LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1054-01

Misc :

ALS Vvial : 10 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137008.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.428 564 568 585 rBV 976020 947110 4.95% 1.730%
2 6.434 735 739 750 rBV 1051707 959792 5.01% 1.753%
3 6.781 795 798 802 rVB 429395 376782 1.97% 0.688%
4 7.345 891 894 896 rVW 743056 612477  3.20% 1.119%
5 7.375 896 899 902 rVB 511902 408269 2.13% 0.746%
6 7.804 969 972 975 rVv4 174938 272251 1.42% 0.497%
7 8.039 1009 1012 1014 rVV 897143 841224  4.39%  1.537%
8 8.063 1014 1016 1018 rVV 556221 453356  2.37% 0.828%
9 8.116 1021 1025 1028 rVB2 303715 367104 1.92% 0.671%
106 8.351 1060 1065 1072 rBV5 229571 372876 1.95% 0.681%
11  8.439 1077 1080 1083 rBV3 196944 229155 1.20% 0.419%
12 8.481 1083 1087 1089 rVV2 304156 309244 1.62% 0.565%
13 8.563 1098 1101 1104 rBV2 333970 264361 1.38% 0.483%
14 8.651 1113 1116 1119 rBV 1131424 874110 4.57% 1.597%
15 8.722 1124 1128 1129 rVV3 160250 200599 1.05% 0.366%
16 8.880 1153 1155 1158 rBV2 239568 195650 1.02% 0.357%
17 9.016 1174 1178 1182 rVB3 194183 255138 1.33% 0.466%
18 9.080 1186 1189 1191 rVV2 365169 293854 1.53% 0.537%
19 9.139 1195 1199 1203 rVV 1111305 938072 4.90% 1.714%
20 9.216 1208 1212 1217 rBV 1144352 1078280 5.63% 1.970%
21  9.539 1262 1267 1269 rVV3 440029 536390 2.80% 0.980%
22 9.563 1269 1271 1274 rVV2 224403 223679 1.17% 0.409%
23 9.751 1300 1303 1306 rVV 1225744 949801 4.96% 1.735%
24  9.816 1311 1314 1319 rVB 496231 468395 2.45% 0.856%
25 10.069 1354 1357 1361 rBv4 258861 307848 1.61% 0.562%
26 10.251 1385 1388 1390 rBV 1133989 827124 4.32% 1.511%
27 10.469 1420 1425 1431 rBV 367676 490214 2.56% 0.896%
28 10.610 1447 1449 1452 rBV 430254 392104 2.05% 0.716%
29 10.727 1465 1469 1477 rVB 950891 1150457 6.01% 2.102%
30 11.174 1542 1545 1547 rBV 829278 634426 3.31% 1.159%
31 11.204 1547 1550 1556 rVB 336419 356439 1.86% 0.651%
32 11.310 1565 1568 1571 rBV 451416 400535 2.09% 0.732%
33 11.604 1615 1618 1620 rBV 673331 502849 2.63% 0.919%
34 11.716 1632 1637 1640 rVB 4753927 5431881 28.37% 9.923%
35 11.851 1657 1660 1666 rVB3 201638 253523  1.32% 0.463%

36 12.010 1684 1687 1693 rBV 493098 496542 2.59% 0.907%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1054-01

Misc

ALS Vvial : 10 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.433 1749 1759 1761 rBV2 7043657 19147132 100.00% 34.978%
38 12.457 1761 1763 1766 rVB2 7095328 6804767 35.54% 12.431%
39 12.516 1769 1773 1775 rVB 2768495 2371718 12.39% 4.333%
40 12.545 1775 1778 1780 rBV3 261455 245838 1.28%  0.449%

41 12.780 1814 1818 1821 rBV2 288509 269837 1.41% ©.493%
42 12.910 1834 1840 1843 rBV 874463 840626 4.39%  1.536%
43 13.139 1876 1879 1880 rVV 216958 220984 1.15% 0.404%
44 13.233 1892 1895 1898 rVB 283184 230621 1.20% 0.421%
45 13.904 2006 2009 2014 rVB 278621 257179 1.34% 0.470%
46 13.968 2016 2020 2023 rBV 376257 367575 1.92% ©0.671%

47 15.457 2269 2273 2281 rVB 209718 312125 1.63% ©.570%

Sum of corrected areas: 54740313
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 08 Jan 2024 22:08
¢ CG\JU
. Plo54-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
BF137008.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137008.D\data.ms

