LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020295.D
Aca On : 12 May 2019 13:08 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K2766-03 P026-SS006-1218-01
ALS Vial : 5 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-BM043019 .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 5.346 395 401 414 rBV 1243919 1864138 47.25% 6.468%
2 6.934 663 671 685 rBY 1208394 1975594 50.08% 6.855%
3 7.298 725 733 746 rBVY 1246132 2029071 51.44% 7.040%
4 7.763 806 812 820 rBV 244271 384756 9.75% 1.335%
5 8.081 859 866 874 rBV 949387 1529869 38.78% 5.308%
6 8.934 1002 1011 1025 rBV 659662 1196253 30.32% 4_.151%
7 10.557 1280 1287 1304 rBV 256826 461251 11.69% 1.600%
8 13.027 1700 1707 1721 rBV 1614758 2457655 62.30% 8.527%
9 13.869 1843 1850 1860 rBV 165552 235427 5.97% 0.817%
10 14.133 1890 1895 1901 rBvV 48831 76677 1.94% 0.266%

11 14.410 1936 1942 1954 rBV2 415172 634316 16.08% 2.201%
12 15.904 2190 2196 2214 rBV 1542414 2202486 55.83% 7.642%
13 17.157 2403 2409 2414 rBV 541376 821591 20.83% 2.851%
14 17.198 2414 2416 2427 rVB 122914 178825 4_.53% 0.620%

15 17.292 2427 2432 2438 rBV 31954 48938 1.24% 0.170%
16 18.039 2554 2559 2563 rBV2 144455 215059 5.45% 0.746%
17 18.080 2563 2566 2572 rVB 55145 82378 2.09% 0.286%
18 18.221 2585 2590 2595 rBV2 58391 106975 2.71% 0.371%
19 18.262 2595 2597 2604 rVB 39851 52343 1.33% 0.182%
20 18.539 2637 2644 2648 rBV2 42725 60308 1.53% 0.209%
21 18.586 2648 2652 2661 rVB2 42551 67556 1.71% 0.234%
22 18.951 2710 2714 2719 rBV 60047 100377 2.54% 0.348%
23 19.098 2734 2739 2744 rBV3 45737 84254 2.14% 0.292%
24 19.221 2750 2760 2766 rBV 272943 397484 10.08% 1.379%
25 19.321 2773 2777 2782 rBV5 31582 49414 1.25% 0.171%
26 19.368 2782 2785 2790 rVvVv 50758 71858 1.82% 0.249%
27 19.486 2802 2805 2810 rVB 33095 45188 1.15% 0.157%
28 19.586 2817 2822 2830 rVB 501019 699312 17.73% 2.426%
29 19.656 2830 2834 2839 rVB3 28466 42316 1.07% 0.147%

30 19.786 2851 2856 2868 rVB 3270870 3944915 100.00% 13.687%

31 19.903 2871 2876 2886 rVB5 53646 135551 3.44% 0.470%
32 20.056 2895 2902 2903 rBvV4 62433 120695 3.06% 0.419%
33 20.239 2929 2933 2936 rVV 82430 97811 2.48% 0.339%
34 20.374 2952 2956 2961 rBV 89406 123717 3.14% 0.429%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020295.D
Aca On : 12 May 2019 13:08 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2766-03 P026-SS006-1218-01
ALS Vial : 5 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-BM043019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.421 2961 2964 2968 rVB 59891 75791 1.92% 0.263%
36 20.827 3030 3033 3040 rVB 56449 82302 2.09% 0.286%
37 20.992 3058 3061 3065 rVB2 45653 63430 1.61% 0.220%

38 21.045 3065 3070 3078 rBV3 239972 436137 11.06% 1.513%
39 21.345 3114 3121 3125 rBV2 948868 1611859 40.86% 5.593%
40 21.386 3125 3128 3137 rVB 306627 437342 11.09% 1.517%

41 21.556 3153 3157 3168 rVB2 92095 175064 4.44% 0.607%

42 21.903 3213 3216 3221 rVV2 60051 88567 2.25% 0.307%
43 21.950 3222 3224 3231 rVB2 64211 107094 2.71% 0.372%
44 22.392 3296 3299 3306 rBV5 54666 92790 2.35% 0.322%

45 22.944 3388 3393 3406 rvB2 237711 694294 17.60% 2.409%
46 23.433 3470 3476 3482 rBV 225368 450009 11.41% 1.561%
47 23.533 3488 3493 3499 rVB 239748 436503 11.06% 1.515%

48 23.633 3504 3510 3516 rVvVv 552041 1057688 26.81% 3.670%
49 25.956 3899 3905 3916 rVB3 144461 418275 10.60% 1.451%

Sum of corrected areas: 28821503
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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: BM020295.D

3000000
2500000
2000000

1500000
5.35 6.93 7.30

1000000
500000
L 1(;156
0 LA B B e e e B B e e o e s o B L e o i B

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020295.D

1979
3000000

2500000
2000000
13.03 15.90

1500000

1000000

500000 14.41 o
. 13A'8z4-13‘\ { 1A\7239 \eflbom o 1895 e qloAOREET2

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: BM020295.D

3000000

2500000

2000000

1500000

21.34

1000000

500000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 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\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1

