LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 5.492 575 579 595 rVB 1619554 1573452 13.15% 2.850%
2 6.504 747 751 760 rBVY 1694551 1656001 13.84% 2.999%
3 6.645 771 775 778 rBVY 1668933 1566837 13.09% 2.838%
4 6.875 810 814 817 rBVY 1103550 992985 8.30% 1.799%
5 7.028 836 840 846 rVB 1442259 1192412 9.97% 2.160%
6 7.434 906 909 918 rBVY 1043485 974001 8.14% 1.764%
7 7.910 983 990 993 rBV 374241 536037 4._.48% 0.971%
8 8.157 1029 1032 1035 rBV 1543513 1272359 10.63% 2.305%
9 8.498 1086 1090 1095 rBV 182779 195009 1.63% 0.353%
10 9.228 1210 1214 1222 rVV 1847421 1506226 12.59% 2.728%

11 9.698 1288 1294 1303 rBV2 168279 248383 2.08% 0.450%
12 9.775 1303 1307 1312 rVV 438581 380345 3.18% 0.689%
13 9.916 1327 1331 1334 rVV 1273335 1151783 9.63% 2.086%
14 9.945 1334 1336 1339 rVB 163459 125908 1.05% 0.228%
15 10.116 1361 1365 1368 rVvVv2 105404 123403 1.03% 0.224%

16 10.327 1395 1401 1405 rBV2 94454 139503 1.17% 0.253%
17 10.463 1421 1424 1429 rVB 243107 244460 2.04% 0.443%
18 10.622 1448 1451 1454 rVB 403700 334063 2.79% 0.605%
19 10.704 1461 1465 1471 rVB 872920 761714 6.37% 1.380%
20 11.010 1512 1517 1520 rBV2 118081 147808 1.24% 0.268%

21 11.298 1565 1566 1570 rVB 155635 123708 1.03% 0.224%
22 11.404 1580 1584 1586 rBV 1064805 987393 8.25% 1.788%
23 11.433 1586 1589 1594 rVV 1735402 1690684 14.13% 3.062%
24 11.480 1594 1597 1600 rVvVv 539590 454739 3.80% 0.824%
25 11.639 1620 1624 1628 rBV2 107052 140371 1.17% 0.254%

26 11.739 1637 1641 1645 rVB 114878 131593 1.10% 0.238%
27 11.910 1666 1670 1671 rBV 366163 407534 3.41% 0.738%
28 11.951 1671 1677 1681 rVV2 3075097 5162540 43.14% 9.351%
29 12.021 1686 1689 1691 rVV2 767314 882434 7.37% 1.598%
30 12.045 1691 1693 1698 rVV 357356 360667 3.01% 0.653%

31 12.086 1698 1700 1703 rVvV 159867 159909 1.34% 0.290%
32 12.204 1717 1720 1722 rVV 246839 245663 2.05% 0.445%
33 12.233 1723 1725 1730 rVB2 162515 175999 1.47% 0.319%
34 12.457 1760 1763 1765 rBV 288277 268989 2.25% 0.487%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.551 1776 1779 1782 rBV3 161804 212279 1.77% 0.384%

36 12.627 1788 1792 1794 rBV 2752416 3199907 26.74% 5.796%
37 12.686 1794 1802 1806 rVV2 4661340 11965657 100.00% 21.673%
38 12.745 1808 1812 1820 rVB2 2603595 3629391 30.33% 6.574%
39 12.863 1825 1832 1836 rVB 2202680 2917459 24.38% 5.284%
40 12.992 1851 1854 1857 rVB 954742 821876 6.87% 1.489%

41 13.186 1884 1887 1889 rVB 487186 437684 3.66% 0.793%
42 13.251 1895 1898 1900 rVB2 391750 309625 2.59% 0.561%
43 13.380 1918 1920 1923 rBVY 186311 160230 1.34% 0.290%
44 13.833 1995 1997 1999 rBV 195219 129895 1.09% 0.235%
45 14.057 2031 2035 2038 rBV2 1133916 1721601 14.39%% 3.118%

