LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122260.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 480 483 492 rBV 17720 37390 2.04% 0.242%
2 5.339 550 553 594 rBV 815693 1553426 84.75% 10.065%
3 6.375 726 729 760 rBV 974450 1722613 93.98% 11.161%
4 6.616 766 770 774 rBV3 9548 18792 1.03% 0.122%
5 6.710 783 786 803 rVB 520260 515913 28.15% 3.343%
6 7.280 880 883 911 rBV 859571 1118463 61.02% 7.247%
7 7.992 1001 1004 1021 rVB 545874 633955 34.59% 4.108%
8 9.063 1183 1186 1196 rBV 1697273 1833001 100.00% 11.877%
9 9.139 1196 1199 1202 rVB 53802 51537 2.81% 0.334%
10 9.186 1203 1207 1211 rBV 193848 196991 10.75% 1.276%
11 9.369 1234 1238 1240 rBV3 39506 39686 2.17% 0.257%
12 9.469 1248 1255 1262 rBV 205444 308828 16.85% 2.001%
13 9.669 1286 1289 1293 rBV 102750 80979 4.42% 0.525%
14  9.745 1299 1302 1310 rBV 726583 667501 36.42%  4.325%
15 9.904 1325 1329 1331 rBV3 15208 22265 1.21% 0.144%
16 9.986 1340 1343 1347 rBvV3 29109 36273 1.98% 0.235%
17 10.069 1352 1357 1360 rBV6 15388 27467 1.50% 0.178%
18 10.169 1370 1374 1377 rBV 147441 127128 6.94% 0.824%
19 10.327 1397 1401 1406 rBV 62279 87210 4.76% 0.565%
20 10.386 1406 1411 1414 rW 52488 62014 3.38% 0.402%
21 10.469 1422 1425 1428 rBV3 21368 22498 1.23% 0.146%
22 10.504 1428 1431 1434 rVB2 24903 23716 1.29% 0.154%
23 10.545 1434 1438 1451 rBV 677856 911743 49.74% 5.908%
24 10.639 1451 1454 1463 rVB 208041 254462 13.88% 1.649%
25 10.833 1484 1487 1488 rBV3 18801 20629 1.13% 0.134%
26 11.086 1527 1530 1533 rBV 185285 150652 8.22% 0.976%
27 11.116 1533 1535 1538 rVB 56422 48158 2.63% 0.312%
28 11.233 1552 1555 1565 rBV 569002 692053 37.76% 4.484%
29 11.392 1580 1582 1585 rBV2 19440 20560 1.12% 0.133%
30 11.463 1592 1594 1597 rBV4 18949 20040 1.09% 0.130%

31 11.510 1599 1602 1605 rVB 138407 122585

6 Q.
32 11.763 1639 1645 1651 rBV5 47530 109738 5.99% 0.711%
33 11.915 1668 1671 1674 rBV 123824 104635 5.71% 0.678%
34 12.033 1689 1691 1695 rBv4 17175 20091 1.10% ©.130%
35 12.068 1695 1697 1702 rVB4 21973 28370 1.55% ©.184%

36 12.304 1735 1737 1741 rVB 114031 100990 5.51% 0.654%

8270-BF101220.M Thu Nov 05 13:20:16 2020 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.404 1752 1754 1759 rVB2 44574 54941 3.00% ©.356%
38 12.457 1759 1763 1767 rBV 112452 155803 8.50% 1.010%
39 12.545 1776 1778 1781 rBV3 32931 32702 1.78% 0.212%
40 12.604 1786 1788 1790 rBV2 28373 28750 1.57% ©.186%
41 12.680 1797 1801 1807 rBV3 155741 214131 11.68% 1.387%
42 12.739 1808 1811 1813 rBV2 52212 49431 2.70% 0.320%
43 12.815 1820 1824 1833 rVB 1627987 1497067 81.67% 9.700%
44 13.033 1858 1861 1864 rBV 85458 69112 3.77%  ©.448%
45 13.374 1916 1919 1923 rBV 100408 93329 5.09% ©.605%
46 13.721 1973 1978 1987 rVB6 111257 279019 15.22%  1.808%
47 13.886 2002 2006 2010 rBV 538738 594189 32.42%  3.850%
48 14.021 2027 2029 2031 rVB 79961 56749 3.10% ©.368%
49 14.621 2129 2131 2135 rVB 83924 75191 4.10% 0.487%
50 15.333 2248 2252 2260 rVB 322066 440876 24.05% 2.857%

