LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc :

ALS Vvial : 22 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128327.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 541 545 560 rBV 2263636 2128128 6.85% 2.850%
2 6.504 712 717 720 rBV 2199932 2107668 6.79% 2.822%
3 6.869 775 779 786 rBV 647836 515291 1.66% 0.690%
4 7.434 871 875 879 rBV 1440271 1420012 4.57% 1.901%
5 8.151 993 997 1000 rBV 757398 600440 1.93% 0.804%

6 9.228 1175 1180 1183 rBV 2544963 2101540 6 2
7 9.910 1290 1296 1299 rBV 702410 590981 1 0
8 10.704 1427 1431 1434 rBV 1296151 1156997 3.73% 1.549%
9 10.798 1444 1447 1456 rVB 259187 320635 1 0
10 11.398 1546 1549 1552 rBV 612670 604574 1 (4]

11 11.422 1552 1553 1559 rVB 436852 353638 1.14% ©.474%
12 11.792 1610 1616 1619 rBV 7436672 8624035 27.78% 11.548%
13 11.939 1637 1641 1645 rVV2 647441 795875 2.56% 1.066%
14 12.516 1726 1739 1741 rBV5 9334576 31049049 100.00% 41.576%
15 12.592 1748 1752 1755 rVB 5714240 4986973 16.06% 6.678%

16 12.627 1755 1758 1759 rBV 1579208 1456208 4.69% 1.950%
17 12.657 1759 1763 1772 rVV2 2839419 6254793 20.14% 8.375%
18 12.863 1793 1798 1804 rVB 846970 1358191 4.37% 1.819%
19 12.998 1817 1821 1824 rVV 2122806 1832261 5.90% 2.453%
20 13.180 1847 1852 1855 rBV 228880 450182 1.45% 0.603%
21 13.227 1858 1860 1862 rVV2 409717 335142 1.08% 0.449%
22 13.304 1868 1873 1878 rVB2 722291 774227 2.49% 1.937%
23 13.416 1889 1892 1897 rVB 348113 326084 1.05% 0.437%
24 13.739 1943 1947 1952 rVB3 265152 392639 1.26% 0.526%
25 13.968 1983 1986 1992 rBvV2 705741 707242 2.28% 0.947%
26 14.051 1996 2000 2003 rVV2 809313 1243114 4.00% 1.665%
27 14.080 2003 2005 2012 rVB 657322 672886 2.17% 0.901%
28 15.110 2176 2180 2183 rBV 452950 664643 2.14% 0.890%
29 15.415 2229 2232 2239 rVB 266578 352806 1.14% 0.472%
30 15.486 2239 2244 2248 rVB 382318 503499 1.62% 0.674%
Sum of corrected areas: 74679753
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 May 2022 22:53
¢ CG\JU
. N2900-01

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
BF128327.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.798 10.61 ng 320635 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 9-methylheptadecane 254 C18H38 026741-18-4 86
5 Decane, 5-propyl- 184 C13H28 017312-62-8 81

Abundance Scan 1447 (10.798 min): BF128327.D\data.ms (-1444) (-, m/z 57.10 100.00%
57.1

—— —
h 99.1 1410 10.50 11.00
ol b by 9E0 1900 2402 331 n,; 43,10 73.08%
miz--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 T —
10.50 11.00
m/z 71.10 61.92%
‘ 990 141.0 240.0
L\5'\Q‘\ ‘\“‘“\ ‘!‘ \“‘\ H“ \“\“\ i‘ .“\ ]‘\-8\‘3;0‘ T T }.‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
T —
10.50 11.00
5000 m/z 85.10 39.31%
‘ 99.0
41.0
150, | |11 30 1830 2250 290
m/z--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- T T
57.0 10.50 11.00
m/z 41.10 37.31%
5000
| ‘ 93'0‘ 15‘5.0 22‘5.0
1l bl L ,
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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.792 285.20 ng 8624040 Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 276 C17H3402 000112-39-0 96

