LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF121417.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

3.787 284 289 298 rBvV2 14527 32586 2.39% 0.171%
4.992 490 494 504 rBvV 35474 76879 5.65% 0.403%
rBv 638203 1320324 97.01% 6.917%
6.422 734 737 755 rBV 621176 1228688 90.28% 6.437%
6.545 755 758 773 rVB 1095774 1334312 98.04% 6.991%
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6.769 793 796 808 rBV 832180 843338 61.96% 4.418%
6.922 819 822 836 rBV 932081 1013303 74.45% 5.309%
rBv 463933 751764 55.24% 3.939%
8.051 1011 1014 1034 rVB 925220 977256 71.80% 5.120%
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1 8.622 1107 1111 1120 rBV2 46229 64274 4.72% 0.337%
11 9.122 1193 1196 1204 rBV 1288366 1112432 81.74% 5.828%
12 9.192 1204 1208 1211 rVB2 21681 24289 1.78% 0.127%
13 9.527 1262 1265 1273 rVB 88559 106765 7.84% 0.559%
14 9.675 1284 1290 1293 rBV 63715 64410 4.73% 0.337%
15 9.716 1295 1297 1302 rVB 34451 29622 2.18% 0.155%
16 9.804 1308 1312 1316 rBV 958574 855099 62.83% 4._.480%
17 9.839 1316 1318 1325 rVB 30049 37701 2.77% 0.198%
18 10.027 1348 1350 1357 rVB3 7534 15683 1.15% 0.082%
19 10.216 1379 1382 1384 rBV 41301 29785 2.19% 0.156%
20 10.333 1400 1402 1405 rBv4 15172 20331 1.49% 0.107%
21 10.363 1405 1407 1413 rVB2 29037 33401 2.45% 0.175%
22 10.433 1413 1419 1422 rBvV4 18532 29197 2.15% 0.153%

23 10.522 1431 1434 1438 rBV 153224 146322 10.75% 0.767%
24 10.604 1445 1448 1460 rVB 529373 603359 44 .33% 3.161%

25 10.692 1460 1463 1467 rBV 34779 46697 3.43% 0.245%
26 10.910 1496 1500 1503 rBv4 15982 22830 1.68% 0.120%
27 11.133 1536 1538 1541 rBV2 26641 26678 1.96% 0.140%

28 11.298 1563 1566 1569 rBV 1040724 946220 69.52% 4_957%
29 11.322 1569 1570 1577 rVvV 245282 215439 15.83% 1.129%
30 11.380 1577 1580 1587 rVB 92021 116300 8.55% 0.609%

31 11.557 1606 1610 1613 rBV2 44636 53844 3.96% 0.282%
32 11.633 1621 1623 1626 rVB 20288 17614 1.29% 0.092%
33 11.810 1649 1653 1655 rBV2 117786 140683 10.34% 0.737%
34 11.833 1655 1657 1663 rVV 86865 95668 7.03% 0.501%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 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:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.880 1663 1665 1668 rVV 35234 38884 2.86% 0.204%
36 11.916 1668 1671 1673 rVV 124725 128102 9.41% 0.671%
37 11.939 1673 1675 1678 rVV 49283 46513 3.42% 0.244%
38 11.969 1678 1680 1682 rVB 27308 20652 1.52% 0.108%
39 12.092 1699 1701 1704 rBVZ2 38071 34633 2.54% 0.181%
40 12.245 1725 1727 1730 rVB3 21599 16642 1.22% 0.087%
41 12.274 1730 1732 1734 rBVY 30012 25297 1.86% 0.133%
42 12.351 1742 1745 1747 rBV2 127493 126962 9.33% 0.665%
43 12.433 1757 1759 1761 rBV2 20414 22623 1.66% 0.119%
44 12.516 1770 1773 1778 rBVY 587253 556684 40.90% 2.917%
45 12.592 1784 1786 1788 rBV2 44113 41892 3.08% 0.219%
46 12.674 1797 1800 1801 rBVZ2 35908 40417 2.97% 0.212%
47 12.745 1807 1812 1818 rBVY 558508 682053 50.11% 3.573%
48 12.798 1819 1821 1824 rVV 38485 35511 2.61% 0.186%

49 12.874 1831 1834 1838 rBV 1274048 1068016 78.47% 5.595%
50 13.080 1866 1869 1873 rVB 114943 118546 8.71% 0.621%

51 13.145 1877 1880 1883 rBV2 66579 58424 4._.29% 0.306%
52 13.186 1884 1887 1889 rBV2 65287 69162 5.08% 0.362%
53 13.274 1900 1902 1905 rBV 70704 80933 5.95% 0.424%

