LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc :

ALS Vvial : 23  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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135208.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 495 499 510 rVB 58356 81481 2.36% ©.333%
2 5.404 559 564 567 rBv 3175834 3107347 89.82% 12.705%
3 6.410 729 735 738 rBV 2793235 3257309 94.16% 13.319%
4 6.763 791 795 798 rBV 945098 733882 21.21% 3.001%
5 7.328 885 891 894 rBV 2073428 2069990 59.84% 8.464%

6 8.039 1007 1012 1016 rBV 1159887 977590 28.26%  3.997%
7 9.122 1190 1196 1199 rBV 3762022 3459493 100.00% 14.145%
8 9.239 1212 1216 1220 rVB 42578 38308 1.11%
9 9

0.157%

.798 1304 1311 1314 rBV 1284804 1041306 30.10% 4.258%

10 10.592 1441 1446 1449 rBV 2277915 2133951 61.68% 8.725%
11 11.286 1561 1564 1567 rBV 1149654 1033698 29.88% 4.227%
12 11.310 1567 1568 1572 rVV 198704 130701 3.78% ©0.534%
13 11.363 1572 1577 1581 rVB 40864 40420 1.17% 0.165%
14 11.757 1639 1644 1647 rBV 113901 170938 4.94% ©0.699%
15 11.786 1647 1649 1652 rVV2 73574 90196 2.61% ©.369%
16 11.827 1652 1656 1666 rVB3 445394 444359 12.84% 1.817%
17 12.504 1768 1771 1776 rBV 232104 213863 6.18% 0.874%
18 12.557 1776 1780 1786 rVB3 32196 40152 1.16% ©.164%
19 12.616 1786 1790 1795 rBV 132700 145953  4.22%  0.597%
20 12.710 1803 1806 1808 rBV 73539 75189 2.17% 0.307%
21 12.733 1808 1810 1813 rVB 197899 164060 4.74% ©0.671%

22 12.886 1832 1836 1839 rBV 2756846 2592819 74.95% 10.602%

23 13.121 1873 1876 1880 rBV2 43043 49814 1.44% 0.204%
24 13.421 1924 1927 1930 rBV 42565 36820 1.06% ©.151%
25 13.469 1931 1935 1937 rW 53681 51442 1.49% ©.210%
26 13.798 1987 1991 1993 rBV2 75609 69950 2.02% 0.286%
27 13.833 1993 1997 2008 rVV6 33041 80388 2.32% ©.329%
28 13.939 2010 2015 2018 rVV 662464 696507 20.13%  2.848%
29 13.968 2018 2020 2028 rVB 75798 76311 2.21% 0.312%
30 14.116 2042 2045 2049 rBV 79475 66337 1.92% 0.271%
31 14.427 2094 2098 2101 rVB 68832 69560 2.01% ©.284%
32 14.710 2142 2146 2148 rBV 133724 139937 4.05% 0.572%
33 14.980 2188 2192 2195 rBV 70819 102186 2.95% 0.418%
34 15.068 2203 2207 2213 rVB3 41568 65194 1.88% 0.267%
35 15.280 2240 2243 2249 rBV 39748 50961 1.47% ©.208%

36 15.345 2250 2254 2259 rVB 65521 89018 2.57% 0.364%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS Vvial : 23  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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.404 2259 2264 2269 rBV 522386 673668 19.47%  2.755%

38 16.880 2510 2515 2520 rVB4 26100 54211 1.57% 0.222%
39 17.321 2585 2590 2597 rVB 20417 41619 1.20% 0.170%
Sum of corrected areas: 24456928

8270-BF091123.M Thu Sep 14 12:05:39 2023 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 13 Sep 2023 06:03
¢ CG\JU
. 04305-01

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
BF135208.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135208.D\data.ms

5.404
6.410

7.328

6.763

5.022

0
Time-->

L L L I L B L L L B L L BB \\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L I B L B R IR B (O L L L L A B L B

