LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acqg On : 24 Feb 2021 19:22 Instrument :
Operator : CG/JU BNA_M

Sample : M1l460-01 ClientSampleld :
Misc : HD-01-022221

ALS Vvial : 11 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28886.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.357 397 403 413 rBB 206027 290305 39.16% 5.919%
2 6.993 674 681 692 rBB 200290 318312 42.94% 6.490%
3 7.804 813 819 825 rBB 52222 77895 10.51% 1.588%
4 8.981 1012 1019 1028 rBB 121548 193942 26.16%  3.954%
5 10.604 1289 1295 1302 rVB 75062 119205 16.08% 2.431%
6 13.080 1710 1716 1723 rBB 319742 442728 59.72% 9.027%
7 13.927 1854 1860 1864 rBB2 5616 7742 1.04% 0.158%
8 14.351 1923 1932 1936 rVB2 7032 13078 1.76% 0.267%
9 14.463 1946 1951 1957 rVB 119978 169865 22.91% 3.463%
10 15.304 2090 2094 2098 rVB 6148 7935 1.07% 0.162%
11 15.957 2200 2205 2211 rBV 277314 376767 50.82% 7.682%
12 16.163 2235 2240 2248 rBV2 6679 10851 1.46% 0.221%
13 16.951 2368 2374 2378 rBV3 6247 7854 1.06% 0.160%
14 17.209 2412 2418 2422 rBV 152371 213384 28.78%  4.351%
15 17.251 2422 2425 2430 rVWV 43076 53651 7.24% 1.094%
16 17.339 2433 2440 2445 rVB 13135 18139 2.45% 0.370%
17 17.868 2525 2530 2535 rVB 38850 43133 5.82% 0.879%
18 18.092 2561 2568 2571 rBV2 18174 30859 4.16% 0.629%
19 18.127 2571 2574 2578 rVB 10496 13736 1.85% 0.280%
20 18.274 2593 2599 2603 rBV3 14602 25820 3.48% 0.526%
21 18.580 2646 2651 2655 rVB 5194 7761 1.05% 0©.158%
22 18.839 2689 2695 2699 rBV 11678 16895 2.28% 0.344%
23 19.009 2718 2724 2726 rBV 122943 152817 20.61% 3.116%
24 19.039 2726 2729 2740 rVB2 105276 140718 18.98%  2.869%
25 19.174 2748 2752 2755 rVB2 15194 17965 2.42% 0.366%
26 19.256 2758 2766 2771 rBV 140456 186044 25.09% 3.793%
27 19.592 2818 2823 2824 rBV3 26190 33126 4.47% 0.675%
28 19.621 2824 2828 2836 rVB 118898 158010 21.31%  3.222%
29 19.692 2836 2840 2845 rBV2 5416 8530 1.15% 0.174%
30 19.821 2854 2862 2867 rBV 607213 741359 100.00% 15.116%
31 19.939 2878 2882 2883 rBV 6445 8264 1.11% ©0.168%
32 20.115 2901 2912 2917 rBV 27593 52679 7.11% 1.074%
33 20.209 2924 2928 2932 rBV 20597 25186 3.40% 0.514%
34 20.268 2933 2938 2942 rVW3 11354 18782 2.53% 0.383%
35 20.409 2959 2962 2966 rBvV2 5948 8554 1.15% 0.174%
36 20.450 2966 2969 2973 rw 6059 8647 1.17% 0.176%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acqg On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS Vvial : 11 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.609 2993 2996 3001 rBV3 7393 8940 1.21% 0.182%
38 20.856 3036 3038 3044 rvB2 6504 7489 1.01% 0.153%
39 21.021 3062 3066 3068 rBV 13059 16677 2.25% 0.340%
40 21.074 3070 3075 3079 rVV2 36607 53582 7.23% 1.093%
41 21.368 3118 3125 3129 rBV2 215380 356032 48.02% 7.259%
42 21.403 3129 3131 3136 rVB 66403 73547 9.92% 1.500%
43 22.921 3385 3389 3394 rBV 39074 78670 10.61% 1.604%
44 23.391 3466 3469 3474 rVB 20169 29575 3.99% 0.603%
45 23.486 3481 3485 3492 rVB 39415 70060 9.45% 1.428%

46 23.586 3496 3502 3507 rBV2 105001 189417 25.55% 3.862%

Sum of corrected areas: 4904527

8270-BM022321.M Thu Feb 25 16:15:44 2021 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM028886.D\data.ms
600000

500000
400000

300000

5.357
200000 6.993

8.981

100000 10.604
7.804

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM028886.D\data.ms
600000 19.821

500000
400000
13.080

300000 15.957

200000

17.209 25
14.463 ]1%%{% 9.9.62]

100000
17251

17.868
0 13.92714.3 15.304 6.163  16.9511].339 j\ﬁ%;%&@%.s@a-% 9650
e e et A N P = L

