LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM052419\

Data File : BM020562.D

Aca On : 25 May 2019 03:56 Instrument :

Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol

3§mple © K2647-11 2X el
isc _

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM052419 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.240 378 383 399 rBV 418283 791811 26.79% 2.748%
2 6.840 648 655 673 rBV 391317 883644 29.90% 3.066%
3 7.187 708 714 729 rBV 480958 921800 31.19% 3.199%
4 7.657 788 794 808 rBV 223332 421609 14.27% 1.463%
5 7.975 841 848 865 rBV 407030 739722 25.03% 2.567%
6 8.834 987 994 1016 rBV 209658 521581 17.65% 1.810%
7 10.445 1262 1268 1279 rBV 296310 549752 18.60% 1.908%
8 12.927 1683 1690 1710 rBV 955173 1532463 51.85% 5.318%
9 13.774 1826 1834 1841 rBV 95966 158898 5.38% 0.551%
10 14.039 1873 1879 1889 rBvV 55683 99877 3.38% 0.347%
11 14.316 1919 1926 1934 rBV2 601237 950879 32.17% 3.300%
12 14.374 1934 1936 1944 rVB2 21961 37078 1.25% 0.129%
13 14.710 1987 1993 1998 rBV5 18065 34237 1.16% 0.119%
14 14.927 2025 2030 2036 rBv5 16541 31452 1.06% 0.109%
15 15.151 2062 2068 2072 rVvv3 24525 34213 1.16% 0.119%
16 15.368 2098 2105 2109 rBvV3 25072 47106 1.59% 0.163%
17 15.557 2129 2137 2139 rBvV6 11807 30526 1.03% 0.106%
18 15.815 2175 2181 2199 rVB 939353 1527917 51.70% 5.302%
19 16.015 2211 2215 2216 rBvV2 44255 52297 1.77% 0.181%
20 16.380 2269 2277 2280 rBV5 20315 50671 1.71% 0.176%
21 16.804 2345 2349 2354 rBV2 45749 66327 2.24% 0.230%
22 16.857 2354 2358 2360 rvv4 29562 43214 1.46% 0.150%
23 16.892 2361 2364 2371 rVB3 25489 43653 1.48% 0.151%

24 17.068 2387 2394 2398 rBV2 898964 1342595 45.43% 4._.659%
25 17.109 2398 2401 2410 rVvVv 377657 568791 19.25% 1.974%

26 17.204 2412 2417 2426 rBV 94747 177571 6.01% 0.616%
27 17.545 2471 2475 2478 rVB2 46964 54284 1.84% 0.188%
28 17.651 2489 2493 2497 rVB3 22998 36997 1.25% 0.128%
29 17.727 2501 2506 2513 rBV 368599 455035 15.40% 1.579%
30 17.945 2538 2543 2547 rBV 122665 221922 7.51% 0.770%

31 17.992 2547 2551 2557 rVvV 135819 219334 7.42% 0.761%
32 18.074 2561 2565 2570 rVVv2 50752 87520 2.96% 0.304%
33 18.139 2570 2576 2579 rVVv2 152044 293605 9.93% 1.019%
34 18.174 2580 2582 2589 rVB 82106 104445 3.53% 0.362%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM052419\

Data File : BM020562.D

Aca On : 25 May 2019 03:56 Instrument :

Operator : JU/SJ Eﬁgﬁgam|em-

agmp le © K2647-11 2X el
isc _

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.239 2589 2593 2598 rBV3 44598 68175 2.31% 0.237%
36 18.445 2624 2628 2634 rBV 44495 80387 2.72% 0.279%
37 18.503 2634 2638 2646 rVB3 47692 80437 2.72% 0.279%
38 18.692 2667 2670 2675 rVB2 31505 42184 1.43% 0.146%
39 18.745 2675 2679 2682 rBV 51548 70885 2.40% 0.246%
40 18.786 2682 2686 2689 rVB2 37196 45909 1.55% 0.159%