Sum of corrected areas: 15433642
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\

BF122260.D
4 Nov 2020 13:31
Ju/CG
L4606-01
: 5 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF122260.D\data.ms

6.375

7.280

5.339

6.710

4.928 6.61

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF122260.D\data.ms
9.063

12.815

9.745

10.545

7.992

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

e —
.00 10.50 11.00
TIC: BF122260.D\data.ms

S— - — —
10 11.50 12.00 12.50 13.00

13.886

13.721|14.021
374

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On 4 Nov 2020 13:31

Operator Ju/caG

Sample L4606-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.186 5.90 ng 196991  Acenaphthene-die 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 Metacetamol 151 C8H9NO2 000621-42-1 49
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 47
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 38
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 38

Abundance Scan 1207 (9.186 min): BF122260.D\data.ms (-1203) (-) m/z 43.00 100.00%
3.0

109.1
5000 151.0
BEEARSEEEE S
‘ 85‘-0 8.80 9.00 9.20 9.40 9.60
Obrr meh‘q M‘u sl e m/z 109.05  63.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.00 37.58%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0
R
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.68%
43.0
80.0
Y o NN NSV NN AN RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline T T T T T
109.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 13.44%
5000
151.0
80.0
0 ;ﬁPwufﬁfﬁ“h"W‘1W‘N‘W“H“w“u“‘u“_“w _“W“H,‘H“ﬁ%TﬁA
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.669 2.43 ng 80979  Acenaphthene-d10 9.745

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1289 (9.669 min): BF122260.D\data.ms (-1286) (-) m/z 57.05 100.00%
57.0

5000
85.1
T —
9.50 10.00
112 1
0 g e m/z 43.05 77.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 Al W
9.50 10.00
290 85.0 m/z 71.05  56.70%
0 ‘\ “ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
s —
9.50 10.00
5000 m/z 41.05 40.52%
85.0
29.0
0 d h‘ Ll ) 411301410 184.0
R RAREE e e  AAREARARRRREa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane 7 —
57.0 9.50 10.00
m/z 85.10 33.46%
5000 85.0
29.0
0 \‘ 1l H \‘\ il ‘11?0\1410 169.0 212.0

H\‘\H\‘\\H‘HH‘H\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.169 3.81 ng 127128  Acenaphthene-die 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1374 (10.169 min): BF122260.D\data.ms (-1370) (- m/z 57.05 100.00%
57.0

—T —
10.00 10.50
1131 1491
0 HwmJH;H‘Huu”mlmu“_‘;M_wHww}‘77‘11‘”_”‘2‘2“?‘12‘ m/z 43.05  74.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 — ——
10.00 10.50
85.0 o
29.0 m/z 71.10 55.38%
0 ‘\ ““ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
—T= —
10.00 10.50
m/z 85.05 38.33%
5000 85.0
29.0
0 \‘ l H\ \‘\ Il ‘\‘ 11\\3.0‘\ 14\1'0‘169'0 212'0
R R e B A AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane T —
57.0 10.00 10.50
m/z 41.05 36.62%
5000 85.0
29.0
113.0 198.0
. 1410 1690 100 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl@.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.327 2.61 ng 87210  Acenaphthene-di10 9.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
2 (-)-1e-Camphorsulfonyl chloride 250 C10H15C103S 039262-22-1 38
3 Metacetamol 151 C8HINO2 000621-42-1 35
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 35
5 trans-3(10)-Caren-2-o0l 152 C10H160 1000151-66-5 27

