LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020335.D
Acqg On - 14 May 2019 16:40 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
3?22'6 : K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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 - 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
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.340 394 400 414 rBV 1006049 1526566 46.21% 5.682%
2 6.928 663 670 681 rBY 920094 1480823 44.82% 5.512%
3 7.287 724 731 742 rBV 992236 1643772 49.75% 6.118%
4 7.757 805 811 817 rBvV 218329 340327 10.30% 1.267%
5 8.075 857 865 879 rvB 794665 1286427 38.94%  4.788%
6 8.928 1002 1010 1024 rBVY 505570 917111 27.76% 3.413%
7 10.551 1279 1286 1291 rBV 216149 373208 11.30% 1.389%
8 10.598 1291 1294 1304 rVB 55322 93552 2.83% 0.348%
9 13.021 1699 1706 1721 rBV 1315044 2033682 61.56% 7.569%
10 13.863 1844 1849 1858 rBV 150036 215718 6.53% 0.803%
11 14.127 1889 1894 1901 rBV2 26316 39114 1.18% 0.146%

12 14.404 1933 1941 1947 rBvV2 351228 535098 16.20% 1.992%
13 14.468 1947 1952 1960 rVB 71043 107620 3.26% 0.401%
14 14.804 2003 2009 2018 rBV 50983 88687 2.68% 0.330%
15 15.457 2113 2120 2132 rBV2 89742 148890 4_.51% 0.554%

16 15.898 2189 2195 2204 rBV 1149232 1749853 52.96% 6.513%
17 16.457 2282 2290 2294 rBV3 18021 33736 1.02% 0.126%
18 16.974 2374 2378 2383 rVB 26128 37196 1.13% 0.138%
19 17.156 2403 2409 2412 rBV 468579 666977 20.19% 2.482%
20 17.198 2412 2416 2423 rVV 509602 741114 22.43% 2.758%

21 17.286 2426 2431 2438 rVV 112926 173171 5.24% 0.645%
22 17.568 2471 2479 2486 rBV2 30638 64900 1.96% 0.242%
23 18.039 2552 2559 2563 rBV2 264319 419562 12.70% 1.562%
24 18.074 2563 2565 2570 rVB 85950 114749 3.47% 0.427%

25 18.156 2575 2579 2585 rVB2 35951 53910 1.63% 0.201%
26 18.227 2585 2591 2595 rBV3 102570 183395 5.55% 0.683%
27 18.533 2638 2643 2647 rBV 42431 62917 1.90% 0.234%
28 18.950 2709 2714 2720 rBV3 34406 77768 2.35% 0.289%

29 19.215 2754 2759 2765 rBV 671741 882812 26.72% 3.286%
30 19.321 2773 2777 2781 rBV2 132114 187811 5.68% 0.699%

31 19.550 2811 2816 2817 rBV2 113865 148702 4._50% 0.553%
32 19.580 2817 2821 2830 rVV 509221 841157 25.46% 3.131%
33 19.656 2830 2834 2840 rVB3 36130 66312 2.01% 0.247%
34 19.786 2849 2856 2863 rBV 2534002 3303813 100.00% 12.297%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020335.D
Acqg On - 14 May 2019 16:40 Instrument :
Operator : JU/SJ EFA%Q el

- _ lentosampleld :
3?22'6 : K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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 - 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 19.897 2872 2875 2876 rBV2 33356 34831 1.05% 0.130%

36 20.074 2902 2905 2910 rVB2 107834 141704 4._.29% 0.527%
37 20.174 2919 2922 2926 rBV 83037 97109 2.94% 0.361%
38 21.039 3065 3069 3073 rBV3 273459 371193 11.24% 1.382%
39 21.344 3115 3121 3125 rBV2 759820 1326686 40.16% 4.938%
40 21.386 3125 3128 3133 rVB 260473 333175 10.08% 1.240%

41 21.480 3141 3144 3146 rBVY 103988 116446 3.52% 0.433%
42 21.915 3215 3218 3222 rVB2 200060 237770 7.20% 0.885%
43 22.386 3294 3298 3305 rVB 391388 518653 15.70% 1.930%
44 22.903 3381 3386 3389 rBVY 414519 629255 19.05% 2.342%
45 23.480 3480 3484 3489 rVB 370308 548546 16.60% 2.042%