6.434

5.428

5%

6.781

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: BF137008.D\data.ms

0

Time-->
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7000000

6000000

5000000
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Time-->
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e
11.716
8.651 0.93%16 9.751 10.251
10.727

oy 1174 11604

'
R e Sl M ———————— e — —

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF137008.D\data.ms
1330468 15.457

T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.116 16.20 ng 367104 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 72
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 64
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 64
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
Abundance Scan 1025 (8.116 min): BF137008.D\data.ms (-1021) (-) m/z 57.10 100.00%
57.1
- MM
R R RaASE RS o
‘ H 98.0 7.80 8.00 8.20 8.40
O S8 g 2AOL 1692 7 43,10 46.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 L L B R IR B
7.80 8.00 8.20 8.40
m/z 71.10 37.70%
29.0 98.0
O\\‘\‘\‘\\““\\\‘!“\\“\\8‘-9\\\“‘\\U\’\\}\4‘1\.(\)\\‘1\6\9\.(\)‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59041: Dodecane, 6-methyl-
57.0
R A RARasna =
7.80 8.00 8.20 8.40
5000 m/z 41.10 27.33%
bt b AT0 L, 1400 1840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59084: Decane, 2,5,9-trimethyl- e
57.0 7.80 8.00 8.20 8.40
m/z 56.10 16.29%
5000
Lo 00
0 e e e e e R RRARERRRRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.351 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.351 16.45 ng 372876  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 49
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38
3 Pyridine, 2,3,4,5-tetrahydro- 83 C5H9N 000505-18-0 38
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 38
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 38

Abundance Scan 1065 (8.351 min): BF137008.D\data.ms (-1060) (-) m/z 83.10 100.00%

551 |
5000
119.1 1451
R EREAREA
68.2 8.00 8.20 8.40 8.60
0! m/z 55.10 80.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 55.0 B R A ma s
8.00 8.20 8.40 8.60
m/z 57.10 79.96%
29.0 168.0
O T \‘\‘\ \"“\ T ‘\M‘\ T “! T \“]\_]\-%.\O‘ T \;\4‘0\(\)\ T 1 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0 P e
8.00 8.20 8.40 8.60
5000 m/z 41.10 65.33%
27.0 112.0
0"uw‘H‘w”‘NM‘M‘WW“W“‘W““_“‘_“‘_‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1484: Pyridine, 2,3,4,5-tetrahydro- AR Rasma RS S
53.0 8.00 8.20 8.40 8.60
m/z 82.10 56.87%
28.0 83.0
5000
0l SR
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2,6,11-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.481 13.64 ng 309244  Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
2 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 78
3 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 78
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 74
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72

Abundance Scan 1087 (8.481 min): BF137008.D\data.ms (-1083) (-) m/z 57.05 100.00%
57.0

s 18.20 8.40 8.60 8.80
155.2 : : : -
o_Hm“m‘m”w“H\H‘U‘_Mw‘ﬂ?%?ww_Hw m/z 71.10  68.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.0
71.0
5000 LI L B B LR
8.20 8.40 8.60 8.80
m/z 43.10 55.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
e iRt
8.20 8.40 8.60 8.80
5000 m/z 41.10 32.06%
85.0 112.0
bl A 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123968: Hexadecane, 7-methyl- A RARRa SR
57.0 8.20 8.40 8.60 8.80
m/z 56.10 22.07%
5000
85.0
112.0
‘ ‘ 154.0
b rrrrtbreby b Lo 12830 2250 DAl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.651 38.56 ng 874110 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1116 (8.651 min): BF137008.D\data.ms (-1113) (-) m/z 57.05 100.00%
57.0