41 18.874 2694 2701 2704 rBV2 1199811 1621697 54.87% 5.627%
42 18.909 2704 2707 2719 rVB2 1474630 2086025 70.58% 7.239%
43 19.039 2719 2729 2736 rBV5 213280 437649 14.81% 1.519%
44 19.133 2740 2745 2751 rBV 1030327 1403045 47.47% 4 _869%
45 19.462 2797 2801 2803 rBV2 169634 240828 8.15% 0.836%

46 19.498 2803 2807 2815 rVV 967459 1431488 48.44% 4._.967%
47 19.568 2815 2819 2824 rVV 90498 133763 4_.53% 0.464%
48 19.698 2836 2841 2852 rBV 2295155 2955363 100.00% 10.255%
49 19.827 2857 2863 2871 rBV4 83867 259036 8.76% 0.899%
50 19.992 2889 2891 2896 rVB 194717 232238 7.86% 0.806%

51 20.092 2905 2908 2912 rBV 128547 156769 5.30% 0.544%
52 20.150 2914 2918 2922 rVV2 130960 204058 6.90% 0.708%
53 20.292 2939 2942 2946 rBV 99790 138463 4.69% 0.480%
54 21.262 3100 3107 3110 rBV2 1215005 2252722 76.22% 7.817%
55 21.297 3110 3113 3120 rVB 520998 684059 23.15% 2.374%

56 23.503 3483 3488 3493 rBV2 592432 1060099 35.87% 3.679%

Sum of corrected areas: 28818105
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020562.D
2500000

2000000
1500000
1000000

500000 5.24 684 0 7.97

I O S

L e R e e e e e R e i e e
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM020562.D
2500000 19,70
2000000
18.91
1500000
1000000 12.93 15.82
14.32
500000 1 529
19.8

13.744.04 16.02 166508
A .3714.714.9%5.1%5.3% .56 ;

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020562.D
2500000
2000000
21.26
23.50
1500000
21.30
1000000
500000
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 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\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.19 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.19 43.73 ng 921800 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 715 (7.192 min): BM020562.D (-708) (-) m/z 132.00 100.00%
5000 68 /\\‘
20 54 ? 6.80 7.00 7.20 7.40 7.60
0 & e o || m/z 68.10  51.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A S UL UL
6.80 7.00 7.20 7.40 7.60
70 m/z 66.10 35.55%
0"'|'“'|!J“I““'h'“"w'}%ﬁ"'|"“|"'w""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 34 .89%
104
14 27 39 51 GF T g9 | 115 M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 24 .19%
5000
15 28 39 52 O 77 90 104y |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

8270-BM052419.M Tue May 28 18:48:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Tridecanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.73 6.78 ng 455035 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 93
5 9-Octadecenoic acid, 12-(acetylo... 354 C21H3804 000140-03-4 91

Abundance Scan 2507 (17.733 min): BM020562.D (-2501) (-) m/z 74.00 100.00%
74
5000 K
i 143 =1 a0 1750 170 150
129 171185199513 | 241 270
0...,....,”....",.-J-'.. ':-!..l,'.l.l.l.,..'..,|...1?,7....,....,....,....','....,..l.., m/z 87.00 72.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75094: Tridecanoic acid, methyl ester
74
5000 43 L L B B R

17.40 17.60 17.80 18.00
m/z 55.05  23.55%

7
143
0 8 1151297 7157171185199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83693: Methyl tetradecanoate
4

17.40 17. 60 17.80 18.00

5000 43 m/z 43.05 20.12%
143
R Ak Bl e e e AR RARARRaREEES RE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100708: Hexadecanoic acid, methyl ester T T T T T
74 17. 40 17. 60 17. 80 1800

m/z 227.20 19.06%

5000

7
L TM 88 1151%9 ‘ 157171185199213227241 270
Rt REEL N NN S SN it AT R R ENESLA SHEAY S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00