2 Pentadecanoic ac
3 Tridecanoic acid
4 Pentadecanoic ac

id, 14-methyl-, ... 270 C17H3402
, methyl ester 228 (C14H2802
id, methyl ester 256 C16H3202

5 Methyl 11-methyl-dodecanoate

228

C14H2802

005129-60-2 96
001731-88-0 93
007132-64-1 86
1000336-45-1 80

Abundance Scan 1616 (11.792 min): BF128327.D\data.ms (-1610) (- m/z 74.05 100.00%

74.0
5000
43.1
143.0 227.2 1150 12100
a0 e T2 e s e
owwwwu WA | AT w2 s7.es 73.24%
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  34.92%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—— e
11.50 12.00
5000 43.0 m/z 55.05 29.25%
‘ M‘ || 1120130 1850 2270 270c
HwH‘wHH,HH_‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester — T
74.0 11.50 12.00
m/z 41.10 27.60%
5000
43.0 143.0
185.0
S 1 O . NN Y | I
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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.939 26.33 ng 795875  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 53

Abundance Scan 1641 (11.939 min): BF128327.D\data.ms (-1637) (- m/z 73.10 100.00%

43.1 73.1
5000
129.1 192.1
==
‘ 1200
el m/z 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0
1200
91.0 157.0 195 02130 256.0 m/z 60.00  89.46%
‘HH“}‘HH!H\M;\‘H\L\‘}‘h‘“\\‘”“\‘1“\‘\\‘\H\‘H‘H‘\‘\H‘\H‘\‘HH‘\H!‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
3.0 -
43. 12 00
5000 76.75%
129.0
185.0 228.0
Lo e ||
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0 12 00
43.0 m/z 76.64%
5000 129.0
171.0
‘ 214.0
Py
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.516 1027.14 ng 31049000 Phenanthrene-d1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98

Abundance Scan 1739 (12.516 min): BF128327.D\data.ms (-1726) (- m/z 67.10 100.00%
67.1

09.1 Y :
263.1994.3 12.50
037 HHh\ M\\‘HM \h “l‘Sp‘Z 220? : - . m/z 81.05 83.84%
miz--> 50 100 150 200 250 300
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 —~74 ‘
12.50
29.0 09.0 m/z 55.10  75.66%
294.0
IIEALTIN \\‘ i 2080 2030770
miz--> 50 100 150 200 250 300
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
T \
12.50
5000 m/z 41.10 64.93%
09.0 294,
29.0 94.0
H 263.0
HHM\M\HMH\ i \\‘1‘3‘1‘0 200 | |
m/z--> 50 100 150 200 250 300
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate = ‘
67.0 12.50
m/z 95.10  54.43%
5000
09.0 294.0
262.0
o ‘\‘HL ol uh ‘M\‘Hu‘ M “‘1‘&‘09 2200 2089 | I
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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Fluoranthene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.180 7.24 ng 450182  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 89
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 68
Abundance Scan 1852 (13.180 min): BF128327.D\data.ms (-1847) (-, m/z 216.10 100.00%
216.1
o MUML
e 13.00 1350
292.3 ‘ : :
ol \‘h‘“H\“"H“l@E‘i,‘O%G‘ﬁ'l‘ I M\ ?5‘6;1‘ 3395 m/z 215.10  87.53%
miz-> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 —r= ~
13.00 13.50
m/z 213.10  24.04%
108.0
27.0 qu L \“ 1630 Ll
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
— —
13.00 13.50
5000 m/z 217.10  17.87%
108.0
b L \“ 1630 il ulll
e B e o A e e e
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- T —
216.0 13.00 13.50
m/z 93.10 17.68%
5000
95.0
140 500 || 1630 |
e —— ——
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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 11-Eicosenoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.227 5.39 ng 335142  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 87
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 83
3 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 76
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 70
5 n-Propyl 1l-eicosenoate 352 C23H4402 1010336-75-3 68