5000
85.1
R AR TR e
H 131.1 8.40 8.60 8.80 9.00
bl b AR 1601 1833 s 43,10 82.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 LB B L L L B R B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 52.15%
Ot T \M‘\ \"‘} T \H“ T \“1 T “1 TT \H‘ \1\11‘3\-’0\‘\ \1\4‘1\(\)\ T \%‘8\4\(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
A R T
71.0 8.40 8.60 8.80 9.00
5000 ITI/Z 41.05 38.74%
99.0 140.0
A e R Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- A ARBEeE R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 31.50%
5000 85.0
29.0 141.0
o b e 1130 | 1690 s WL A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.216 46.04 ng 1078280  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 72
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 72
Abundance Scan 1212 (9.216 min): BF137008.D\data.ms (-1208) (-) m/z 57.10 100.00%
57.1
5000
85.1
R e AR EAR S
H 1131 1412 8.80 9.00 9.20 9.40 9.60
Obre et 4770 14121682 1982 0 43,10 79.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 B B AL B I
85.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 53.23%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R R
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 38.74%
85.0
29.0
0 ‘\ L Lo M‘ 113.0 141.0 169.0 197.0 226.0
et e e e e SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59049: Undecane, 2,3-dimethyl- A EASa R S
43.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 33.72%
71.0
5000
99.0 140.0
ob L L2 aee0 g AU A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60

8270-BF122023.M Tue Jan 09 04:24:13 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.539  22.90 ng 536390  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 53
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 52
3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 49
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 49
5 Succinic acid, 2-fluorophenyl te... 296 C15H17FO5 1000390-71-9 47

Abundance Scan 1267 (9.539 min): BF137008.D\data.ms (-1262) (-) m/z 57.10 100.00%
57.1

- T M
T \
‘ ‘ 132.0 1591 650 9.50
owH"Wuuw‘x"lm;”,mMmw!u‘mH‘fuhiwz‘lul:z_H m/z 71.10 81.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59032: Decane, 5-propyl-
57.0
5000 S ‘
85.0 9.50
29.0 m/z 43.10 80.67%
‘ ‘ 112.0 140.0
O\‘\‘\\\“‘\\\!“\\‘M\“W‘\\\M’\\!‘\‘\“\\\}‘\\\\’\\\]\-?\4.\.\0\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T \
9.50
5000 85.0 m/z 55.10 43.67%
113.0 141.0
29.0
\ ‘ H L1 | 1830 2160
O N R St i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117906: Sulfurous acid, hexyl pentyl ester ——
43.0 85.0 9.50
m/z 85.10 39.58%
obdl M ol 11101870 167.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF122023.M Tue Jan 09 04:24:13 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.751 40.56 ng 949801  Acenaphthene-dile 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1303 (9.751 min): BF137008.D\data.ms (-1300) (-) m/z 57.10 100.00%
57.1

T —
9.50 10.00
113.1
om‘w_HH_J‘m‘m‘_Mulﬁluzﬁf"??_‘H‘z}%ﬁmw‘_m m/z 43.10  74.14%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0
5000 T e
85.0 9.50 10.00
29.0 m/z 71.10 55.54%
0 \‘ L\ H \‘\ Il 11\\30\14\101690 2120
H\‘HH‘\\H‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
= -
9.50 10.00
m/z 85.10 37.89%
5000 85.0
29.0
0 ‘ ‘ h H\ I \\11\\30\141016901970 268.(
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123961: Heptadecane T e
57.0 9.50 10.00
m/z 41.05 34.25%
5000
85.0
29.0
HW‘HWHH‘HHMH‘_HWH‘WHHM‘HMHW‘HWHH‘HHMH‘ —— ——
m/z--> 20 40 60 80 100120140160 180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.069 13.14 ng 307848  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Docosane 310 C22H46 000629-97-0 80
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 74
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 74
5 Dodecane 170 C12H26 000112-40-3 74

Abundance Scan 1357 (10.069 min): BF137008.D\data.ms (-1354) (- m/z 57.10 100.00%
57.1

- m
A RN
157.1 :
olLid “‘w“‘ et b 2. m/z 43.10  81.92%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 e |
10.00
m/z 71.10 59.28%
ol \ e ‘\ ; 1‘410183022502670 323.0 380.
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
U \
10.00
5000 ITI/Z 85.10 42.15%
9.
0 \‘ ‘\‘ ‘ “\ \h h‘ u‘ \ | 9;830225026703100
iy A
m/z--> 50 100 150 200 250 300 350
Abundance #193304: 1-lodo-2-methylundecane T
57.0 10.00
m/z 41.10 36.10%
h m
9.0
oLl F L. 18902130 2060 il
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.251 35.32 ng 827124  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72

Abundance Scan 1388 (10.251 min): BF137008.D\data.ms (-1385) (- m/z 57.10 100.00%
57.1