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM028886.D\data.ms
600000

500000

400000

300000

21.368

200000

100000

0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM@28886.D

Acq On : 24 Feb 2021 19:22

Operator : CG/JU

Sample : M1460-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.868  4.0ang 43133 Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 Cl7H3402 000112-39-0 98

2 Pentadecanoic acid, 14-methyl-, 270 C17H3402 005129-60-2 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80

Abundance Scan 2530 (17.868 min): BM028886.D\data.ms (-2525) (-

m/z 74.00 100.00%

74.0
50001 430
143.1 — —
227.2
h “‘ ‘109 ‘ 171.1199.1 270.1 17.50 18.00
O bl M b L S L m/z 87.00 0 77.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — ——4
43.0 17.50 18.00
143.0 m/z 43.05  41.12%
0 ‘u \“ ‘\‘ A \\115 O\ 17\1 0\199 0221.0 279(
H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
P e
17.50 18.00
5000 43.0 m/z 55.10 35.76%
o ‘ M‘ \MH 110 130 1850 2270 2700
HW‘HW‘HW‘H"HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107593: Pentadecanoic acid, methyl ester i M
74.0 17.50 18.00
m/z 41.10 31.95%
5000
43.0
‘ 143.0
213.0 256.0
m/z--> 20 40 60 80 100120140160180200220240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM@28886.D

Acq On : 24 Feb 2021 19:22

Operator : CG/JU

Sample : M1460-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownl8.092 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.092 2.89 ng 30859  Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 43
2 Dodecanoic acid 200 C12H2402 000143-07-7 38
3 n-Decanoic acid 172 C10H2002 000334-48-5 38

4 .alpha.-D-Glucopyranose, 4-0-.be... 342

5 Maltose

342

C12H22011
C12H22011

014641-93-1 38
000069-79-4 37

Abundance Scan 2568 (18.092 min): BM028886.D\data.ms (-2561) (- m/z 73.10 100.00%

430 731
5000 29 1920
129.1 .
97.1 i i !
LA AL i
oberereedl L LT L L w2 a3.es ss.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
5000 —— |
18.00
29.0 85.0 129.0 m/z 60.00  80.99%
| ALy o] Jaspo 20
O\\\‘\i\\“‘\‘\\”!‘\w\‘\“l\\\H“\\\\‘“‘W\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
T \
18.00
m/z 41.00 79.52%
5000 129.0 /
29.0 85.0 157.0
L
0 H“W‘WUM‘ "“MJWHW;_‘MML‘H“A“H“L“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid i
60.0 18.00
m/z 57.00 74.94%
5000 29.0 1290
87.0
WAL
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.274 2.42 ng 25820  Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 Methyl diselenide 190 C2H6Se2 007101-31-7 49
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 33
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 2599 (18.274 min): BM028886.D\data.ms (-2593) (-  m/z 190.10 100.00%
190.1
5000
94.4 — Ml
63.0 163.0 18.00 18.50
Y s I N T m/z 189.00  97.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
5000 w/\/\(\”_
840 18.00 18.50
’ m/z 191.00 34.69%
o 390 630 | | 1150137.0 1630
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53209: Methyl diselenide
93.0 190.0 A
AT — i
18.00 18.50
5000 m/z 192.10 34.17%
‘ 160.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole) —
190.0 18.00 18.50
42.0
m/z 187.00 20.86%
5000
0’ e ——
m/z--> 20 40 60 80 100 120 140 160 180 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.009 14.32 ng 152817 Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 94

Abundance Scan 2724 (19.009 min): BM028886.D\data.ms (-2718) (- m/z 67.10 100.00%
67.1

L

5000

263.1294 1 19 00
0 m/z 81.10 83.97%
miz--> 50 100 150 200 250
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000
19 00
29.0 09.0 .y m/z 55.85  75.24%
263.0 :
O‘\‘NL ) il Ww%3?9 200 - |
miz--> 100 150 200 250
Abundance #139708. 9,12-Octadecadienoic acid, methyl ester
67.0
19 00

o

29.0 09.0
294.(
L L. 2230 263077
m/z--> 50 100 150 200 250
Abundance #139734: 9 ienoic aci

15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0 19 00

m/z 95.10 54.08%
5000

ol ‘ h ‘\H‘H\‘ \}\ 18702200 26u30 ‘

miz--> 50 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.039 13.19 ng 140718 Phenanthrene-die 17.209
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 87

Abundance Scan 2729 (19.039 min): BM028886.D\data.ms (-2726) (- m/z 55.10 100.00%
55.1

%

5000
19.00
0 m/z 41.05 68.62%
miz--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 = ‘