Abundance Scan 1860 (13.227 min): BF128327.D\data.ms (-1858) (-]

m/z 55.10 100.00%

558.1
97.1
5000
220.1
292.3 SR SR
38.0 ‘ 13.00 13.50
oL— ‘ ‘m \h“‘\‘\ L ‘\‘“\HM \‘\h %u?\sw'}h\‘m w\‘wh s u‘ e ““ ‘3‘3‘0-‘2’ : m/z 69.10 59.74%
m/z--> 50 100 150 200 250 300 350
Abundance #229554: 11-Eicosenoic acid, methyl ester
41.0
3.0
5000 — —
13.00 13.50
202.0 m/z 41.10 53.43%
250.0
\\\“‘HM ‘H “\H\H“\‘m\‘ﬂ‘-\\0\\2‘08\\0\\‘\\\\“\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #229560: cis-13-Eicosenoic acid, methyl ester
55.0
—— —
13.00 13.50
5000 m/z 83.10 53.04%
292.0
e _mmomn |
T ‘\ H‘\\ HH \“HM‘ Mh‘ H\‘u‘ iy “ P J} e
miz--> 50 100 150 200 250 300 350
Abundance #229545: cis-Methyl 11-eicosenoate —— T
55.0 13.00 13.50
m/z 97.10  52.23%
97.0
5000
292.0
37.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : 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 7 Eicosanoic acid, methyl ester  Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.304 12.46 ng 774227  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97

2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 97
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 91
5 Methyl stearate 298 C19H3802 000112-61-8 91

Abundance Scan 1873 (13.304 min): BF128327.D\data.ms (-1868) (-]

m/z 74.10 100.00%

74.1
5000
143.1 T ‘ \‘Aﬁ“*
a0l “ “ i ‘ 1851 2072 2833 g 13.00 13.50
el b TR b S m/z 87.85 76.63%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 = R
13.00 13.50
143.0 326.C m/z 43.10 44.42%
' 283.0 '
T q ‘H\ ‘\‘ ‘M M 1= ‘\ I \;\9?9\‘2\4\10\ T \‘ \“‘ -
miz--> 100 150 200 250 300
Abundance #179165.Hexadecandcacm,154nemyL,meﬂwleﬁer
74.0
P P
13.00 13.50
5000 ITI/Z 55.10 32.97%
143.0 284.0
29.(1 ‘ ‘ 1850 241.0
S0 ) VY VN N S
miz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester — —
74.0 13.00 13.50
m/z 41.10 27.79%
- MM\
143.0
Jﬂ M‘M\\ | 180 2410 2639
1 I |
— “““ e P P
mlz--> 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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.416 5.25 ng 326084 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 62
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58
4 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 52
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 50

Abundance Scan 1892 (13.416 min): BF128327.D\data.ms (-1889) (1 m/z 216.10 100.00%

216.1
55.1
5000
990 1371 L
soh 13.50
2191 8284 - n; 015.10  75.70%
m/z--> 50 100 150 200 250 300
Abundance #94569: Pyrene, 1-methyl-
216.0
5000 LU
13.50
m/z 55.10 66.17%
108. ‘
Tt ’6?,-\0\ \H““\ T \:‘LG\STO\M‘{ f \h“\ L B B
m/z--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
——
13.50
5000 m/z 95.00 29.16%
108.0
570 I \“ 163.0 u ‘H
—
m/z--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzo[a]fluorene —
216.0 13.50
m/z 41.10  25.85%
5000
108.0
ol wey | -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 4-[(E)-5-Hydroxy-3-methylpe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.739 6.32 ng 392639 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(E)-5-Hydroxy-3-methylpent-3-... 236 C15H2402 1083195-46-3 56
2 N-Isobutyl-(2E,4E,8Z,10Z)-dodeca... 247 C1l6H25NO 077448-63-6 30
3 Undec-10-ynoic acid 182 C11H1802 002777-65-3 25
4 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 20
5 Adamantane, 2-hydroperoxy-2-(2-o... 210 C12H1803 1000142-35-4 14
Abundance Scan 1947 (13.739 min): BF128327.D\data.ms (-1943) (- m/z 81.10 100.00%
81.1
151.1
5000
41.1
—— —
236.1 308.2 13.50 14.00
2.1 355.:! 0
m/z 151.05 77.22%
mlz--> 50 100 150 200 250 300 350
Abundance #118701: 4-[(E)-5-Hydroxy-3-methylpent-3-enyl]-3,5,5-trir
151.0
95.0
5000 —r— —
410 13.50 14.00
m/z 95.10 71.91%
“‘“L ‘\‘H‘\“H‘\ “‘ f }2\0“3\0\ L
miz--> 50 100 150 200 250 300 350
Abundance #132111: N-Isobutyl-(2E,4E,8Z,10Z)-dodecatetraenamide
81.0
—— —
13.50 14.00
5000 167.0 m/z 67.10 49,32%
41.0 ]TZS'O
bl Ly | sgze
miz--> 50 100 150 200 250 300 350
Abundance #56594: Undec-10-ynoic acid T 7
81.0 13.50 14.00
m/z 55.10 37.59%
5000, 41.0
122.0
LT PN PNt S
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\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : 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 10 Docosanoic acid, methyl ester  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.969 11.38 ng 707242  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
5 Octadecanoic acid, 17-methyl-, m... 312 C20H4002 055124-97-5 90

