LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc :

ALS Vvial : 17 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@38769.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.993 299 307 319 rVB 278625 391647 12.71%  1.851%
2 5.469 380 388 399 rBvV 888587 1253593 40.69% 5.924%
3 7.093 657 664 675 rBV 853977 1301169 42.23% 6.149%
4 7.910 797 803 810 rBV 256737 402151 13.05% 1.901%
5 9.092 997 1004 1014 rBV 515857 813957 26.42% 3.847%

6 10.728 1275 1282 1290 rBV 326979 545004 17.69%
7 13.186 1693 1700 1767 rBV 1616731 2186604 70.97% 10.
8 14.557 1927 1933 1940 rBV 511794 755637 24.53%
9 15.921 2158 2165 2173 rVB 31558 51387 1.67%
10 16.051 2181 2187 2199 rBV 1391649 1803412 58.54%
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11 17.304 2394 2400 2404 rBV 630496 855495 27.77%
12 17.345 2404 2407 2413 rVB 259791 331713 10.77%
13 17.433 2414 2422 2428 rBV 64120 104207 3.38%
14 17.715 2462 2470 2478 rBV2 19408 39736  1.29%
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15 18.192 2543 2551 2554 rBV2 211470 322305 10.46% 523%
16 18.227 2554 2557 2564 rVV 70897 114510 3.72% 0.541%
17 18.309 2567 2571 2576 rW 26712 45803 1.49% 0.216%
18 18.374 2576 2582 2586 rVv3 78268 141216 4.58% ©.667%
19 18.409 2586 2588 2593 rVB2 29252 37532 1.22% 0.177%
20 18.680 2629 2634 2638 rBV 33500 50477 1.64% 0.239%
21 18.727 2638 2642 2648 rVB2 29836 44727 1.45% 0.211%
22 19.092 2700 2704 2708 rBV3 28775 49654 1.61% ©.235%
23 19.239 2724 2729 2734 rBV3 26442 55889 1.81% 0.264%
24 19.356 2744 2749 2756 rVB 786505 1013626 32.90%  4.790%
25 19.462 2763 2767 2772 rBV3 89297 125104 4.06% ©.591%
26 19.692 2801 2806 2808 rBv2 134780 217935 7.07% 1.030%
27 19.721 2808 2811 2818 rVV 690500 854974 27.75% 4.041%
28 19.792 2820 2823 2828 rVB2 35653 48966 1.59% 0.231%
29 19.921 2839 2845 2850 rBV 2895213 3080903 100.00% 14.560%
30 20.039 2861 2865 2873 rBV5 35866 93796 3.04% 0.443%

31 20.215 2892 2895 2900 rVB2 106295 132776 4
32 20.315 2908 2912 2915 rBV 75768 94334 3
33 21.168 3054 3057 3061 rBv2 185160 244590  7.94%
34 21.480 3103 3110 3113 rBV2 719376 1345051 43.
35 21.515 3113 3116 3122 rVB 346839 428419 13
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36 23.139 3388 3392 3405 rVB2 275675 817872 26.55% 3.865%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acqg On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vvial : 17 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 M\Methods\8270-BM020123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.762 3494 3498 3504 rVB 228944 374210 12.15% 1.768%
38 23.868 3511 3516 3521 rVB 331752 589478 19.13% 2.786%

Sum of corrected areas: 21159859
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM038769.D\data.ms
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Abundance TIC: BM038769.D\data.ms

19.921
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Abundance TIC: BM038769.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.993 19.48 ng 391647 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 40
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 307 (4.993 min): BM038769.D\data.ms (-299) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
s R B
4.60 4.80 5.00 5.20 5.40
L \‘ 830 9
-y m/z 59.10 64.15%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR R LR R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00  32.02%
0 27\\\ Ll il 830 tol.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R A RAREREEEE
4.60 4.80 5.00 5.20 5.40
m/z 58.00 15.87%
5000 101.0
59.0
27'? ‘ 84.0
0‘H“:_‘UH‘{‘M“1‘1”“““!”““”“HH‘H
miz--> 20 40 60 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 9.15%

5000 41.0

126.0
O\M‘M\\\‘u\lzo AR R A

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.192 7.53 ng 322305 Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2551 (18.192 min): BM038769.D\data.ms (-2543) (- | m/z 73.00 100.00%
73