29‘

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Anthracene, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.94 3.31 ng 221922 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 2542 (17.939 min): BM020562.D (-2538) (-) m/z 192.05 100.00%
192
5000
o 165 17160 17130 18,00 1620
43 63 139 . . . .
o 8L 115 210224 m/z 191.05 59.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50608: Anthracene, 9-methyl-
192
5000
17.60 17.80 18.00 18.20
m/z 189.05 29.39%
96 165
0 39 63 82 | 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50609: Anthracene, 1-methyl-
192
17.60 17.80 18.00 18.20 |
5000 m/z 190.10 17.99%
83
oL15 39 63 8 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50629: Phenanthrene, 1-methyl-
192 17.60 17.80 18.00 18.20
m/z 193.05 16.65%
5000
95 165
o 39 63 77 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.27 ng 219334 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 87
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 83
Abundance Scan 2551 (17.992 min): BM020562.D (-2547) (-) m/z 192.10 100.00%
192
5000
165 17.60 17.80 18.00 18.20 18.40
82
o 40 51 63 94 115126 139 152 207 221 m/z 191.05 59 500
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50618: Anthracene, 1-methyl-
192
5000

17.60 17.80 18.00 18.20 18.40
m/z 189.00 29.72%

165
| 27 39 51 63 74 g5 96 11516 139 152 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #50627: Phenanthrene, 2-methyl-
192
R e AR
17.60 17.80 18.00 18.20 18.40
5000 m/z 193.05 17.27%
94 165
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50608: Anthracene, 9-methyl- A e S
192 17.60 17.80 18.00 18.20 18.40
m/z 190.00 15.49%
5000
% 165
27 39 51 63 82 | 115126139 152 ~°176 ||
B I e e S R BRAE Ban
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.14 4_.37 ng 293605 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 47
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 40
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35
Abundance Scan 2576 (18.139 min): BM020562.D (-2570) (-) m/z 190.05 100.00%
1H0

5000

b

17.80 18.00 18.20 18.40
111125 150 204218
0 m/z 189.00 99.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
1

5000 L B e o e
17. 80 18. OO 18 20 18. 40

m/z 192 .05 45_.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

17.80 18.00 18.20 18.40
m/z 191.05  41.22%

95 165

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190 17.80 18.00 18.20 18.40
m/z 187.00 20.44%
5000
95 134 162
40 57 75 14 | 148
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 7-Hexadecyne Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.87 24.16 ng 1621700 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecvne 222 C16H30 074685-28-2 93
2 9.11-Octadecadienoic acid. methyv... 294 C19H3402 013038-47-6 92
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 87
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 87
5 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 87

Abundance Scan 2700 (18.868 min): BM020562.D (-2694) (-) m/z 67.10 100.00%

67

5000
191 LI L B e o R i
135150165 18.60 18.80 19.00 19.20
0 m/z 81.05 80.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71108: 7-Hexadecyne
67

5000 T T T T
18.60 18.80 19.00 19.20

m/z 95.10 48 .90%

165 193 218

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114396: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67
a1 SR T e T

18.60 18.80 19.00 19.20

5000 m/z 55.05 46 .01%

178 195 220 537

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114394: 9,12-Octadecadienoic acid, methyl ester, (E,E)- ST T T T
41 67 18.60 18.80 19.00 19.20

m/z 79.05 44 _82%

5000

178 195 220 237

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.91 31.07 ng 2086030 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 2707 (18.909 min): BM020562.D (-2704) (-) m/z 69.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 55.10  97.44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

74

-

5000 LA L L L L L LB L LB
18.60 18.80 19.00 19.20
111 m/z 74.05 79.15%
137 180

N 152 207722 246 8% 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115442: 12-Octadecenoic acid, methyl ester

55

18.60 18.80 19.00 19.20
m/z 83.10 71.57%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115444: 13-Octadecenoic acid, methyl ester e EAEAEEEEEE
55 18.60 18.80 19.00 19.20
m/z 41.10 64 .39%