Abundance Scan 1401 (10.327 min): BF122260.D\data.ms (-1397) (- m/z 43.10 100.00%
3.1

109.1
5000
151.1 213.1
= ——
10.00 10.50
Ol ““ﬂ‘ J“‘w w“w iy w‘u“ bl }?4 ! b _Z?TE"T m/z 109.10  62.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 - e
10.00 10.50
m/z 213.10 26.89%
O \\\‘\‘\‘\ \“‘P\‘\“\‘H‘ \“\“\ \H“\ \‘\H\ ‘ \ \Hl‘\ “\\\‘\“ \\1\‘\\‘\\‘179\\2\‘0\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140160180 200 220 240
Abundance #101700: (-)-10-Camphorsulfonyl chloride
109.0
— ——
151.0 10.00 10.50
5000 810 m/z 151.05  25.98%
41.0
bl bk L | 1802150 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24780: Metacetamol
109.0 10.00 10.50
m/z 41.05 24 .54%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100120140160 180 200 220240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.639 7.35 ng 254462  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1454 (10.639 min): BF122260.D\data.ms (-1451) (- m/z 57.10 100.00%

57.1
5000
— —
‘ 99.1 1551 10.50 11.00
0 “‘\M”H$Wuﬂ‘ﬁ”“‘ﬁ“ R A B e m/z 43.05 72.33%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 T ——
10.50 11.00
m/z 71.10 58.78%
‘ 99.0 /
0 1\5\0\ ‘\" T “H‘ \‘H‘\ h“ \”‘ \}\4\‘1.‘0‘\ :!\_8\3\0‘ \22\5\(\) T \2?6|(\) T
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
—r —
10.50 11.00
5000 ITI/Z 85.05 37.64%
99.0
oL Ll 14101830 2250 2670 338
T A e R s B A e Ee RS S S
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane — 7
57.0 10.50 11.00
m/z 41.05 34.14%
5000
99.0
oiso L |11y om0 2000 el
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.086 4.35 ng 150652  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
5 Tridecane, 1-iodo- 310 C13H27I 0©35599-77-0 90

Abundance Scan 1530 (11.086 min): BF122260.D\data.ms (-1527) (- m/z 57.05 100.00%
57.0

=

5000
T \
‘ 9.0 11.00
ol b bl 3931980 L w/z 43.10 72.43%
mlz--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 T

11.00

m/z 71.10 61.88%
“ 9.0
il

s | 77 1410 2120
O\\\\‘\\‘\M\“‘\“\“\\“‘\\\\‘\‘\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0

T T \
11.00

5000 m/z 85.10 39.84%
9.0
ol L || [, 141.0183.0225.0267.0 323.0 380.
e o T e e B e R IR
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane T
57.0 11.00
m/z 41.10 33.33%
5000

=

9.0
0 F14L018302250 282.0
e

—
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.510 3.54 ng 122585  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1602 (11.510 min): BF122260.D\data.ms (-1599) (- m/z 57.10 100.00%
57.1

o M
9.1 ide |
' 167.0 :
ol bbby 2210 m/z 43.10  73.13%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 —— |
11.50
m/z 71.10 59.56%
ol L1290 14101830225.0267.0 3230 3804
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57.0
T \
11.50
5000 ITI/Z 85.10 42.32%
J 0 198.0
ol L LIl a0 980
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane —
57.0 11.50
m/z 41.05 31.58%
- M
0 F \%41918302250 282.0
L A e i L B e —
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.763 3.17 ng 109738  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 59
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
3 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 1645 (11.763 min): BF122260.D\data.ms (-1639) (-  m/z 43.05 100.00%
430 73.0

?