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135208.D\data.ms

9.122

12.886

10.592

9.798

8.039 11.286

11.827
111310

11,363 1111@%6 12;}1@@ 13421

0
Time-->

10.00 10.50 11.00 11.50 12.00 1250 1300

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135208.D\data.ms

13.939 15.404

14.710
%1% 141330685 2865 16.880  17.321

260 1857

Time-->

‘ ‘ T T ‘ T T ‘ T
13.50 1400 14.50 15.00 1550 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\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.022 2.22 ng 81481 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 499 (5.022 min): BF135208.D\data.ms (-495) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 [T o i rrrrprii
4.60 4.80 5.00 5.20 5.40
| A 83.0 .
o e e m/z 59.00 56.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘Hu,uu‘uu‘uu/ﬂ\u
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10  17.69%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 16.07%
41.0
27.0 101.0
Obererrrreprr el 739880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol “H‘,H“fN“‘H“,H‘
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.08%
5000 83.0
41.0 101.0
1l
0 ‘H""“"“1‘H‘MMH“"1”iH‘ui‘m‘mu‘mwuwmw
mlz--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Hexadecenoic acid, Z-11- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.757 3.31 ng 170938  Phenanthrene-di10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
2 Palmitoleic acid 254 C16H3002 000373-49-9 91
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 90
4 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 90
5 Myristoleic acid 226 C14H2602 000544-64-9 83

Abundance Scan 1644 (11.757 min): BF135208.D\data.ms (-1639) (- m/z 55.05 100.00%

58.0
5000
83.0

I
236.2 11.50 12.00
SRR ‘M‘“ - ““\“‘ s \”“ \“1‘1\6‘\‘5\ \1\ “'\I%ﬁ‘z‘\ T | Ranass m/z 41.05 63.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140812: Hexadecenoic acid, Z-11-
55.0

5000 — S
83.0 11.50 12.00

m/z 69.05 55.60%

TTT ‘ TTTT “}‘\ \‘Hl \h ‘\‘\ ‘H\H\ \H‘!h‘”\ \‘HM\ ‘HH\ ?\ﬁ\(\)w’l\‘sﬁ \0\‘1\9\\2\ ‘0\ TTT ‘ 33\16‘ \()\ \ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140796: Palmitoleic acid
55.0

o

o

11.50 12.00
5000 83.0 m/z 43.10 42.77%
111.0
L2 Il HH Jo %0650 1940 2369
\H‘Hui\u”‘\ H‘ m‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140810: (E)-Hexadec-9-enoic acid = =
55.0 11.50 12.00

5000 83.0
20 | M\ H H 016501920  236.0
0 \‘ H“ ‘ Ll H\ Jll H‘H\‘ H\ Wl ) e .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.827 8.60 ng 444359  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1656 (11.827 min): BF135208.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1
213.2 T 1
‘ H‘? 171.1 ‘ 256.2 11.50 12.00
0 WWUW Ll ol w‘:“l‘“‘u‘ H“‘W‘H‘“MMWmww‘_ m/z 60.00 93.48%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 73.00 84.27%
‘ H(ﬂ 157.0185.0 ‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— ——
11.50 12.00
5000 129.0 m/z 57.05 74.81%
199.0
R W GO
RIELTIR 1111 0 O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid e T
73.0 11.50 12.00
430 m/z 41.05 72.46%
5000
129.0
185.0 228.0
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\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.616 4.19 ng 145953  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1790 (12.616 min): BF135208.D\data.ms (-1786) (- m/z 43.05 100.00%

4’1
5000
1291
M“CMMJ‘MN“M“ o m/z 57.05 83.39%
1

oH‘

m/z-->
Abundance

185 1 T ‘ T T ‘ T
241.2 284 1 12.50 13.00
00 150 200 250 300 350
#179093: Octadecanoic acid
129.0 284.0

5000 8.0 —— I —
1850 241.0 12.50 13.00
m/z 59.95 75.40%
0 ‘\‘!‘\ HM\ i “‘\‘ ‘L‘\“ ‘\“‘ ‘\‘\‘ : “‘ .
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T ‘MA‘\ T ‘ T
12.50 13.00
m/z 73.00 75.19%
5000 284.0 /
3.0 1290
ok \‘\\M uhH M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ey “’p/\‘ Py
73.0 12.50 13.00
m/z 55.00 72.34%
5000
129.0
29. 185.0 228.0
O, HH‘ h” M‘\ i ‘ . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.798 2.01 ng 69950  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Eicosane 282 C20H42 000112-95-8 81
3 Tetradecane 198 C14H30 000629-59-4 74
4 Tetradecane, 4-ethyl- 226 Cl16H34 055045-14-2 74
5 Heptadecane 240 C17H36 000629-78-7 74
Abundance Scan 1991 (13.798 min): BF135208.D\data.ms (-1987) (- m/z 57.10 100.00%
57.1
91 —— ——
230.1 13.50 14.00
121 2
o4k "L pleletese 12 m/z 43.00  65.25%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— ——
13.50 14.00
m/z 71.10 54.34%
ol h‘ I H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— —
13.50 14.00
5000 m/z 85.10 43.13%
i R R e e R
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane G —
57.0 13.50 14.00
m/z 41.00 23.70%
B M/\‘/WJLW
pso ) || P00 w0 e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Tetracosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.833 2.31 ng 80388  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 74
2 1-Heneicosanol 312 C21H440 015594-90-8 72
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 58
4 1-Nonadecene 266 C19H38 018435-45-5 52
5 1-Tricosene 322 C23H46 018835-32-0 46