46 14.086 2038 2040 2047 rVB 1059570 1060556 8.86% 1.921%
47 15.127 2213 2217 2220 rBVY 679621 1031861 8.62% 1.869%

48 15.439 2267 2270 2275 rVB 421082 518067 4_.33% 0.938%
49 15.504 2278 2281 2285 rVB 631268 779294 6.51% 1.412%

Sum of corrected areas: 55210294
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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:\HPCHEMI\BNA F\DATA\BF022618\

BF103231.D

26 Feb 2018 21:31

SJ/Ju

J1691-45 2X

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 4

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

6.65 31.56 ng 1566840 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF103231.D (-771) (-) m/z 132.00 100.00%
5000
68
40 54 75 104 ‘ 6.40 6.60 6.80 7.00
0 ..,....,....,....,-:.‘.‘?,....??.I.' e 8 Ll Tm/z 134.00  33.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS L R L
6.40 6.60 6.80 7.00
3 78 m/z 68.00 32.83%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
AT e
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.19%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L L
132 6.40 6.60 6.80 7.00
m/z 96.00 12.81%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octanoic acid Concentration Rank 8

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

7.91 8.43 ng 536037 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 60
3 Heptanoic acid 130 C7H1402 000111-14-8 59
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 990 (7.910 min): BF103231.D (-983) (-) m/z 59.95 100.00%
60
73
5000 43
s 101 760 7.80 8.00 820
b S S L e T 129 s 73,00 60.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
60
73
5000 43 760 7.80 8.00 820
29 85 101 15 m/z 43.00 42 .26%
o S N R ‘....‘,.i..,ﬂ.‘.‘.,9.?..,‘....,..‘..,...1.23...,1.‘.“.‘.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
760 7.80 8.00 820
5000 73 m/z 41.00 37.09%
7 4 87
0 18 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13416: Heptanoic acid I R e s
60 7.60 7.80 8.00 8.20
m/z 55.00 36.49Y%
73
5000
43 87
29
101
0 ”I"}ﬁ"”l"“l"”?}”"”'I'”'I'”'I'”'I'”'}}ﬁ'l”'}ﬁ%"P"'P' R T S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Nonanoic acid Concentration Rank 20

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

8.50 3.07 ng 195009 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Hexanoic acid 116 C6H1202 000142-62-1 58
3 Octanoic acid 144 C8H1602 000124-07-2 53
4 Octanoic acid. silver(1+) salt 250 C8H15Aa002 024927-67-1 53
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 1090 (8.498 min): BF103231.D (-1086) (-) m/z 60.00 100.00%
60
73
5000 41
SRS AR RS RAR
51 8.20 8.40 8.60 8.80
o} m/z 73.00 73.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60 73
41
5000 P T T T T T
29 8.20 8.40 8.60 8.80
H 87 o3 115 59 m/z 56.95 59.50%
0..P%?q..hr”.Jh:Lﬁ%d:t.nhuL.“qu.u¢ﬂ..q.i.,”.h.”.,”.q.ié?u.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
820 840 860 880
5000 73 m/z 41.00 44 .20%
7 4 87
0 18 99 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20839: Octanoic acid B LS I
60 8.20 8.40 8.60 8.80
m/z 55.00 42 .58%
73
5000 27
‘ 85 101
. b st 4l 15 150 144
m/z--> 1'0 2'0 3'0 4'0 50 60 7'0 8|0 9'0 1(')0 11'0 12'0 130 14'10 1&1,0 1('30 8.|20 8.2.0 8.|60 8.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown9.70 Concentration Rank 15

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

9.70 4_.31 ng 248383 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. methvl- 126 C9H18 001502-38-1 11
2 lIsopinocarveol 152 C10H160 006712-79-4 11
3 2-Hexenal. (E)- 98 C6H100 006728-26-3 11
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 11
5 N-Ethylidenecyclohexaneamine, N-... 141 C8H15NO 003376-30-5 11