5000
129.0 192.1 ‘ ‘
il “ ‘ ‘ H 256.1 11.50 12.00
- | A M‘H“‘“M“””‘Hl”uwh“"_HJ‘HMHW“Mwle_ m/z 73.00  88.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
430 730
5000 129.0 - AR
11.50 12.00
199.0 2420 m/z 57.10 82.61%
T ‘157.0 ‘ ‘
O ‘\‘\\\‘i‘}‘\\”\” \M\‘\‘H\\\\“‘\\‘m‘l‘\”\‘\\‘\\\\“\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
e o
11.50 12.00
5000 129.0 ITI/Z 60.00 75.10%
157.0 185.0 213.0 256.0
o,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12801: Butyraldehyde, semicarbazone —— ﬁﬁ‘“‘
60.0 11.50 12.00
m/z 55.05 74.03%
5000
129.0
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.02 ng 104635  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1671 (11.915 min): BF122260.D\data.ms (-1668) (1 m/z 57.10 100.00%
57.1

=

5000
—
o 155.1 224.1 12.00
ol il w”“““ A e m/z 43.10  74.63%
miz--> 50 100 150 200 250
Abundance #141425: Heneicosane
57.0
5000 T

12.00
m/z 71.05 61.46%

99.0
01\5.\0“\ ‘\“ b ”H‘ \‘H‘\ h“ \”‘ T “]\_4\-}‘0‘\ %8!3\0‘ \22\5\0r T \2\96‘(
Mize> 50 100 150 200 250
Abundance #129492: Eicosane
57.0

T
12.00

5000 m/z 85.10 43.24%
99.0
0 260 | | ,°1° 1410 1830 2250 2820
R e e B I T LA A BT
m/z--> 50 100 150 200 250
Abundance #105884: Octadecane T
57.0 12.00
m/z 41.05 33.67%
5000
‘ 99.0
ol 2siol LU [ L) 2410 1ea0 2540 -
m/z--> 50 100 150 200 250 12.00

8270-BF101220.M Thu Nov 05 13:20:22 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Dodecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.304 2.92 ng 100990  Phenanthrene-die 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 72

Abundance Scan 1737 (12.304 min): BF122260.D\data.ms (-1735) (- m/z 57.05 100.00%
57.0

2% m
— ——
‘ 99.0 14011751211-1 12.00 12.50
ol ‘“‘u b w“‘w‘“‘ R H L1 [  m/z 43.10 66.53%
m/z--> 0 50 100 150 200 250 300
Abundance #48851: Dodecane, 2-methyl-
43.0
5000 — ——
85.0 12.00 12.50
141.0 m/z 71.10 56.34%
02‘0\ \L‘\ “‘“\ w‘ plly h“ \“ T 1“ T %8\4\0‘ L e e e
m/z--> 0 50 100 150 200 250 300
Abundance #83027: Hexadecane
57.0
— ——
12.00 12.50
5000 m/z 85.05 41.35%
99.0
oo [ L] 11 1010 1m0 2260
m/z--> 0 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- “ —
57.0 12.00 12.50
m/z 41.10 26.47%
. W
99.0 183.0
S .Y
m/z--> 0 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.033 2.33 ng 69112 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetradecane 198 C14H30 000629-59-4 76
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 1861 (13.033 min): BF122260.D\data.ms (-1858) (1  m/z 57.05 100.00%
57.0

. m
9.0 225.1 is'od |
ol d } Ll 210088 (12061 L, 43.10  65.86%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 —— :
13.00
m/z 71.10 62.18%
9.0
01\5.\0‘\ ‘!L“‘\ ‘!‘ \“‘\ H“ f“ f}\4i‘]_“o\ ]‘\.8\‘3\'2 T \2\49-’0\ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
RN T
13.00
5000 ITI/Z 85.10 45.27%
9.0
239.0
ol A Lill 1101830 PO 28103230
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane T ‘
57.0 13.00
m/z 41.10 27.26%
5000
9.0
0 \‘ LA ), 141018302250 2820
A

m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.374 3.14 ng 93329 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octadecane 254 C18H38 000593-45-3 96
3 Hexadecane 226 C1l6H34 000544-76-3 95
4 Octacosane 394 (C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1919 (13.374 min): BF122260.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

=

5000
99.0 225.1 13.00 13.50
0 AR A3 8% 316 L, 43.10 65.09%
miz--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57.0
5000 — e