46 23.533 3489 3493 3501 rVB 195016 353797 10.71% 1.317%
47 23.633 3504 3510 3516 rBVY 474700 934543 28.29% 3.478%
48 24.138 3591 3596 3604 rVB 299214 583032 17.65% 2.170%

Sum of corrected areas: 26867190
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

Sample - K2836-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library - C:

\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

CULVER-CBTC-WC1-051019

Abundance
2500000

2000000

1500000

1000000

500000

-

TIC: BM020335.D

5.34
6.093 7:29

7.76

8.07

8.93

10.55
W@O

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850

9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BM020335.D

13.02

15.90

R e A\ 1646

16,97

1979

o] e o . Snmman e =

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: BM020335.D

2500000

2000000

1500000

21.34
1000000 63
2239 2290 23
24.14

500000

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\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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 unknown7.29 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.29 96.60 ng 1643770 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 732 (7.292 min): BM020335.D (-724) (-) m/z 132.00 100.00%

132
5000 o8

96 L e
40 4, 54 | 103 ‘ 7.00 7.20 7.40 7.60
Obrrprrrr e e .‘”r!..,..':-.,..?.7,..I~.,.'!..,....,....,'...,... m/z 68.10 51.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 |||||||||||||||||||||

69 7.00 7.20 7.40 7.60
m/z 66.00 34.82%

0| | m w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.00 7.20 7.40 7.60

o

5000 97 m/z 134.00 33.86%
70
31
. 4451 60 1 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methy!- A m e L
132 700 7.0 7.40 7.60

m/z 69.10 22.71%

5000
63
15 28 39 52 % 77 90 10 44

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 12.58 ng 419562 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tridecanoic acid 214 C13H2602 000638-53-9 43
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 2559 (18.039 min): BM020335.D (-2552) (-) m/z 73.00 100.00%
73
43
5000
" 17.80 18.00 18.20 18.40
Ok m/z 60.00 68.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000{ 29 LS UL B UL B
ﬂmmmmmmm
o7 129 256 m/z 55.05 53.77%
. \“‘ Mr 15 | 143157171185199213597
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
" 17.80 18.00 18.20 18.40
5000 - 129 m/z 43.05 53.65%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid AR R
43 60 73 17.80 18.00 18.20 18.40
m/z 41.10 52.70%
5000
29
129 171 214
Ll b | sy (1o
Ol el ol ....‘,‘....,....,‘.... e R R it
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\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.44 ng 114749 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87

Abundance Scan 2564 (18.068 min): BM020335.D (-2563) (-) m/z 192.00 100.00%

192
5000

95 110 125 139150
0!

17. 80 18. 00 18. 20 18 40
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50627: Phenanthrene, 2-methyl-
19

N

m/z 191.10 60.15%

5000 A A R AR R B
17.80 18.00 18.20 18.40
m/z 189.00 26.42%

165
27 39 51 63 82 \‘ 115126 139 152 | 176 ||
T T T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
17.80 18.00 18.20 18.40
5000 m/z 82.30 19.03%
83 95 165
15 27 39 50 70 115126 139 152 | 176
T T T T T T T T T T e e T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50611: Anthracene, 2-methyl-
192 17.80 18.00 18.20 18.40
m/z 193.00 18.83%
5000
83 96 165
o 63 S | 115 139150 | 176 Al
B o o o e B L B L o o o B I o o
m/z--> 20 40 60 80 100 120 140 160 180 200 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 6H-Cyclobuta[jk]phenanthrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.23 5.50 ng 183395 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 80
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
3 Methyl diselenide 190 C2H6Se2 007101-31-7 55
4 4,4"-Difluorobiphenyl 190 C12H8F2 000398-23-2 23
5 2-Naphthaldehyde, 1,2,3,4-tetrah... 190 C12H1402 002472-02-8 14

Abundance Scan 2592 (18.233 min): BM020335.D (-2585) (-) m/z 189.00 100.00%

189

)

5000
" 163 " 18.00 18.20 18.40 18.60
123 139 204
0 Kot N—: 1 m/z 190.00 95.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189

