LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 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-BF081517.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 4.940 481 485 495 rVB 412515 572845 18.11% 1.916%
2 5.322 546 550 551 rBV 50198 46087 1.46% 0.154%
3 5.357 551 556 559 rVB 2905830 3053208 96.54% 10.213%
4 5.587 592 595 598 rVB 43480 40662 1.29% 0.136%
5 6.351 720 725 726 rBV 53382 55189 1.75% 0.185%
6 6.386 726 731 734 rVB 2881432 3162553 100.00% 10.579%
7 6.522 749 754 757 rBV 3034635 2993869 94.67% 10.015%
8 6.575 760 763 769 rVB2 52686 57053 1.80% 0.191%
9 6.751 789 793 796 rBVY 1006111 864034 27.32% 2.890%
10 6.904 815 819 822 rBVY 2392061 2217224 70.11% 7.417%
11 7.316 883 889 892 rBY 1930434 1918111 60.65% 6.416%
12 7.404 898 904 907 rBV 36121 40353 1.28% 0.135%
13 8.033 1006 1011 1013 rBV 1211601 1066308 33.72% 3.567%
14 8.051 1013 1014 1016 rVB 67848 37424 1.18% 0.125%

15 9.110 1188 1194 1197 rBV 3058356 2661122 84.14% 8.902%

16 9.498 1257 1260 1265 rBV 355070 307199 9.71% 1.028%
17 9.780 1302 1308 1312 rBV 1001516 944209 29.86% 3.158%

18 9.816 1312 1314 1318 rVB 69223 54895 1.74% 0.184%
19 9.986 1339 1343 1346 rVB 52371 43962 1.39% 0.147%
20 10.222 1380 1383 1385 rVB 41610 32721 1.03% 0.109%
21 10.327 1398 1401 1406 rVB2 79952 69750 2.21% 0.233%
22 10.569 1437 1442 1445 rBV 1535527 1370871 43.35% 4 _586%
23 10.692 1459 1463 1471 rVB 64861 76902 2.43% 0.257%

24 11.263 1556 1560 1562 rBV 948006 790707 25.00% 2.645%
25 11.286 1562 1564 1567 rVV 365403 271541 8.59% 0.908%

26 11.339 1567 1573 1576 rVB 79879 82786 2.62% 0.277%
27 11.763 1642 1645 1647 rBV 48423 39020 1.23% 0.131%
28 11.792 1647 1650 1654 rVB 69764 59307 1.88% 0.198%
29 11.874 1660 1664 1666 rBV 86201 84975 2.69% 0.284%
30 12.080 1697 1699 1704 rVB4 33360 32939 1.04% 0.110%
31 12.310 1735 1738 1741 rBV 43137 44399 1.40% 0.149%
32 12.392 1750 1752 1758 rVB3 34613 36025 1.14% 0.121%
33 12.474 1762 1766 1769 rBV 621423 567614 17.95% 1.899%
34 12.515 1770 1773 1779 rVvVv4 61189 65841 2.08% 0.220%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.698 1798 1804 1807 rBV 578981 590618 18.68% 1.976%

36 12.815 1822 1824 1826 rBV 34440 33161 1.05% 0.111%
37 12.851 1826 1830 1833 rVV 2118475 1891678 59.81% 6.328%
38 12.915 1837 1841 1845 rBV2 44939 74316 2.35% 0.249%
39 13.027 1857 1860 1863 rVB2 82365 79571 2.52% 0.266%
40 13.092 1868 1871 1874 rBV 57403 55938 1.77% 0.187%
41 13.133 1874 1878 1880 rBV2 66504 67158 2.12% 0.225%
42 13.221 1890 1893 1896 rVB 39826 37393 1.18% 0.125%
43 13.251 1896 1898 1902 rBV2 37467 44929 1.42% 0.150%
44 13.533 1943 1946 1950 rVB 52239 56077 1.77% 0.188%
45 13.645 1961 1965 1968 rBV2 63511 93624 2.96% 0.313%
46 13.674 1968 1970 1972 rVV 48328 37294 1.18% 0.125%

47 13.745 1979 1982 1989 rVB2 154162 174636 5.52% 0.584%
48 13.892 2002 2007 2010 rBV2 967569 1208935 38.23% 4.044%
49 13.921 2010 2012 2019 rVB 333920 286765 9.07% 0.959%
50 13.998 2023 2025 2029 rVB 46162 36255 1.15% 0.121%

51 14.909 2177 2180 2187 rVB 257244 458085 14.48% 1.532%
52 15.198 2226 2229 2234 rVB 168532 199651 6.31% 0.668%