N

5000

29 264

138153 180 507722 46

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20

279 296

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.04 6.52 ng 437649 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 81
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80
Abundance Scan 2729 (19.039 min): BM020562.D (-2719) (-) m/z 74.05 100.00%
74
5000
43
“ ﬁ» | 18.80 19.00 19.20 19.40
Ol bl m/z 87.10 74 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116664: Octadecanoic acid, methyl ester
74
5000 43
18.80 19.00 19.20 19.40
h o 143 199 255 208 m/z 43.10 23.87%
BN 0 ) O O P - AN+ o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92263: Pentadecanoic acid, methyl ester
74
'~ 18:80 19.00 19,20 19.40
5000 m/z 55.10 23.09%
143 256
213
o...,....,\...ﬁ?..h..,w.x.ﬁ?.l...l,?ﬁ. M, e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #46661: Decanoic acid, methyl ester e e S AERRa R
74 18.80 19.00 19.20 19.40
m/z 75.10 20.13%
43
5000
2 143
0 T ﬁ h mn 1(\)1116 ‘ \ 186
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.83 2.30 ng 259036 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 2864 (19.833 min): BM020562.D (-2857) (-) m/z 215.05 100.00%
215
5000
108 189 302 19.60 19.80 20.00 20.20
81 165
o AL 82 8L . 140 % | Ml 23872%9 284777319 355 | 777216.05  98.55%
m/z--> 50 100 150 200 250 300 350
Abundance #67024: Pyrene, 1-methyl-
216
5000
19.60 19.80 20.00 20.20
94 189 m/z 213.00 23.50%
ol_39 63 ] 4h1 137 163 | |
m/z--> 50 100 150 200 250 300 350
Abundance #67033: 11H-Benzo[a]fluorene
216
' 19.60 19.80 20.00 20.20
5000 m/z 217.00 19.51%
108
m/z--> 50 100 150 200 250 300 350
Abundance #67036: Fluoranthene, 2-methyl- A L B S
216 19.60 19.80 20.00 20.20
m/z 189.05 11.19%
5000
108
ol 43,3 81 J A 139 163 189
m/z--> 50 100 150 200 250 300 350 19/60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052419\
Data File : BM020562.D

Aca On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 11H-Benzo[b]fluorene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.99 2.06 ng 232238 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 78
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 78
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 78
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 72
Abundance Scan 2891 (19.992 min): BM020562.D (-2889) (-) m/z 216.10 100.00%

216
5000
71
19.60 19.80 20.00 20.20 20.40
189
ol ..I B s 150169 55 Ml 236 200286305 328 395 | ,/57215.10  75.55%
m/z--> 50 100 150 200 250 300 350
Abundance #67030: 11H-Benzo[b]fluorene
216
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
19.60 19.80 20.00 20.20 20.40
m/z 213.05 18.71%

107
39 638, ) 139 163 189

(0 e e L B o e e o A e e e e L
m/z--> 50 100 150 200 250 300 350
Abundance #67033: 11H-Benzo[a]fluorene
216
R N EEEREn
19.60 19.80 20.00 20.20 20.40
5000 m/z 217.10 17.14%
108
b we | e
——— T T
m/z--> 50 100 150 200 250 300 350
Abundance #67037: Fluoranthene, 2-methyl- A R AaRE
216 19.60 19.80 20.00 20.20 20.40
m/z 71.10 14 .03%
5000
108
oL 39 74 | 139 163 189
——r e e e R R e
m/z--> 50 100 150 200 250 300 350 19 60 19. 80 20. OO 20 20 20. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM052419\
Data File : BM020562.D

Acq On : 25 May 2019 03:56

Operator : JU/SJ

Sample : K2647-11 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM052419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .19 7.19 43.7 ng 921800 1 7.66 421609 20.0
Tridecanoic acid, ... 17.73 6.8 ng 455035 4 17.07 1342600 20.0
Anthracene, 9-met... 17.94 3.3 ng 221922 4 17.07 1342600 20.0
Anthracene, 1l-met... 17.99 3.3 ng 219334 4 17.07 1342600 20.0
4H-Cyclopenta[def... 18.14 4.4 ng 293605 4 17.07 1342600 20.0
7-Hexadecyne 18.87 24_.2 ng 1621700 4 17.07 1342600 20.0
9-Octadecenoic ac... 18.91 31.1 ng 2086030 4 17.07 1342600 20.0
Octadecanoic acid... 19.04 6.5 ng 437649 4 17.07 1342600 20.0
Pyrene, l-methyl- 19.83 2.3 ng 259036 5 21.26 2252720 20.0
11H-Benzo[b]fluorene 19.99 2.1 ng 232238 5 21.26 2252720 20.0
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