3.0
43.0
5000 129.0
213.1

s
“m ‘ ‘170-9“ ‘ 256.1 18.00 18.50
Al ] R P m/z 60.00 79.66%

ob— W‘MMH

miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T T
129.0 18.00 18.50
213.0 m/z 43.05 70.00%
RV i
O — “\ H‘HH H“‘ - \\h“\ M‘H} ‘\\ ‘ “ “ “‘m‘ - \‘ - “ —
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 PP e
18.00 18.50
5000 129.0 m/z 41.60 57.89%
185.0
M 228.0
ob— \“ H\“H‘M‘ i gl uh\‘\‘ ;M‘W “ A \“ At “‘ —
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid P —
43.0 73.0 18.00 18.50
m/z 55.00 57.71%
5000 129.0
‘ 199.0 2420
ob— L‘ H\“H‘n h“ “\m‘ uhu\ M‘ ul “‘ ‘1‘61‘- ;“ ‘i s “‘ — SR e
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34

Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.227 2.68 ng 114510  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81

Abundance Scan 2557 (18.227 min): BM038769.D\data.ms (-2554) (- m/z 192.00 100.00%
192.0
5000 AAJUUKA
, ) 18.00 18.50
0+ : : = m/z 191.0 62.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1800 1850
m/z 189.0 34.47%
4270 630 1" 1260 1630 |
’HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67020: Anthracene, 9-methyl-
192.0
=
1800 1850
5000 m/z 189.95 17.23%
96.0
B T O N R RRRRERTRARRAEN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl- — AA
192.0 18.00 1850
m/z 193.00 15.69%
5000
(270 630 960 1560 1630 |
R B AR ARRARRARES BN Ea o — ——
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.374 3.30 ng 141216  Phenanthrene-di0 17.304
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 56
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
5 Megastigmatrienone 190 C13H180 038818-55-2 22

Abundance Scan 2582 (18.374 min): BM038769.D\data.ms (-2576) (- | m/z 190.00 100.00%
190.0
5000 J
T 63.0 18.00 18.50
1
63.0 139.1
o"‘“3‘9‘9""u"um“"‘me‘w“;‘wu L2300 h/7 189,00  94.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000
1800 1850
95.0 m/z 190.95 32.89%
|30 63.0 “‘ 137.0 1630
\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘ \\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
1800 1850
5000 ITI/Z 192.00 30.71%
94.0
‘ 163.0
o""",""""‘“"“""""‘H_HW‘HH_MH_HW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64996: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydrg
190.0 1800 1850
m/z 187.00 23.40%
5000
0 RN R I
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acq On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.168 3.64 ng 244590  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 92
2 Nonacos-1-ene 406 C29H58 018835-35-3 90
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
4 Heptacos-1-ene 378 C27H54 015306-27-1 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90

Abundance Scan 3057 (21.168 min): BM038769.D\data.ms (-3054) (- | m/z 57.05 100.00%

57.0
228.0
5000 111
I ‘Hl m\“ ‘i \\ \‘\ M it U\ 282.0 343.1 415.

—
21.00 21.50
J Mg P S92 m/z 83.18 95.45%

m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0

5000

o

T
11.0 21.00 21.50
m/z 55.10 92.05%

10 2240
\‘\{‘ \\]\ ‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0

o

2£00 2£50
5000 11.0 m/z 69.10 88.89%
OM “‘\‘1‘??9?,199‘_M,W_Hﬁ‘?‘?? WJ\JW
m/z--> 50 100 150 200 250 300 350 400
Abundance #138490: E-15-Heptadecenal P o
43.0 21.00 21.50

m/z 43.00 86.68%

7.0
5000
2.0

h \‘ ‘% H 0 1960 25\
oA LL NN e —

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM021623\
Data File : BM@38769.D

Acqg On : 16 Feb 2023 22:34
Operator : CG/JU

Sample : 01552-15

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM020123.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-... 4.993 19.5 ng 391647 1 7.916 402151 20.0
n-Hexadecanoic ... 18.192 7.5 ng 322305 4 17.304 855495 20.0
Phenanthrene, 2... 18.227 2.7 ng 114510 4 17.304 855495 20.0
4H-Cyclopenta[d... 18.374 3.3 ng 141216 4 17.304 855495 20.0
Cyclohexadecane 21.168 3.6 ng 244590 5 21.480 1345050 20.0
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