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

7.30 105.47 ng 2029070 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 733 (7.298 min): BM020295.D (-725) (-) m/z 132.00 100.00%
132
68
5000
4 5 g |7 % 103 e 700 7.20 7.40 7.60
o SR T o 1] NP PSS S R I | N m/z 68.10 53.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.00 7.20 7.40 7.60
21 70 m/z 66.00 35.81%
. 4451 60 | 77 g5 | 405 156 |
iz 1 % 3 b B e 7o b 80 100 110 130 130 140
Abundance
132
700 7.20 740 7.60
5000 m/z 134.00 32.64%
69
57
¥ 5 e 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 7.00 7.20 7.40 7.60
m/z 69.10 23.25%
5000

15 28 39 52 % 77 0 104

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BM043019.M Thu May 16 09:34:50 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.04 5.24 ng 215059 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 81
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 81
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 52
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 49
Abundance Scan 2559 (18.039 min): BM020295.D (-2554) (-) m/z 73.00 100.00%
73 192
60
43
5000
17.80 18.00 18.20 18.40
o} m/z 192.00 85.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000
17.80 18.00 18.20 18.40
m/z 60.00 72.22%
. Il ‘ H m }01 ;15 129 143 157171185 199 213 227 202 2?6
m/z--> 25 Jo 80 100 120 1&0 1éo 180 200 220 240 260
Abundance
192
" 17.80 18.00 18.20 18.40
5000 m/z 55.05 53.69%

165
26 3951 63 82 9 115 139152 | 177

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

Abundance #50627: Phenanthrene, 2-methyl-

192 17.80 18.00 18.20 18.40
m/z 43.10 52.96%
5000
165
ol 3951 63 76, M 115 139152 | 177 |
I e e o e o I B BEREEEmmas s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40

8270-BM043019.M Thu May 16 09:34:54 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.08 2.01 ng 82378 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 83
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81

Abundance Scan 2566 (18.080 min): BM020295.D (-2563) (-) m/z 192.05 100.00%

2

5000

17.80 18.00 18.20 18.40

01 m/z 191.05 48 .77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-
192
5000

17.80 18.00 18.20 18.40
m/z 189.05  27.83%

63 82 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
17.80 18.00 18.20 18.40
5000 m/z 190.10 18.24%

04 165
39 63 77 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50631: Phenanthrene, 3-methyl- o P e
192 17.80 18.00 18.20 18.40

m/z 165.05 16.10%

5000

39 63 819 115108 150165179
S —
miz—-> 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\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.22 2.60 ng 106975 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 86
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 76
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 76
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70

Abundance Scan 2590 (18.221 min): BM020295.D (-2585) (-) m/z 192.10 100.00%

2

5000

18.00 18.20 18.40 18.60
m/z 191.00 67.86%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50617: Anthracene, 1-methyl-

5000
18.00 18.20 18.40 18.60

m/z 189.00 45_.17%

o B REAREREREAEE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
192
18.00 18.20 18.40 18.60
5000 m/z 190.10 31.24%
95 165
o 39 6377 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50614: Anthracene, 9-methyl-
192 18.00 18.20 18.40 18.60
m/z 165.00 23.38%
5000

6
115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 9,10-Dimethylanthracene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.95 2.44 ng 100377 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 95
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 86
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 86
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 83
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 76

Abundance Scan 2714 (18.951 min): BM020295.D (-2710) (-) m/z 206.00 100.00%

5000
41 63 76 89101 139151 165 178 18.60 18.80 19.00 19.20
O m/z 191.00 57.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60341: 9,10-Dimethylanthracene
6
5000 LA L L L L L B

18.60 18.80 19.00 19.20
m/z 188.95  28.31%

89 101 5 165 178

3 76 115127139 15

14 28 39 51 6

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
206
18.60 18.80 19.00 19.20
5000 191 m/z 205.05 27.71%
g9 101
o 27 39 51 63 6 115127 139 152 165 178
i L B B o B o e e e LI o S o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206 18.60 18.80 19.00 19.20
m/z 204.00 21.33%
5000 191
102
89
oL 15 27 30 51 63 76 % 71" 115126 130 152 165 178 || MM
I B L B I o o B o e e e BRI I B o o e o
m/z--> 20 40 60 80 100 120 140 160 180 200 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

Sample : K2766-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.10 2.05 ng 84254 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 81