Abundance Scan 1294 (9.698 min): BF103231.D (-1288) (-) m/z 55.00 100.00%
g5
41
5000
940 9.60 9.80 10.00
0 m/z 41.00 73.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11532: Cyclooctane, methyl-
41 55 69
5000 111 L L I UL SULA
83 97 9.40 9.60 9.80 10.00
m/z 72.95 67.34%
126
O'W}?I”MP”'M”WJHW”AN”“ﬁ“'PJW'”Wh”I“”P'”P”W'”W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
a4 55
92
83 9.40 9.60 9.80 10.00
5000 m/z 59.90 49_.27%
27
100 1 134
0 152
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3172: 2-Hexenal, (E)-
41 9.40 9.60 9.80 10.00
m/z 83.00 47 .68%
55 69
5000 27 83
98
&W}?P”W””LM'M“'“””JL”W”LP”W””P”W””P”W”“P”' LR R RN U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Benzophenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.62 5.80 ng 334063 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 58
3 Azobenzene. (E)- 182 C12H10N2 017082-12-1 50
4 1.2.4-Triazine-3.5(2H.4H)-dione.... 249 C10H7N303S 024168-34-1 47
5 Phenyl 4-pyridyl ketone 183 C12HONO 014548-46-0 47

Abundance Scan 1451 (10.622 min): BF103231.D (-1448) (-) m/z 104.95 100.00%
5
77
5000 182
51
10.40 10.60 10.80 11.00
39 63 95 152
O b ol 22 1115126138 RF 169 N 210 |\ Tnzz o 77.00  64.53%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
" 182 |
5000 LA L L L N L L L L LB LB
51 10.40 10.60 10.80 11.00
m/z 182.00 46 .05%
27 39 | 63 | 126 192 \
L s e SR man s e e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
77
182 10.40 10.60 10.80 11.00
5000 m/z 50.95 27 .46%
51 105
oL 27 39 64 91 115 128139 122
L s B e e e e e !
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #47126: Azobenzene, (E)-
77 10.40 10.60 10.80 11.00
m/z 181.00 13.29%
5000
51 182
27 39 64 | 91 105115 128139 152
L s B e e B man e
mz-> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.91 8.25 ng 407534 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95

Abundance Scan 1670 (11.910 min): BF103231.D (-1666) (-) m/z 192.05 100.00%

192

5000

94

11.60 11.80 12.00 12.20

41 55 73 115 139152
o 210226 246 | "m/z 191.10 59.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192

5000
11.60 11.80 12.00 12.20

m/z 189.00 31.89%

94

115 139152

ol T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.00 16.54%
165
26 39 63 82 96 115 139152 178
e A e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl- e RRARA R
192 11.60 11.80 12.00 12.20
m/z 193.05 15.97%
5000
165
L1539 63 8396 115 139152
A IIIIIIIIIIIIIIII Trrrrrr IIIIIIII IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.95 104.57 ng 5162540 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1677 (11.951 min): BF103231.D (-1671) (-) m/z 60.00 100.00%

5000

i—

11.60 11.80 12.00 12.20

0! m/z 73.00 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 T T T T L I I LR

ll.IGO ll.l80 12.IOO 12!20
m/z 43.00 89.45%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 | 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 84.35%
171
27 97
0 58 113 152 186 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid ==TFrerrreTT T
3 73 11.60 11.80 12.00 12.20
m/z 55.00 75.53%
5000 129

-

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.02 17.87 ng 882434 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 95
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45
4 Methyl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
Abundance Scan 1689 (12.021 min): BF103231.D (-1686) (-) m/z 190.05 100.00%
190

5000

11.80 12.00 12.20 12.40

218 239255

0 m/z 189.05 92.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000
11.80 12.00 12.20 12.40

m/z 192.05 39.15%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190
45 146
11.80 12.00 12.20 12.40
5000 82 m/z 191.10 35.82%
117
162
o 65 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189 11.80 12.00 12.20 12.40
m/z 94_.50 28.70%
5000
94
163
o R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 10 Anthracene, 1l-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.05 7.31 ng 360667 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 90
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 87
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 87
Abundance Scan 1694 (12.051 min): BF103231.D (-1691) (-) m/z 208.00 100.00%

208
71
5000 118
146 177 20 e 289 318
42 9 11.80 12.00 12.20 12.40

0 m/z 71.00 58.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54739: Anthracene, 1-methyl-
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