- i LM
e ]
h 1131 1411 1721 226.2 10.09 10-50
Obrr el el SRR SIELI00S 2902 myz 43.10 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 ki L
10.00 10.50
85.0 o
20.0 m/z 71.1@ 57.74%
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 #74004: Tetradecane
57.0
e ]
10.00 10.50
5000 85.0 ITI/Z 85.10 40.51%
29.0
oo dd b 1130,141.0 1600 1980
R E B T e R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33097: Nonane, 3,7-dimethyl- s ]
57.0 10.00 10.50
m/z 41.10 33.87%
5000
29.0 85.0
‘ 0
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\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 3,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.469 20.93 ng 490214  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
3 Octacosane 394 C28H58 000630-02-4 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1425 (10.469 min): BF137008.D\data.ms (-1420) (- m/z 57.10 100.00%
57.1

- MJM¢NAK/AAmNu~A\\JW
‘ Fg 1 1050
' 169.2 :
0l uu‘u Vi, et m/z 71.10 48.63%
mlz--> 50 100 150 200 250 300 350
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 L
10.50
m/z 43.10 45.25%
| ‘ 113.0155,0
O\‘\‘\“‘\‘1‘\“‘\“‘\“\\\“\.\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
=
10.50
5000 ITI/Z 85.10 25.74%
9.0
Sl B0 sy
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 10.50
m/z 41.10 22.99%
5000
9.0
oLl 11|, 141.0183.0225.0 281.0 337.0 394.
B L e e S —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.727 57.45 ng 1150460  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 Cl16H34 000544-76-3 90

Abundance Scan 1469 (10.727 min): BF137008.D\data.ms (-1465) (- m/z 57.10 100.00%
57.1

- W
T —
‘ 99.1 1411 1839 ‘ 10.50 11.00
o b da [y 19h1 1832 2408 3810 .., 4310 68.72%
m/z--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 A ——
10.50 11.00
m/z 71.10 59.49%
‘ 990 141.0 240.0
OL\S\Q‘\ ‘\“‘“\ ‘!‘ \“‘\ H“ \“\“\ { .“\ ]‘\.8\3\0‘ T }.‘ L B B
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
T —
10.50 11.00
5000 m/z 85.10 39.66%
99.0
oL L1110 1410 1830 2250 2820
I I B L B B B e e B
m/z--> 50 100 150 200 250 300
Abundance #90189: Pentadecane T —
57.0 10.50 11.00
m/z 41.10 32.21%
h w
99.0
oaso ||| [ w0 220 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\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.175 31.68 ng 634426  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1545 (11.174 min): BF137008.D\data.ms (-1542) (-1 m/z 57.10 100.00%
57.1

g

5000 85.1
1131 11.00 11.50
141.2
O‘WH“‘:HM““m‘luH““Hc‘whH‘““]"(‘3‘8“2‘”‘“2‘]":""‘2””“2?4“‘ m/z 43.10 71.77%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141057: Octadecane
57.0
5000 s G
85.0 11.00 11,50
290 m/z 71.10 60.85%
1130941 0
‘ ‘ | A ‘ ‘ Ly 169019702250 254C

o

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

§

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
11.00 11.50
5000 85.0 m/z 85.10 41.77%
L set®® e
o M S i e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl- — ——
57.0 11.00 11.50
m/z 41.10 33.20%
85.0
5000
126.0
154 0
W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Octacosane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.204 17.80 ng 356439  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 78

Abundance Scan 1550 (11.204 min): BF137008.D\data.ms (-1547) (- m/z 57.10 100.00%
57.1

-

5000
27.1 ifod ifsd
H |, 1972 : =
Ot i e e e e e e m/z 71.10 80.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
5000

—T —T
11.00 11.50
m/z 43.10 50.79%

oL 219700670 3650
‘\HT‘\IFWWHT‘HH’\\H‘H\\‘\H\‘H\\‘\\H‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
— —
11.00 11.50
5000 m/z 85.10 41.35%
27.0
o, L0 osno
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7 T
57.0 11.00 11.50
m/z 41.10 24.37%
ol | 1 || 1#7:0197.0267.0337.0407.0 491.0562.0
R e e e A REELER — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.604 25.11 ng 502849  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 1618 (11.604 min): BF137008.D\data.ms (-1615) (- m/z 57.10 100.00%
57.1