Abundance Scan 1997 (13.833 min): BF135208.D\data.ms (-1993) (- m/z 83.00 100.00%
43.1 83.0
5000 MW\WWJW
— —
13.50 14.00
oy m/z 55.10 97.70%
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.00 83.0
5000 “ —
13.50 14.00
25.0 m/z 43.10  89.32%
o= ‘\“ “\‘\‘\“‘“H‘ “H\ \\ d‘h \“ \‘68‘(‘)“21‘0‘0‘ R ‘3:‘56"
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
13.50 14.00
5000 m/z 57.00 83.10%
090 | LLLLL 20 1e20 pono 200
m/z--> 50 100 150 200 250 300
Abundance #257310: Bromoacetic acid, pentadecyl ester — —
43.0 13.50 14.00
83.0
m/z 69.05 77 .76%
5000
0
82.0
OH“HM‘““ ‘ HH\ \M\\\“‘\“\\“‘25""—)‘(?”“”‘ — —
m/z--> 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\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.710 4.15 ng 139937  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide 281 C18H35NO 003322-62-1 80
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Tetradecanamide 227 C14H29NO 000638-58-4 78
5 Octadecanamide 283 C18H37NO 000124-26-5 72
Abundance Scan 2146 (14.710 min): BF135208.D\data.ms (-2142) (- m/z 59.00 100.00%
59.0
5000 k
— —
97.0 14.50 15.00
ol ALy g 13701781 22602620 3203 Ty g0 ss 76y
m/z--> 50 100 150 200 250 300
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 B T
14.50 15.00
m/z 55.00 48.38%
281.0
0 18. ‘H‘ H\ h“\ il \(H) \’\]54 0 198.0 238.0 ‘
- ‘ \ L ’ T T ‘ 1T T ‘ \ L ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #174772: 9-Octadecenamide
59.0
—— —
14.50 15.00
5000 m/z 43.05 34.50%
97.0
0 \ 186.0 1780 2200  281.0
\\\\‘\ \\’H\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #142059: Hexadecanamide T T
59.0 14.50 15.00
m/z 41.05 32.38%
B mekjhﬂNﬁkMﬁkﬂMNWWwﬁMN¢
ol L1, 140 4700 2120 2550
et —— ——
miz--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.345 2.64 ng 89018  Perylene-di12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2254 (15.345 min): BF135208.D\data.ms (-2250) (- m/z 252.05 100.00%
252.1
5000
126.0 I LI
570 | 1770 302.1 sp0; 200 1550
O tphrrerorpotok s S o s m/z 250.10 22.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138562: Benzo[b]fluoranthene
252.0
5000
15.00 15.50
126.0 m/z 253.05 19.70%
oL 740 | 1\ 2000, |
\\‘\\\\‘\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzole]pyrene
252.0
it P ot Ja
15.00 15.50
5000 m/z 126.00  15.94%
125.0
0 74.0 | 2000, |
-1t
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene
252.0 15.00 15.50
m/z 125.00 11.49%
5000
126.0
ol 740 | 2000, |
e e P ——
mlz--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135208.D

Acqg On : 13 Sep 2023 06:03
Operator : CG\JU

Sample : 04305-01

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
2-Pentanone, 4-... 5.022 2.2 ng 81481 1 6.763 733882 20.0
Hexadecenoic ac... 11.757 3.3 ng 170938 4 11.286 1033700 20.0
n-Hexadecanoic ... 11.827 8.6 ng 444359 4 11.286 1033700 20.0
Octadecanoic acid 12.616 4.2 ng 145953 5 13.939 696507 20.0
Octacosane 13.798 2.0 ng 69950 5 13.939 696507 20.0
1-Tetracosene 13.833 2.3 ng 80388 5 13.939 696507 20.0
9-Octadecenamid... 14.710 4.2 ng 139937 6 15.410 673668 20.0
Benzo[e]pyrene 15.345 2.6 ng 89018 6 15.410 673668 20.0
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