5-(4-Ethoxv-phenvl)-2H-pvrazol-3-ol 204 C11H12N202 1000278-26-8 43
3 I1.1"-Biphenvl1-4-o0l. 3-chloro- 204 C12HOCIO 000092-04-6 38
4 Tricvclol8.2.2.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 38
5 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 38
Abundance Scan 2739 (19.098 min): BM020295.D (-2734) (-) m/z 204.00 100.00%
204
5000 176
281 18.80 19.00 19.20 19.40
o} R ARRRERRREREECE m/z 176.00 44 _69%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58950: Cyclopenta(def)phenanthrenone
204
5000
176 18.80 19.00 19.20 19.40
88 m/z 206.10 34 .10%
0 61 \ | 102 122 1?0 Il ‘
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
204
176 18.80 19.00 19.20 19.40
5000 119 m/z 205.05  24.06%
o1 147
ol 3851 65 105 | 133 | 160 | 189
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58448: [1,1'-Biphenyl]-4-ol, 3-chloro-
204 18.80 19.00 19.20 19.40
m/z 202.00 23.47%
5000
139
ol 28 51 70 84 101115 | 153168 18
miz-> 20 40 60 85 160 150 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.04 5.41 ng 436137 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 90
5 Isoheptadecanol 256 C17H360 057289-07-3 90
Abundance Scan 3069 (21.039 min): BM020295.D (-3065) (-) m/z 57.05 100.00%
228
5000
139 250 284 20.80 21.00 21.20 21.40
ol 202 3R | Tw/z 228.10 96.22%
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 8
5000
11 20.80 21.00 21.20 21.40
29 m/z 83.10 95.78%
oL Ll 1L \“ | 1139 168 191210 238 65 oo
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 20.80 21.00 21.20 21.40
5000 m/z 69.05 90.07%
97
o 125 154 183 p24 252
m/z--> 50 100 150 200 250 300 350
Abundance #153508: Pentafluoropropionic acid, hexadecy! ester B R e A e
43 20.80 21.00 21.20 21.40
m/z 55.10 83.50%
5000 69
97
0 2% \‘ " H J}\ “\ :!-%5 155 196 224
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 7H-Benz[de]anthracen-7-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.56 2.17 ng 175064 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 93
2 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 81
3 1-Pvrene-carboxaldehvde 230 C17H100 003029-19-4 53
4 4-Methoxv-2-(p-methoxvphenvl)-6-... 230 C13H14N202 063896-93-5 47
5 m-Terphenyl 230 C18H14 000092-06-8 43

Abundance Scan 3158 (21.562 min): BM020295.D (-3153) (-) m/z 230.00 100.00%

202
5000

101 248
39 74 122 150 174 268 327 356 21.20 21.40 21.60 21.80
0 m/z 201.95 54 _42%
m/z--> 50 100 150 200 250 300 350
Abundance #76455: 7TH-Benz[de]anthracen-7-one
230
5000 202 s B s AR e R et

21.20 21.40 21.60 21.80
m/z 200.05  29.31%

27 50 74 101155 150 174 m

T
m/z--> 50 100 150 200 250 300 350

Abundance
230
21.20 21.40 21.60 21.80
5000 m/z 231.10 24.66%
101 200
50 75 120 150 174
m/z--> 50 100 150 200 250 300 350
Abundance #76450: 1-Pyrene-carboxaldehyde
230 21.20 21.40 21.60 21.80
m/z 200.95 20.31%
201
5000
100
0 Pl J 122 10 173
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020295.D

Aca On : 12 May 2019 13:08

Operator : JU/SJ

3?22 le K2766-03 P026-55006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.43 8.51 ng 450009 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 3476 (23.433 min): BM020295.D (-3470) (-) m/z 252.10 100.00%
252
5000
125 23.20 23.40 23.60 23.80
224
ol 5L 74 100, | 146 174198 57 | 278 355 401429 n777550.10  28.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000

23.20 23.40 23.60 23.80
m/z 253.10 21.65%

50 74 99d M ® 146 174 200 224 ‘H

Oty P e | e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
23.20 23.40 23.60 23.80
5000 m/z 125.10 9.24%
126
o 74 99 200 224
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #89814: Perylene A e
252 23.20 23.40 23.60 23.80
m/z 251.05 9.06%
5000
126
oL27 50 74 99, | 150174198 224
T T T e
m/z--> 50 100 150 200 250 300 350 400 23. 20 23. 40 23 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051219\

Data File : BM020295.D

Acq On : 12 May 2019 13:08

Operator : JU/SJ

3?22'6 i K2766-03 P026-SS006-1218-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 .30 7.30 105.5 ng 2029070 1 7.76 384756 20.0
n-Hexadecanoic acid 18.04 5.2 ng 215059 4 17.16 821591 20.0
Phenanthrene, 1-m... 18.08 2.0 ng 82378 4 17.16 821591 20.0
Anthracene, l1-met... 18.22 2.6 ng 106975 4 17.16 821591 20.0
9,10-Dimethylanth... 18.95 2.4 ng 100377 4 17.16 821591 20.0
Cyclopenta(def)ph... 19.10 2.0 ng 84254 4 17.16 821591 20.0
Dichloroacetic ac... 21.04 5.4 ng 436137 5 21.35 1611860 20.0
7H-Benz[de]anthra... 21.56 2.2 ng 175064 5 21.35 1611860 20.0
Benzo[e]pyrene 23.43 8.5 ng 450009 6 23.63 1057690 20.0
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