19.00
m/z 69.10 52.50%

23.0
180.0 222.0 264.0
2‘5“0“‘\\ “ | u‘% H\‘H\\H‘MH\‘\\ all ks ‘1 e 1“ T ‘H‘ ‘2‘9\6‘0
miz--> 50 100 150 200 250 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55.0
Vil ; ‘

o

19.00
5000 ITI/Z 43.10 49,94%
87.0
264.0
L e o =m0 | g
oL b b AL i a o L 295
miz--> 50 100 150 200 250 300
Abundance #141292: 13-Octadecenoic acid, methyl ester —— ‘
55.0 19.00
m/z 74.00 47.40%
5000
87.0
264.0
L gzo, 00 220 | e
0b—— ‘\‘ ‘Mhmu\‘\‘\\H\‘Mh‘n - T ‘\\ S S ‘ A
m/z--> 50 100 150 200 250 300 19.00
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Data Path :

Data File : BM@28886.D

Acq On : 24 Feb 2021 19
Operator : CG/JU

Sample : M1460-01

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

122

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@022421\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 11H-Benzo[b]fluorene

R.T. EstConc
20.115 2.96 ng
Hit# of 5 Tentative ID

52679

Concentration Rank 6

Relative to ISTD R.T.

Chrysene-d12

1 11H-Benzo[b]fluorene

2 Pyrene, 1-methyl-

3 7H-Benzo[c]fluorene

4 11H-Benzo[a]fluorene

5 Fluoranthene, 2-methyl-

Abundance Scan 2912 (20.115 min): BM028886.D\d
2

216 C17H12
216 C17H12
216 C17H12
216 C17H12
216 C17H12

ata.ms (-2901) (-

000243-17-4 95
002381-21-7 90
000205-12-9 87
000238-84-6 87
033543-31-6 81

m/z 216.10 100.00%

16.
5000 AA
571 107.6
DT a0 1889 H 08¢ 20.00 20.50
ol bbbl e P2l T m/z 215.10 76.61%
miz-> 50 100 150 200 250
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 A/\ ‘ N\W”“
20.00 20.50
m/z 213.10  21.20%
0
0280 630 | 163.0 H‘
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74411: Pyrene, 1-methyl- /m A
216.0
o A O
20.00 20.50
5000 m/z 217.10 19.23%
95.0
0 \?79\‘6%9\ W‘W — \%§&p\¢ iw& T
miz--> 50 100 150 200 250 m M
Abundance #74417: TH-Benzo[c]fluorene T ‘ ‘m
216.0 20.00 20.50
m/z 107.60  12.52%
5000
108.0
oo i o
m/z--> 50 100 150 200 250 20.00 20.50

8270-BM022321.M Thu Feb 25 16:15:49 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.074 3.01 ng 53582 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 3075 (21.074 min): BM028886.D\data.ms (-3070) (- m/z 43.10 100.00%

43.1
07.0
5000
21.00 |
411 207.0 :
0““H‘N‘HW‘}WW‘M‘u“h%iﬁ%““?%ﬁq“““ m/z 57.10 98.43%
mlz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57
111.0
5000 — :
21.00
m/z 55.85 77.57%
ol 4LALLLS ‘h 11702100 26403080 3780
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
—r |
21.00
5000 ITI/Z 41.05 61.94%
ot
o”w Ul aezsso  aos
miz--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T ‘
57.0 21.00
m/z 83.05 61.84%
210.0
ol LLLLLL 3500 21002550 ase =
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acq On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.391 3.12 ng 29575 Perylene-di2 23.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 89
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
5 Perylene 252 C20H12 000198-55-0 76
Abundance Scan 3469 (23.391 min): BM028886.D\data.ms (-3466) (-  m/z 252.10 100.00%
25p.1
5000 A}\A
1250 207.0 2300 2350
55.0 401. . :
O b2 I 1650, b i, 358090 ) ase.e5  28.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzol[e]pyrene
252.0
5000
23.00 23.50
m/z 253.10 23.61%
125.0
090 830 4 | 2000, |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252.0
— —
23.00 23.50
5000 m/z 125.00 14.35%
126.0
ol 740 | 2000,
e e e e A e e
miz--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene T —
252.0 23.00 23.50
m/z 207.00 11.58%
APV ANAA Sl Ay
5000
126.0
039.0 830 ‘\\ 2000, |
A e e P e
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028886.D

Acqg On : 24 Feb 2021 19:22
Operator : CG/JU

Sample : M1460-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 17.868 4.0 ng 43133 4 17.209 213384 20.0
unknown18.092 18.092 2.9 ng 30859 4 17.209 213384 20.0
4H-Cyclopenta[d... 18.274 2.4 ng 25820 4 17.209 213384 20.0
9,12-Octadecadi... 19.009 14.3 ng 152817 4 17.209 213384 20.0
9-Octadecenoic ... 19.039 13.2 ng 140718 4 17.209 213384 20.0
11H-Benzo[b]flu... 20.115 3.0 ng 52679 5 21.368 356032 20.0
1-Heptacosanol 21.074 3.0 ng 53582 5 21.368 356032 20.0
Benzo[e]pyrene 23.391 3.1 ng 29575 6 23.586 189417 20.0
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