5000 ...................
18. OO 18. 20 18 40 18. 60

94 m/z 191.05 31.85%

163
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190

18.00 18. 20 18 40 18.60

5000 m/z 192.00 22.18%
94
oL 39 63 78 | 110 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49343: Methy! diselenide R R R

18,00 18.20 18.40 18.60
m/z 187.10  18.96%

5000

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\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.95 2.33 ng 77768 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 91
3 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 87
5 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 87

Abundance Scan 2714 (18.950 min): BM020335.D (-2709) (-) m/z 206.10 100.00%

6

5000

281 18.60 18.80 19.00 19.20
of et | m/z 191.00 43.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

101 917 139152 176

Abundance #60352: Phenanthrene, 2,5-dimethyl-
5000 LA L L L L L L B B
18.60 18.80 19.00 19.20
101 m/z 205.10 22.81%
o 115128 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
206
18.60 18.80 19.00 19.20
5000 m/z 189.00 21.64%
191
89
og 51 76 0103 157 45 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60351: Phenanthrene, 2,3-dimethyl-

18.60 18.80 19.00 19.20
m/z 190.10 21.33%

5000

89103
27 51 16 126 152165

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.32 2.83 ng 187811 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 2777 (19.321 min): BM020335.D (-2773) (-) m/z 73.00 100.00%

5000

g

241

19.00 19.20 19.40 19.60
m/z 60.00 66.86%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73

-

5000
19.00 19.20 19.40 19.60
284 m/z 55.10 54.52%
ZT I 143,171
Ok
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 | 13
ol SN
19.00 19.20 19.40 19.60
5000 m/z 43.00 54.07%
27 129 242
87 99

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid o T o
73 19.00 19.20 19.40 19.60
43 m/z 41.05 49 .82%
5
5000 129
7 185 228
DAL e s | e
o SN N R0 AP 1S S Y A W S — e o e
T f T T T T T T T T T T T

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.07 2.14 ng 141704 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 2904 (20.068 min): BM020335.D (-2902) (-) m/z 216.00 100.00%
216
5000
5126145 169189 245 355 19.80 20.00 20.20 20.40
0 Ao B T m/z 215.10 95.20%
m/z--> 50 100 150 200 250 300 350
Abundance #67032: 11H-Benzo[b]fluorene
216
108
5000
19.80 20.00 20.20 20.40
m/z 217.05 19.75%
L e | e |
m/z--> 50 100 150 200 250 300 350
Abundance
216
19.80 20.00 20.20 20.40
5000 m/z 213.05 17.98%
95 189
SR S B N ——
m/z--> 50 100 150 200 250 300 350
Abundance #67033: 11H-Benzo[a]fluorene
216 19.80 20.00 20.20 20.40
m/z 104.90 11.91%
5000
108
AT P
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.04 5.60 ng 371193 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 89
2 Cyclopropane, 1-(1,2-dimethylpro... 252 C18H36 041977-42-8 86
3 1-Nonadecene 266 C19H38 018435-45-5 80
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 70
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 64
Abundance Scan 3069 (21.039 min): BM020335.D (-3065) (-) m/z 57.10 100.00%
57
83
5000
R SRR SR B
139 1681aa 208 20.80 21.00 21.20 21.40
ol 188 225200 309 3% h77 83.10  75.20%
m/z--> 50 100 150 200 250 300 350
Abundance #53622: Cyclotetradecane
85 oo
5000 R SRR SRR B
29 20.80 21.00 21.20 21.40
11 m/z 71.10 73.70%
‘ | ‘ | 139 168 196
0..“.‘&"‘. I\‘I‘I l‘.‘iu‘l .‘...‘ N N —
m/z--> 50 100 150 200 250 300 350
Abundance
43 69
UL SRR SRR B
97 20.80 21.00 21.20 21.40
5000 m/z 43.10 70.85%
i 125 153 182 209 252 )\WANUAMNPM#”J\kwubszwij\k
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R EEEES
4 o7 20.80 21.00 21.20 21.40
69 m/z 69.10 70.80%
5000
125
oL 2 ’ I | J 154 182 210 238 266
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\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.92 3.58 ng 237770 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 3219 (21.921 min): BM020335.D (-3215) (-) m/z 57.10 100.00%
g7
85
5000
113 2160 21.80 22.00 22.20
141 169 197 281 : : :
ol J l....,....,.2.21..2?2]...,.3.2?.?5.6..., m/z 71.10 99.93%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 SR SR I AR
85 21'60 21.80 22.00 22.20
m/z 85.10 68.69%
0 ??‘ ||| 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
2160 21.80 22.00 22.20
5000 85 m/z 43.10 53.87%
29
0 113 141 169 198
mz-> 50 100 150 200 250 300 350
Abundance #155178: Octacosane e  EaRmEamSTT
57 21.60 21.80 22.00 22.20
m/z 55.10 28.73%
o T AK\WJLWA
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