o AANAAWVuAAKﬂJ\ANVKW
S o
h 99.1 1410 11.50 12.00
ol b i [ 2410 1822 2251 2681 ./, 43,10 69.64%
miz--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane
57.0
5000 = i
11.50 12.00
m/z 71.10 60.44%
99.0 169.0
O \2\6\\0‘\“ ‘H ‘\ ‘h‘ \h‘\ “‘ \‘ \13\5\.0‘ T ‘\ T T ‘ T T \2\48‘.(\) T T T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
S —
11.50 12.00
5000 m/z 85.10 42.28%
99.0
iso | |10 1410 1830 2250 2s6
e T B
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 11.50 12.00
m/z 41.10 30.68%
- ML
99.0 140.0
182.0
0 1l H\ H\ i h‘ ! !\‘ | 226.0

T
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08

Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.716 271.23 ng 5431880  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 1637 (11.716 min): BF137008.D\data.ms (-1632) (- m/z 74.05 100.00%

74.0
5000
43.1
143.1 1150 o0
227.2 . .
Ll S w2 212 e w i
Obrerrreerlrdb bl 2L L 20wz s7.10 71.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 11.50 12.00
143.0 m/z 43.10  36.00%
‘ L] a110, 1850 227.0 270
O\\\‘\\\\“f‘\\f“\\“\\‘\h\\\“\\\\‘\\\\‘\\\\’\\\\’\‘\\\’\\\\’\\\\’\\\\’\\‘\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
P =
11.50 12.00
5000 43.0 m/z 55.10  27.33%
o ‘ M‘ \M‘ 11101430 1850 227.0 270C
HWH‘WHH,HH“‘H_H‘_HW‘HWH‘WHH,HHV‘H“H‘VHW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester T A
74.0 11.50 12.00
m/z 41.10 26.26%
5000
43.0 143.0
185.0
NP A Y I ¥ IS
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.851 12.66 ng 253523  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 1660 (11.851 min): BF137008.D\data.ms (-1657) (1 m/z 73.00 100.00%
43.1 ,73.0
5000 129.1
192.1 - P
I mm b, seq || pero?®p? o582l
O kel & ‘,wm‘mw P o U 1 N ORI PR m/z 60.00  94.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T A T T
11.50 12.00
1710 2130 2560 m/z 43.10 89.96%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46966: n-Decanoic acid
73.0
= ==
129.0 11.50 12.00
5000 m/z 41.10 70.47%
43.0
H \ 172.0
Y S 00 AT 5 i
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid = =
43.0 73.0 11.50 12.00
m/z 55.10 64.99%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 198, = ==
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.010  24.79 ng 496542  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90

Abundance Scan 1687 (12.010 min): BF137008.D\data.ms (-1684) (- m/z 57.10 100.00%
57.1

" Nhﬂxﬂfxﬂwwﬂwmgxﬂ¢kjjb
9.1 12.00 |
C1412 243.2 :
ok m“““ [ a gy 3ate 1971 24322823 . w/z 43.16  70.74%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 ==
12.00
m/z 71.10 60.80%
O \“\ ‘\“‘ \““‘ \“‘\ h“ \“‘ \JE “ “‘\:![8\:‘3\0‘2\2\5\0\‘ \2\8\‘2\()‘ T 1T ‘ T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
R \
12.00
5000 ITI/Z 85.10 42.89%
oL [ | ] 14101830250 2680
Al L A B e B
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T ‘
57.0 12.00
m/z 41.10 29.69%
5000
0 “L\ I F ‘%410183022502670 3230 380.( ~JLJ{“AﬁA
bl e LA A ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08

Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 10,13-Octadecadienoic acid,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.433 956.08 ng 19147100  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1759 (12.433 min): BF137008.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0

5000
09.1
i
150.1 263.1 12.50
0 37L’ M Ay, 18722202 PPT2AE L 8110 84.60%
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 T
09.0 294.0 12.50
29.0 ' 263.0 ' m/z 55.10 69.54%
150.0 -
N i) sr0 2200 |
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
—
12.50
5000 ITI/Z 41.10 58.58%
o Il 262.0 294.0
ey
Miz--> 50 100 150 200 250
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester I —T
67.0 12.50
m/z 95.10 57.39%
5000
09.0
29.0 294.0
150.0 263.0
‘ 220.0 '
i AL aee0 2200 7| i
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 (Z)-15-Octadecenoic acid me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.457 339.78 ng 6804770  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
2 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 94
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 78
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 78