54 13.757 1981 1984 1987 rBV2 202783 233000 17.12% 1.221%
55 13.951 2012 2017 2020 rBV2 1153946 1361008 100.00% 7.130%

56 14.998 2191 2195 2198 rBV 341469 479944 35.26% 2.514%
57 15.298 2243 2246 2250 rBV 203896 249126 18.30% 1.305%

58 15.362 2254 2257 2262 rVB2 316876 375800 27.61% 1.969%
59 15.421 2263 2267 2275 rVB 557545 743407 54.62% 3.895%

Sum of corrected areas: 19087324
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF010318\

BF101861.D

3 Jan 2018 15:50

SJ/Ju

16680-27 2X

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101861.D

6.55

5.40 6.42

4.99

6.92
6.77

7.35

0
Time-->

5.00

5.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

8.05

TIC: BF101861.D

9.12

11.30
9.80

1.

0.6910.0111.13

12.5212.74

13gamo7

Time-->

1l

10.50 11.00

11.50 12.00

12.50

13.00 13.50

Abundance

1400000
1200000
1000000
800000
60000043 76
400000

200000

0

i

TIC: BF101861.D

15.00 15,

15.

Time-->

14.00

16.00 16.50 17.00

14.50

15.00 15.50

17.50 18.00

18.50

19.00

8270-BF121417.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.55 31.64 ng 1334310 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 759 (6.551 min): BF101861.D (-755) (-) m/z 132.00 100.00%
13p.0
5000 68.1 }L
40.0 9.0 620 640 6.60 680
0! I B e B B m/z 68.10 38.14%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32 .59%

31.0 510
o Ly ‘
L o o o e o o LA e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R R A Emassmsm s
6.20 6.40 6.60 6.80
5000 m/z 66.00 24.35%
104.0
66.0
270 510 89.0
Ot T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80

m/z 69.10 14 _.74%

74.0
116.0
5000 98.0 }\J\\
0 } \h Ul L 1o 1800

m/z--> 20 40 100 120 140 160 180 6.20 6. 40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzophenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.52 3.42 ng 146322 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
3 .beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 47
4 Benzoic acid. ethvl ester 150 C9H1002 000093-89-0 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47

Abundance Scan 1434 (10.522 min): BF101861.D (-1431) (-) m/z 105.00 100.00%
105.0
7.0 182.1
5000
51.0 S A
1260 152.0 10.20 10.40 10.60 10.80
Ob el et et e e b e m/z 77.00  60.38%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 SRR AR LR IS
0 10.20 10.40 10.60 10.80
oL m/z 182.05 52.88%
o270 A 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
10.20 10.40 10.60 10.80
m/z 51.00 23.46%
5000 770 (
51.0
27.0 133.0 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81844: .beta.-Benzilmonoxime
105.0 10.20 10.40 10.60 10.80
m/z 181.10 11.75%
5000 77.0
51.0
0 ‘\ | J 122.0139.0 163.0180.0  209.0225.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.97 ng 140683 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 44
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 43
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42

Abundance Scan 1653 (11.810 min): BF101861. D ( 1649) ) m/z 72.95 100.00%

430 730

5000

11.40 11.60 11.80 12.00 12.20

0 m/z 43.05 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0

83.0 1140 11. 60 1180 1200 12 20

. 0,

‘ 1570 1gso 2130 2560 | M/Z 192,10  92.60%
il

Oy
m/z--> 2I0 4IO 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 60.00 88.57%
171.0
97.0 214.0
152.0
O L UL I UL S LR L RS LAY LR SRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid W
73.0 11.40 11.60 11.80 12.00 12.20
m/z 57.05 73.70%

129.0
5000
43.0

101. O“ | 1720

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.02 ng 95668 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 81
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81

Abundance Scan 1656 (11.827 min): BF101861.D (-1655) (-) m/z 192.10 100.00%

1

5000

11.60 11.80 12.00 12.20

01 m/z 191.10 56.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 LA L L L L L L LB

11.60 11.80 12.00 12.20
m/z 189.00 28.67%

94.0 165.0
ol 390 630780 " 1150 1390 | ]|
T T T T T T T T T T e T T e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.00 17.74%
165.0
0 390 630 810 90 1150 139.0
L L B o L B N o o o i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 190.10 17.00%
5000
165.0
0 39.0 63.0 81.0 9§.0 115.0 139.0 L
T T T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

11.92 2.71 ng 128102 Phenanthrene-d10 11.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50

3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 43

4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 28

5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 16
Abundance Scan 1672 (11.921 min): BF101861.D (-1668) (-) m/z 190.10 100.00%

19p.1

5000

41.0 62.9 11.60 11.80 12.00 12.20

213.2232.1

0 m/z 189.10 96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 192.10 42 _47%
0 39.0 63.0 | 1130 1370 1630 |
T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 35.76%
94.0
163.0
o) NSNS WIS MMM MU | A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)