5000
11.80 12.00 12.20 12.40
m/z 69.00  47.92%

oL 4 83 & 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
192

1180 12.00 1220 12.40
5000 m/z 117.90 39.70%

95 165
0 63 125141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54750: Phenanthrene, 2-methyl-

11.80 12.00 12.20 12.40
m/z 236.20  34.30%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40

8270-BF022218_.M Tue Feb 27 10:38:06 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11 Dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.09 3.24 ng 159909 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 53
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 47
3 Octadecane 254 C18H38 000593-45-3 47
4 Nonane. 1l-iodo- 254 C9H191 004282-42-2 45
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 38

Abundance Scan 1701 (12.092 min): BF103231.D (-1698) (-) m/z 57.00 100.00%

5|7
5000
4

180 202218 nmnmnmnm
247 274 303
0f m/z 71.00 61.21%

8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38318: Dodecane
57

5000

85 11. 80 12.00 12.20 12.40
4 ‘ m/z 43.00 55.57%
113 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 11. 80 12.00 12.20 12.40
5000 m/z 85.00 37.93%
41 177
133
. 113 161 203219 245061
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105885: Octadecane
57 11. 80 12.00 12.20 12.40

m/z 41.00 25.44%

5000 85
4
24 ‘ |13 141 169 197 295 250

Il ‘
e e e e e e e e e e e R R EEREREEE R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12. 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12 6-Phenylbenzocyclohepten-7-one Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.20 4.98 ng 245663 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 90
2 5.160I17.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 87
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 86
4 Tricvclol8.2.2.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 62
5 9,10-Bis(bromomethyl)anthracene 362 C16H12Br2 034373-96-1 58

Abundance Scan 1719 (12.198 min): BF103231.D (-1717) (-) m/z 204.10 100.00%
204
5000 r?
101 11.80 12.00 12.20 12.40 12.60
51 76 150 . . . . .
o 126 10176 ylJ2o8 250282 ' “nj7 202.05  36.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87775: 6-Phenylbenzocyclohepten-7-one
204
5000 RIS SR BN B
11.80 12.00 12.20 12.40 12.60
101 232 m/z 203.05 30.27%
oL 5L 76 126150176 | |
mz-> 50 100 150 200 250 300 350 400
Abundance
204
11.80 12.00 12.20 12.40 12.60
5000 m/z 205.05 17.47%
39 63 101 97 152176 313 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #64599: Naphthalene, 2—pheny|— L RS BN LI LR N
204 11.80 12.00 12.20 12.40 12.60
m/z 101.00 16.72%
5000
101
oL 5L 70 | 126150 176
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 9,10-Anthracenedione Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.23 3.56 ng 175999 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 60
4 1.4-Anthracenedione 208 C14H802 000635-12-1 53
5 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 53
Abundance Scan 1724 (12.227 min): BF103231.D (-1723) (-) m/z 208.00 100.00%
152 180 208
5000 76
50 AN W pn PN
93 110126 | 222247 272 oo 12.00 12.20 12.40 12.60
o} I INE P o AT, I ENES SERTIN MRS D m/z 180.00 90.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67895: 9,10-Anthracenedione
180 208
152
5000 76
12.00 12.20 12.40 12.60
50 m/z 152.00 83.79%
. |,27,,IH\‘”I\,”\\JI,?‘?,I‘}}}II\,”I,,\,\,Iw‘\”” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
180
12100 1220 12/40 12.60
5000 m/z 75.95 46 .15%
152
76
0l27_ 50 90 111126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45694: Benzo[c]cinnoline A L o B
152 180 12.00 12.20 12.40 12.60
m/z 151.00 46 .06%
5000
76 126
o 39 54 102
m/z--> 25 45 eb éo 160 150 140 160 180 260 250 240 2éo 2éo 360 1200 1220 1240 1260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 14 9,10-Dimethylanthracene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.45 ng 268989 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 96
2 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 95
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 94
4 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91