Abundance Scan 1763 (12.457 min): BF137008.D\data.ms (-1761) (- m/z 55.10 100.00%
55.1

-

5000
Pt
ob—d A m/z 79.10  85.28%
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 T
41.0 10.0 264.0 12.50
’ m/z 41.10 71.06%
AL L 000 20|
oL— ‘\h | “ ‘! } ‘\‘ \“ “M ‘MH‘H‘H \‘\‘ ‘M\\ ‘1$“5"0‘ L “ b ‘2‘9\6‘(:
miz--> 50 100 150 200 250 300
Abundance #189453: 9,12,15-Octadecatrienoic acid, methyl ester, (Z
79.0
AA T T ‘ T
41.0 12.50
5000 ITI/Z 83.10 68.92%
21.0
LS sso | zmo a0
0l }M‘\‘H‘“‘H‘ \‘h“w\w ‘\h‘ &L‘n"\ S S i ‘
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester —Te
55.0 12.50
m/z 74.10 67.08%
5000 87.0
23.
‘ ‘ "FA ‘30 180.0 222.0 264.0 206.
0 2‘5“0 “ i “ uw \‘\‘Huh‘ H\HU\ w‘\‘\ ol ! T ‘u\ e | = “' T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08

Operator : CG\JU

Sample : P1e54-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Docosanoic acid, methyl ester  Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.904 13.99 ng 257179  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 93
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93

Abundance Scan 2009 (13.904 min): BF137008.D\data.ms (-2006) (- m/z 74.00 100.00%
74.0
5000
143.1 A AT
‘ | ‘ 1991 2552 3113 3854 14.00
ol il L L R T LT myz 86,95 79.07%
mlz--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 "’“/\\ T T T \j\—'\“‘ T
14.00
m/z 43.10 48.63%
29. 143.0 354.( /
LU 199.0 2550 3110 7|
0 \‘\h\ ‘\M‘H\” \HH\““‘ \“\‘\\‘\\\‘\"\\\\“\\\\‘\‘\\\“\
miz--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
P
14.00
5000 m/z 55.10 28.89%
143.0 354.(
311.0
199.0 255.0
miz--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester ——
74.0 14.00
m/z 75.10 27.74%
5000
312.0
143.0
90| |4, 199 g w90 A
o Tt S BTt NP T s ]
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010824\
Data File : BF137008.D

Acqg On : 08 Jan 2024 22:08
Operator : CG\JU

Sample : P1054-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Undecane, 2,6-d... 8.116 16.2 ng 367104 2 8.063 453356 20.0
unknown8.351 8.351 16.4 ng 372876 2 8.063 453356 20.0
Dodecane, 2,6,1... 8.481 13.6 ng 309244 2 8.063 453356 20.0
Tridecane 8.651 38.6 ng 874110 2  8.063 453356 20.0
Tetradecane 9.216 46.0 ng 1078280 3  9.816 468395 20.0
Decane, 5-propyl- 9.539 22.9 ng 536390 3 9.816 468395 20.0
Pentadecane 9.751 40.6 ng 949801 3 9.816 468395 20.0
Heptacosane 10.069 13.1 ng 307848 3  9.816 468395 20.0
Hexadecane 10.251 35.3 ng 827124 3  9.816 468395 20.0
Undecane, 3,6-d... 10.469 20.9 ng 490214 3 9.816 468395 20.0
Heptadecane 10.727 57.5 ng 1150460 4 11.310 400535 20.0
Octadecane 11.175 31.7 ng 634426 4 11.310 400535 20.0
Octacosane, 2-m... 11.204 17.8 ng 356439 4 11.310 400535 20.0
2-Bromo dodecane 11.604 25.1 ng 502849 4 11.310 400535 20.0
Hexadecanoic ac... 11.716 271.2 ng 5431880 4 11.310 400535 20.0
n-Hexadecanoic ... 11.851 12.7 ng 253523 4 11.310 400535 20.0
Eicosane 12.010 24.8 ng 496542 4 11.310 400535 20.0
10,13-Octadecad... 12.433 956.1 ng 19147100 4 11.310 400535 20.0
(Z)-15-Octadece... 12.457 339.8 ng 6804770 4 11.310 400535 20.0
Docosanoic acid... 13.904 14.0 ng 257179 5 13.968 367575 20.0
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