11.60 11.80 12.00 12.20
m/z 94.50 23.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 9,10-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.35 2.68 ng 126962 Phenanthrene-d10 11.30
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 93
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 92
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 91
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 89
Abundance Scan 1745 (12.351 min): BF101861.D (-1742) (-) m/z 206.10 100.00%
206.1
5000
01.0 12.00 12.20 12.40 12.60
o 12511809 m/z 191.10  49.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66249: 9,10-Dimethylanthracene
206.0
5000 AR R BN LR
12,00 12.20 12.40 12.60
m/z 205.10 25.51%
ol150 39.0 630 89.0 127.0 165.0 ;g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
206.0
LA
1200 12.20 1240 12.60
5000 m/z 189.10 25.42%
101.0
ol 270 510 760 Bgol%olmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66239: di-p-Tolylacetylene
206.0 12.00 12.20 12.40 12.60
m/z 57.05 17.71%
5000
. 30.0 760 10201, 01390 165.0 14l m‘
e 30 a e a0 10 130 140 1 18 B0 230 3k 12.00 12,20 12.40 12,60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclopenta[cd]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.76 3.42 ng 233000 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 55
2 Benzene. [4-(3-ethvnviphenvl)-1.... 226 C18H10 1000115-87-3 38
3 Diheptvlisobutvlamine 269 C18H39N 1000310-32-0 38
4 N.N-Dimethvlindoaniline 226 C14H14N20 002150-58-5 35

5 L-Valine, N-(2,6-difluoro-3-meth... 425 C24H37F2NO3 1000346-45-0 32

Abundance Scan 1985 (13.763 min): BF101861.D (-1981) (-) m/z 226.10 100.00%
1

5000

#

13.40 13.60 13.80 14.00

139.1 171.0198.0

253.1 282.1 317.2

o m/z 57.10 56.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83067: Cyclopenta[cd]pyrene
226.0
5000 LA L L L L L B
13.40 13.60 13.80 14.00
m/z 55.10 52.22%
113.0
ol 87.0 | 1980 |
[ T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
226.0
R e N EmER
13.40 13.60 13.80 14.00
5000 m/z 83.10 43 .50%
50.0 98.0 1340 174.0200.0 WW\J\NWVW\NW“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #118389: Diheptylisobutylamine R AR EEEEE T
226.0 13.40 13.60 13.80 14.00
m/z 43.10 41 .09%
e W
184.0
710 142.0
43.0 ‘ 99.0 ‘
Olnuﬁ”q””p”qu”.h.uu.”.””.”.uu.”.””.”qu”.uq” R e N EmER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101861.D

Aca On : 3 Jan 2018 15:50

Operator : SJ/JU

Sample : 16680-27 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.30 6.70 ng 249126 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2246 (15.298 min): BF101861.D (-2243) (-) m/z 252.10 100.00%

25p.1

5000

125.1
15.00 15.20 15.40 15.60
119112221 : .

1611 2841 3332 3713 41421 h7z 250.10  30.01%

m/z--> 50 100 150 200 250 300 350 400

411 811

Abundance #104217: Benzo[e]pyrene
252.0
5000 O B e L B e

15.00 15.20 15.40 15.60
m/z 253.10 22.44%

125.
50.0 830 | 1580 200.0

o .
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
B B
15.00 15.20 15.40 15.60
5000 m/z 125.10 15.44%
126.0
0 51.0 87.0 163.0 200.0
T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene R R e R
252.0 15.00 15.20 15.40 15.60
m/z 126.10 12.67%
5000
126.0
ol 570870 , | 16302000 |
m/z--> 50 100 150 200 250 300 350 400 15. 00 15. 20 15. 40 15. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\

Data File : BF101861.D

Acq On : 3 Jan 2018 15:50

Operator : SJ/JU

3?22'6 i 16680-27 2X CL-01-122917-D
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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]
unknown6 .55 6.55 31.6 ng 1334310 1 6.77 843338 20.0
Benzophenone 10.52 3.4 ng 146322 3 9.80 855099 20.0
n-Hexadecanoic acid 11.81 3.0 ng 140683 4 11.30 946220 20.0
Phenanthrene, 2-m... 11.83 2.0 ng 95668 4 11.30 946220 20.0
4H-Cyclopenta[def... 11.92 2.7 ng 128102 4 11.30 946220 20.0
9,10-Dimethylanth... 12.35 2.7 ng 126962 4 11.30 946220 20.0
Cyclopenta[cd]pyrene 13.76 3.4 ng 233000 5 13.95 1361010 20.0
Benzo[e]pyrene 15.30 6.7 ng 249126 6 15.42 743407 20.0
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