LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127474.D

Acqg On : 23 Mar 2022 12:10
Operator : CG\JU

Sample : N2031-08

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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127474.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.946 105 111 121 rVB 30214 49843 1.61% ©0.303%
2 5.075 471 474 483 rBV 37983 46024 1.49% 0.280%
3 5.469 538 541 559 rBV 1365215 1355096 43.78%  8.241%
4 6.481 710 713 724 rBV 811953 860090 27.79% 5.231%
5 6.845 772 775 781 rVB 631531 502948 16.25% 3.059%

6 7.416 867 872 875 rBV 2021918 1916424 61.92% 11.655%
7 8.128 989 993 1000 rBV 787745 648478 20.95%  3.944%
8 9.204 1171 1176 1179 rBV 3547283 3095102 100.00% 18.823%
9 9.269 1185 1187 1193 rVB 43274 34220 1.11% ©0.208%

9.886 1288 1292 1295 rBV 819448 735638 23.77% 4.474%

11 10.680 1422 1427 1430 rBV 2191848 1952580 63.09% 11.875%
12 11.374 1541 1545 1554 rBV 943574 756042 24.43%  4.598%
13 11.751 1606 1609 1614 rVB 179723 135454  4.38%  0.824%
14 12.457 1723 1729 1736 rVB 128324 115830 3.74%  ©.704%
15 12.963 1810 1815 1818 rBV 3246834 2936938 94.89% 17.862%

16 14.021 1992 1995 2000 rBV 549586 492181 15.90%
17 14.586 2084 2091 2105 rBv4 72900 201527 6.51%
18 15.057 2166 2171 2184 rBV 44664 110675 3.58%
19 15.504 2242 2247 2256 rVB 386394 497718 16.08%
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Sum of corrected areas: 16442808
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 23 Mar 2022 12:10
¢ CG\JU
: N2@31-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032322\
BF127474.D

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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\BF@32322\
Data File : BF127474.D

Acqg On : 23 Mar 2022 12:10

Operator : CG\JU

Sample : N2031-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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 1 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.751 3.58 ng 135454  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1609 (11.751 min): BF127474.D\data.ms (-1606) (1 m/z 74.00 100.00%
74.0
50001 430
P e
143.2 227.2 11.50 12.00
|} 41150 1851 “°[° 2701 ,
O bt bbb e by m/z 87.180 72.65%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000 43.0 AU U
11.50 12.00
m/z 43.05 40.63%
143.0
0 H\‘\\\\‘\\\\H‘H“\“\“HH“‘HH‘H‘H“\\H’\\%‘8?\(\)“\\\\2‘2\\8\\(‘)\\\\‘\\\\’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
P =
11.50 12.00
5000 m/z 55.05 33.34%
43.0
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester s s
74.0 11.50 12.00
m/z 41.05 30.10%
5000 43.0
HWHH‘HHM‘HMH‘_HW‘HWH‘WHH‘HHM‘H_H‘_HW‘HW Py P
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\BF@32322\
Data File : BF127474.D

Acqg On : 23 Mar 2022 12:10
Operator : CG\JU

Sample : N2031-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 9-Hexadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.457 3.06 ng 115830  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 91
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 90
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87

Abundance Scan 1729 (12.457 min): BF127474.D\data.ms (-1723) (-] m/z 55.05 100.00%

55.0
5000
97.0
T
138.2 1802 2223 2653 12.50
0 PO VD NN m/z 41.85 68.00%
miz--> 50 100 150 200 250
Abundance  #158445: 9-Hexadecenoic acid, methyl ester, (Z)-
55.0
5000 oLl
12.50
8/ m/z 69.05  55.05%
[ L m— ‘d ‘M h 11'“1]T I \“ _— ‘\\ — ‘H‘ T
m/z--> 0 100 150 200 250
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
12.50
5000 m/z 43.00 51.62%
87.0
264.0
1 1800 2220 | 05
ol :
m/z--> 50 100 150 200 250
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester ——
55.0 12.50
m/z 74.00 42.06%
5000
97.0
UL g gmmo 1m0 2220 2005 |
ok ‘W\“ L ol eyl iy “‘M = siv.e ‘/
Mz 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127474.D

Acqg On : 23 Mar 2022 12:10
Operator : CG\JU

Sample : N2031-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Benzo[b]triphenylene

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.586 8.19 ng 201527  Chrysene-di12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]triphenylene 278 C22H14 000215-58-7 98
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 92
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 92
4 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 78
5 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 74

Abundance Scan 2091 (14.586 min): BF127474.D\data.ms (-2084) (-,
278.1
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138.0
ol 430 749 1051, \H 2071 2501 |
P Py e e e e
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
BF127474.D

: 23 Mar 2022 12:10

: CG\JU

: N2031-08

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Dibenzo[def,mno]chrysene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.057 4.45 ng 110675 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 94
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 93
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 91
4 Phenol, 2-(4-chlorophenyliminome... 276 C13H9CIN203 1000262-90-3 53

5 Oxazolo[5',4':4,5]pyrido[2,3-d]p... 276 C12H12N404

349496-92-0 47

Abundance Scan 2171 (15.057 min): BF127474.D\data.ms (- 2166) ) m/z 276.10 100.00%
2
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32322\
Data File : BF127474.D

Acqg On : 23 Mar 2022 12:10
Operator : CG\JU

Sample : N2031-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Tridecanoic aci... 11.751 3.6 ng 135454 4 11.374 756042 20.0
9-Hexadecenoic ... 12.457 3.1 ng 115830 4 11.374 756042 20.0
Benzo[b]triphen... 14.586 8.2 ng 201527 5 14.021 492181 20.0
Dibenzo[def,mno... 15.057 4.5 ng 110675 6 15.504 497718 20.0
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