Abundance Scan 1764 (12.463 min): BF103231.D (-1760) (-) m/z 206.10 100.00%

6

5000

12.20 12.40 12.60 12.80
m/z 191.10 51.52%

ol 237 268 294 318

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66249: 9,10-Dimethylanthracene

5000
12.20 12.40 12.60 12.80

m/z 189.00 24 .49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
12.20 12.40 12.60 12.80
5000 m/z 205.10 22.84%
189

102
27 51 16 122139 165

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66256: Phenanthrene, 2,3-dimethyl- e e i R A ma nae
12.20 12.40 12.60 12.80
m/z 207.10 16.34%
5000

115 139 165
g I I I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 15 Cyclopenta(def)phenanthrenone Concentration Rank 16

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

12.55 4_.30 ng 212279 Phenanthrene-d10 11.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 91

2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 64

3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 50

4 T1.17-Biphenvl1-4-o0l. 4"-chloro- 204 C12H9CIO0 028034-99-3 43

5 2-Chloro-4-phenylphenol 204 C12H9cCIO 000092-04-6 43
Abundance Scan 1779 (12.551 min): BF103231.D (-1776) (-) m/z 204.00 100.00%

4

5000

12.20 12.40 12.60 12.80
m/z 206.10  45.16%

249266 283 302318

219

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64588: Cyclopenta(def)phenanthrenone
204

5000
12.20 12.40 12.60 12.80

m/z 176.00 36.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
204
91 133 LA L L L L L L L LB B
41 107 189 12.20 12.40 12.60 12.80
5000 6 161 m/z 205.10 25.23%
0 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene  aahEmamaEe
204 12.20 12.40 12.60 12.80
189 m/z 191.05 21.87%
5000
41
0 A S it St

! T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 16 6-Octadecenoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.69 242.37 ng 11965700 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 97
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 93
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
Abundance Scan 1803 (12.692 min): BF103231.D (-1794) (-) m/z 55.00 100.00%

5000

:

123 12.40 12.60 12.80 13.00

26

139 165180 207222 246 207282 307

0 m/z 69.00 59.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129340: 6-Octadecenoic acid
5 97

:

12.I4O 12!60 12.I80 13.IOO
m/z 41.00 59.11%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
A
12.40 12.60 12.80 13.00
5000 0 m/z 83.00 48.34%
98

L2 125 151 180195 222 246 294 282

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

Abundance #129347: cis-13-Octadecenoic acid S e e
12.40 12.60 12.80 13.00

m/z 43.00 39.82%

5000

-

125 151 264

1801095 222 246 “°7 282
e e ——
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 17 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.74 42.16 ng 3629390 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1811 (12.739 min): BF103231.D (-1808) (-) m/z 43.00 100.00%
43 7
200 129 ‘__/J\L
i ws 1240 1260 1280 1500
157 284 : : : :
ol O P O [ o X1 My s £ o T
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 3
o7 12.40 12.60 12.80 13.00
185 241 o84 m/z 60.00 94 .91%
e T 2 2
Ouuuﬁ”l‘ | \\H ‘M lel\ ‘:::‘:“::‘:: |||‘|||||||
m/z--> 50 100 150 200 250 300
Abundance
43 78
12.40 12,60 12.80 13.00
5000 129 m/z 57.00 88.66%
97 199 242
oL 26 7 180 | 205
m/z--> éo 160 150 260 2éo 360
Abundance #107549: n-Hexadecanoic acid T
43 60 12.40 12.60 12.80 13.00
m/z 55.00 72.78%
5000 129
157 185 213 256
Ottt “‘J ' '{'\" 239N" U P AN AR
m/z--> 50 150 200 250 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 18 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.19 5.08 ng 437684 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 80
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 72
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64

