophenyl)cyclopropyl]me... 225 C1@H12BrN 886365-87-3 10
4 1,1,1,2,3,3,3-Heptafluoro-2-meth... 200 C4H3F70 1000322-37-6 9
5 Iodothioacetic acid, S-t-butyl e... 258 C6H11I0S 1010192-69-7 9

Abundance Scan 2441 (16.245 min): VN073351.D\data.ms (-2434) (- m/z 57.05 100.00%

57.0
5000 130.9

——
91.0 ‘F 16.00 16.50

m_m}“w‘ﬂwM‘Wum”m“”‘HHU“_‘ “,2‘10‘2”28‘1 m/z 41.00 74.52%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96141: Butanoic acid, 2-ethyl-3-hydroxy-4-(1,1-dimethyl
57.0

5000 131.0 — e
99.0 16.00 16.50

m/z 130.95 44.89%
\‘ \H i ‘\ | H o

| 161.0 203.0
\H‘H\\‘\H\’\\H‘\\H‘HH‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

7
16.00 16.50
5000 m/z 39.00 35.53%

131.0
101.0
0 173.0 215.0
T T T T T T T T T T [ T T T T
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #105007: [1-(3-Bromophenyl)cyclopropyllmethanamine 7 —
30.0 16.00 16.50

m/z 55.00 24.08%

5000
115.0
T

o

o

63.0 197.0

0 [ N T M J ‘m \“4440 H 227.0
rrr e e e e e e e e

7 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73351.D

Acqg On : 06 Jul 2022 17:38

Operator : JC\MD

Sample : N3586-04 10X

Misc : 1.11g/16mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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|
Hexane, 3-methyl- 8.222 45.3 ug/l 4429960 1 8.016 4891110 50.0
1-Butanol, 2-et... 8.486 26.0 ug/l 664462 2 8.904 1279750 50.0
Cyclopentane, 1... 8.639 12.8 wug/l 328225 2 8.904 1279750 50.0
Heptane 8.757 76.8 ug/l 1965660 2 8.904 1279750 50.0
Benzene, 1l-ethy... 12.922 12.4 ug/l 444153 4 13.610 1791760 50.0
Undecane 13.933 19.9 ug/l 713816 4 13.610 1791760 50.0
Dodecane 14.786 16.6 ug/l 596764 4 13.610 1791760 50.0
Dodecane, 2,6,1... 15.398 13.3 ug/l 477615 4 13.610 1791760 50.0
Tridecane 15.627 15.6 ug/l 560632 4 13.610 1791760 50.0
unknown16.245 16.245 13.2 ug/l 471862 4 13.610 1791760 50.0
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