13.00 13.50
m/z 71.10 62.99%

99.0
‘WH‘H | 141.0 183.0 225.0 282.0
\ T T T ‘ T \ T T ’ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #105885: Octadecane

o
o T
I j S
o i

13.00 13.50
5000 m/z 85.10 42.85%
99.0
oL L) 3440 1m0 zmo2ss0
miz--> 50 100 150 200 250 300
Abundance #83023: Hexadecane “ ——
57.0 13.00 13.50
m/z 41.10  27.95%
= M
99.0
T TR
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On 4 Nov 2020 13:31

Operator Ju/caG

Sample L4606-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 n-Nonadecanol-1 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.721 9.39 ng 279019 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91

5 Trifluoroacetic

acid, pentadecyl... 324

C17H31F302

Abundance Scan 1978 (13.721 min): BF122260.D\data.ms (-1973) (-]

959010-23-2 91

m/z 55.10 100.00%

55.1
97.1
5000
— —
234.
L, JM 293.1328.2 13.50 14.00
0Ll m/z 43.10 99.59%
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
83.0
43.Q
5000 — —
13.50 14.00
25.0 m/z 83.10 90.90%
CLLLLL DL asso 280
04 — ‘\“H\ T \H’ ‘\‘\“\‘1 "“\“\ [ 1 T T T T T
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57.0 97.0
— —
13.50 14.00
5000 m/Z 57.10 88.55%
£
olt90 L LA I | 1 1810 2220 2640 3080
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol 7 T
83.0 13.50 14.00
43.0 o
m/z 69.10 75.31%
5000
25.0
oL LLLL L L 1670 2100 2000
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Tricosane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.621 3.41 ng 75191 Perylene-di2 15.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
3 Docosane 310 C22H46 000629-97-0 87
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Pentadecane 212 C15H32 000629-62-9 80

Abundance Scan 2131 (14.621 min): BF122260.D\data.ms (-2129) (- m/z 57.10 100.00%

57.1
5000
1450 1500
13.1 . . :
o"\‘u“JHw-mmﬁ??iﬁ"?‘5‘3‘?”_‘3\4‘1‘?”mf‘??;' m/z 43.10  63.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000 T —
14.50 15.00
m/z 71.10 63.22%
0 \’\ ‘ “\ ﬂw:lﬂ P \1690 225.0 282.0
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175565: Tricosane, 2-methyl-
43.0
— —
14.50 15.00
5000 ITI/Z 85.10 47 .54%
295.0
. %_15502110
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane T —
57.0 14.50 15.00
m/z 41.10 20.76%
5000
i 1m0 230 3100
ol b Loy 290 .
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110420\
Data File : BF122260.D

Acqg On : 4 Nov 2020 13:31
Operator : JU/CG

Sample : L4606-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2,4,7,9-Tetrame... 9.186 5.9 ng 196991 3 9.745 667501 20.0
Tridecane 9.669 2.4 ng 80979 3 9.745 667501 20.0
Hexadecane 10.169 3.8 ng 127128 3 9.745 667501 20.0
unknown10.32 10.327 2.6 ng 87216 3 9.745 667501 20.0
Heneicosane 10.639 7.3 ng 254462 4 11.233 692053 20.0
Pentadecane 11.086 4.3 ng 150652 4 11.233 692053 20.0
Heptacosane 11.510 3.5 ng 122585 4 11.233 692053 20.0
Pentadecanoic acid 11.763 3.2 ng 109738 4 11.233 692053 20.0
Octadecane 11.916 3.0 ng 104635 4 11.233 692053 20.0
Dodecane, 2-met... 12.304 2.9 ng 100990 4 11.233 692053 20.0
Heptadecane 13.033 2.3 ng 69112 5 13.886 594189 20.0
Eicosane 13.374 3.1 ng 93329 5 13.886 594189 20.0
n-Nonadecanol-1 13.721 9.4 ng 279019 5 13.886 594189 20.0
Tricosane, 2-me... 14.621 3.4 ng 75191 6 15.333 440876 20.0
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