Abundance Scan 1888 (13.192 min): BF103231.D (-1884) (-) m/z 216.10 100.00%

216
5000 107

12.80 13.00 13.20 13.40 13.60
m/z 215.10 49.98%

| 129146 173191 237 269 301 322339
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #74422: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40 13.60
108 m/z 107.30 42 .12%
o 57 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
216
R e  RE R R
12.80 13.00 13.20 13.40 13.60
5000 m/z 213.10 12.60%
108 189
0 39 63 87 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #74421: 11H-Benzo[a]fluorene e R
216 12.80 13.00 13.20 13.40 13.60
m/z 217.10 10.43%
5000
108
[ P T P R e e R EEEEEEEE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 80 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 19 11H-Benzo[a]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.25 3.60 ng 309625 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 92
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 64
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 62
Abundance Scan 1898 (13.251 min): BF103231.D (-1895) (-) m/z 216.10 100.00%
216
5000
108 13.00 13.20 13.40 13.60
187 - - : -
ol 39 63 8n | 137 103 7 |l 236 266288305323342363 | 75515 10  88.52%
m/z--> 50 100 150 200 250 300 350
Abundance #74423: 11H-Benzo[a]fluorene
216
5000
13.00 13.20 13.40 13.60
108 m/z 213.10 21.20%
oL 43 6381 163 189
m/z--> 50 100 150 200 250 300 350
Abundance
216
' 13.00 13.20 1340 13.60
5000 m/z 107.70 18.05%
ol 39 6381 107 139 163 189
m/z--> 50 100 150 200 250 300 350
Abundance #74424: Fluoranthene, 2-methyl- A B B
216 13.00 13.20 13.40 13.60
m/z 217.10 15.20%
5000
108
43 63 81 } A 130 163 189
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103231.D

Aca On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample : J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 20 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 13.30 ng 518067 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2270 (15.439 min): BF103231.D (-2267) (-) m/z 252.10 100.00%
252
5000
125 15.20 15.40 15.60 15.80
224 - - - -
oL 74 100 1 150174 200757 |l 278300324 365 398 422444 | Tn77 250.10  29.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252
5000

15.20 15.40 15.60 15.80
m/z 253.10 22.49%

125
50 74 99 | 146 174 200224

b2 S = SRR e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
R m e e e A
15.20 15.40 15.60 15.80
5000 m/z 125.00 17.18%
126
0lL39 74 100 | 150174 200 224
L A B T L A o B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104216: Perylene b RREmE EE e
252 15.20 15.40 15.60 15.80
m/z 126.00 14 _.42%
5000
126
ol 43 73 100, | 149174 200224
T e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103231.D

Acq On : 26 Feb 2018 21:31

Operator : SJ/JU

Sample - J1691-45 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .65 6.65 31.6 ng 1566840 1 6.87 992985 20.0
Octanoic acid 7.91 8.4 ng 536037 2 8.16 1272360 20.0
Nonanoic acid 8.50 3.1 ng 195009 2 8.16 1272360 20.0
unknown9.70 9.70 4.3 ng 248383 3 9.92 1151780 20.0
Benzophenone 10.62 5.8 ng 334063 3 9.92 1151780 20.0
Phenanthrene, 2-m... 11.91 8.3 ng 407534 4 11.40 987393 20.0
n-Hexadecanoic acid 11.95 104.6 ng 5162540 4 11.40 987393 20.0
4H-Cyclopenta[def... 12.02 17.9 ng 882434 4 11.40 987393 20.0
Anthracene, 1l-met... 12.05 7.3 ng 360667 4 11.40 987393 20.0
Dodecane 12.09 3.2 ng 159909 4 11.40 987393 20.0
6-Phenylbenzocycl ... 12.20 5.0 ng 245663 4 11.40 987393 20.0
9,10-Anthracenedione 12.23 3.6 ng 175999 4 11.40 987393 20.0
9,10-Dimethylanth... 12.46 5.5 ng 268989 4 11.40 987393 20.0
Cyclopenta(def)ph... 12.55 4.3 ng 212279 4 11.40 987393 20.0
6-Octadecenoic acid 12.69 242 .4 ng 11965700 4 11.40 987393 20.0
Octadecanoic acid 12.74 42.2 ng 3629390 5 14.06 1721600 20.0
11H-Benzo[b]fluorene 13.19 5.1 ng 437684 5 14.06 1721600 20.0
11H-Benzo[a]fluorene 13.25 3.6 ng 309625 5 14.06 1721600 20.0
Benzo[e]pyrene 15.44 13.3 ng 518067 6 15.57 779294 20.0
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