Sample - K2836-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.39 7.82 ng 518653 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 90

Abundance Scan 3299 (22.391 min): BM020335.D (-3294) (-) m/z 57.10 100.00%
g7
85
5000
LN SRR SR I
141 169 202 258 22.00 22.20 22.40 22.60 22.80
I h ” L= 100 2 230 20280301328 351 |y 71.10  94.32%
m/z--> 50 100 150 200 250 300 350
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 LU R BRI B
2200 22.20 22.40 22.60 22.80
m/z 85.10 64.76%
oL hd] M (127155 183200 225 253 2%z
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 22.00 22.20 22.40 22.60 22.80
5000 m/z 43.10 53.93%
29 113
0 141 169 197 225 253 296 J\KA*NV_NwhﬂWW/\Vvﬂﬁ___wM__wm}
m/z--> 50 100 150 200 250 300 350
Abundance #45563: Dodecane, 2-methyl- AR BRI
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 28.35%
85
5000
29 141
e | e
OII{I\I\I J\‘\ II\I‘ |||| ———T ———T ——— : R AR RS T
m/z--> 50 100 150 200 250 300 350 2200 22.20 22.40 22.60 22.80

8270-BM043019.M Wed May 15 18:36:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

ﬁ?ggle - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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

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 12 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.48 11.74 ng 548546 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 80
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 80
Abundance Scan 3484 (23.480 min): BM020335.D (-3480) (-) m/z 57.10 100.00%
g7
85
5000
113 | 23.20 23.40 23.60 23.80
141 133
ol .l, . || 1160700 211 236 264286300 341365 1 nzz 71.10  99.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LN B IS SO R
23. 20 23 40 23. 60 23. 80
m/z 85.10 67 .35%
29 113
0 \‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3éo 460
Abundance
57
| 23.20 2340 23.60 23.80
5000 85 m/z 43.10 52.15%
o 22 TP 48169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #73968: Hexadecane A EEEEE T
57 23.20 23.40 23.60 23.80
m/z 55.10 26.43%
- T “"\/\/J\/w
oL 2 | || |1° 14 160 107 226
R " N "R | 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\BM051419\

Data File : BM020335.D

Acq On : 14 May 2019 16:40

Operator : JU/SJ

3?22 le - K2836-02 CULVER-CBTC-WC1-051019
ALS Vial : 9 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 .29 7.29 96.6 ng 1643770 1 7.76 340327 20.0
n-Hexadecanoic acid 18.04 12.6 ng 419562 4 17.16 666977 20.0
Phenanthrene, 2-m... 18.07 3.4 ng 114749 4 17.16 666977 20.0
6H-Cyclobuta[jk]p.-. 18.23 5.5 ng 183395 4 17.16 666977 20.0
Phenanthrene, 2,5... 18.95 2.3 ng 77768 4 17.16 666977 20.0
Octadecanoic acid 19.32 2.8 ng 187811 5 21.34 1326690 20.0
11H-Benzo[b]fluorene 20.07 2.1 ng 141704 5 21.34 1326690 20.0
Cyclotetradecane 21.04 5.6 ng 371193 5 21.34 1326690 20.0
Heptacosane 21.92 3.6 ng 237770 5 21.34 1326690 20.0
Heneicosane, 11-(... 22.39 7.8 ng 518653 5 21.34 1326690 20.0
Heneicosane 23.48 11.7 ng 548546 6 23.63 934543 20.0
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