53 15.251 2235 2238 2242 rBV 174612 210023 6.64% 0.703%
54 15.315 2245 2249 2252 rBV 446817 497161 15.72% 1.663%

Sum of corrected areas: 29894973
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097907.D
3000000 5.36 6.36|52

2500000 6.90
2000000 7.32
1500000
6.75

1000000

500000 4.94

J\, .%5‘.2 ?[.\59 6,35 81'37 L |7.40

O e A .
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF097907.D
3000000 9|11

2500000
12.85

2000000

10.57
1500000

8.03

1000000 i 11.26
12.4712.70

500000 9.50 1 .29
05 ﬂ 820.99 101233 ||10.69 .34 1113;37 712.081212146.52 ||12

a5 1353

T e L e S L S R A e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF097907.D
3000000

2500000

2000000

1500000

13.89

1000000

500000}

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 13.26 ng 572845 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (4.940 min): BF097907.D (-481) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 B SEDE SRS NN SRR
| 83.0 | 4.60 4.80 5.00 5.20
rrrprrerprerer e e e m/z 59.00 54.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AR R R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 19.83%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520
5000 m/z 58.00 15.84%
101.0
150 310 %80 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester  maa s
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.04%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l S SRR SRR RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.52 Concentration Rank 1

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

6.52 69.30 ng 2993870 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 754 (6.522 min): BF097907.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 BN LR
40.0 1150 J 6.20 6.40 6.60 6.80
e m/z 68.05 45_.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IBENRERE RSN SRR AR
6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 134.00 34.03%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 6.80
5000 m/z 66.00 28.98%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R REREEmmom
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.20%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| AR R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.87 2.15 ng 84975 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 37
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 37
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 23
5 Carbonic acid, butyl 2-formyl-4,... 290 C12H12CI1204 1000331-42-2 17

Abundance Scan 1663 (11.868 min): BF097907.D (-1660) (-) m/z 192.05 100.00%
A1
5000
1129 139.0 208.2 11.60 11.80 12.00 12.20
. m/z 190.10 98.53%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
: m/z 189.10 97 .28%
390 630 || 1100 1370 1630 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.05 68.74%
95.0 134.0 162.0
400 57.0 750 114.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 11.60 11.80 12.00 12.20
m/z 94.40 37 .94%
5000
420 122.0
20'0\ N \H 66\.0 95\.0 i ‘\‘ 14‘8.0
miz-> 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 : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.74 2.89 ng 174636 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 1981 (13.739 min): BF097907.D (-1979) (-) m/z 230.05 100.00%

230.1
5000
57.0 g31 202.1

111 15111760 13.40 13.60 13.80 14.00

.”“.”M”|f | 207 3011 e 24,73

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester

3

13.I40 13.I60 13.I8O 14.I00
m/z 43.10 21.31%

5000

196.0 224.0

=
N
a1
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69'0 I|IIII|IIII|IIII|IIII|
13.40 13.60 13.80 14.00
5000 m/z 202.10 20.83%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
m@mmﬁmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #127771: 3-Eicosene, (E)- T
13.40 13.60 13.80 14.00

m/z 83.10 20.35%

5000
29.0

r

139.0 167.0 196.0 224.0 252.0 280.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097907.D

Aca On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.20 8.03 ng 199651 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 94
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2229 (15.198 min): BF097907.D (-2226) (-) m/z 252.10 100.00%
25p.1
5000
48.9 83.0 12?0151 2 198.0224.1 278.1 311.2337.2365.3 14.80 15.00 15.20 15.40 15.60
e - R Bl L m/z 250.10 29.25%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
14.80 15.00 15.20 15.40 15.60
1250 m/z 253.10 22 .22%
63.0 99 0, | 158 0 198 0224.0 H
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.00 13.86%
126.0
39.0 74.0100.0 163.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene e o
252.0 14.80 15.00 15.20 15.40 15.60
m/z 126.00 11.40%
5000
126.0
74.0100.9 I 198.0224.0 ,H
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF082117\
Data File : BF097907.D

Acq On : 21 Aug 2017 15:38

Operator : SJ/JU

Sample - 14852-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4.94 13.3 ng 572845 1 6.75 864034 20.0
unknown6 .52 6.52 69.3 ng 2993870 1 6.75 864034 20.0
4H-Cyclopenta[def... 11.87 2.1 ng 84975 4 11.26 790707 20.0
Trichloroacetic a... 13.74 2.9 ng 174636 5 13.90 1208940 20.0
Benzo[e]pyrene 15.20 8.0 ng 199651 6 15.32 497161 20.0
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