Abundance Scan 1986 (13.968 min): BF128327.D\data.ms (-1983) (-  m/z 74.05 100.00%
74.0

5000
143.1 — el
234.1 3113 14.00
185 3544
[ — d““u““ bk ““ 84 2r2lT TSNy 87.05  75.59%
mlz--> 50 100 150 200 250 300 350
Abundance #264179: Docosanoic acid, methyl ester
74.0
5000 T
14.00
143.0 354.0 m/z 43.10 46.47%
299 | [y, | om0 2smo =0
11 Y
\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #214954: Nonadecanoic acid, methyl ester
74.0
—r
14.00
5000 m/z 55.10  33.76%
312.0
18.0
% L“ H Ly 00 e w0 |
miz-> 100 150 200 250 300 350
Abundance #264191:Meﬂwl204neﬂwhhenehosanome —
74.0 14.00
m/z 57.10 29.00%
5000
143.0
311.0
‘ 199.0 255.0 ‘ ‘
SN ' O SO I I .
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.415 14.01 ng 352806  Perylene-d12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2232 (15.415 min): BF128327.D\data.ms (-2229) (-1 m/z 252.10 100.00%

252.1
5000
1
12“5-1 15.50
ob o SRt 2001 j 8450 4122 .7 259.10  30.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 LN
15.50
m/z 253.10 21.88%
125.0
740 || 2000, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
—
15.50
5000 m/z 125.10 13.22%
126.0
74.0 | ‘ﬂ 2000, |
— e
miz--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene —
252.0 15.50
m/z 251.10 9.31%
5000
126.0
7.0 74.0 | ‘H 198.0, |
L B e T R A e A ——
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51822\
Data File : BF128327.D

Acqg On : 18 May 2022 22:53
Operator : CG\JU

Sample : N2900-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Heptadecane 10.798 10.6 ng 320635 4 11.398 604574 20.0
Hexadecanoic ac... 11.792 285.3 ng 8624040 4 11.398 604574 20.0
n-Hexadecanoic ... 11.939 26.3 ng 795875 4 11.398 604574 20.0
9,12-Octadecadi... 12.516 1027.1 ng 31049000 4 11.398 604574 20.0
Fluoranthene, 2... 13.180 7.2 ng 450182 5 14.057 1243110 20.0
11-Eicosenoic a... 13.227 5.4 ng 335142 5 14.057 1243110 20.0
Eicosanoic acid... 13.304 12.5 ng 774227 5 14.057 1243110 20.0
Pyrene, 1-methyl-  13.416 5.3 ng 326084 5 14.057 1243110 20.0
4-[(E)-5-Hydrox... 13.739 6.3 ng 392639 5 14.057 1243110 20.0
Docosanoic acid... 13.969 11.4 ng 707242 5 14.057 1243110 20.0
Benzo[e]pyrene 15.415 14.0 ng 352806 6 15.545 503499 20.0
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