LSC Area Percent Report

Data Path : Z:\HPCHEMA1I\BNA F\DATA\BF080317\

Data File : BF097333.D

Aca On : 3 Aug 2017 22:56 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 14541-05 2X i

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-BF072517.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 _557 451 454 475 rVB 386702 549970 35.53% 2.646%
2 5.034 532 535 554 rBVY 1135746 1476312 95.39% 7.101%
3 6.110 715 718 733 rBVY 1508967 1547712 100.00% 7.445%
4 6.216 733 736 743 rVB 1585918 1483881 95.88% 7.138%
5 6.445 771 775 783 rBV 751137 758631 49.02% 3.649%
6 6.598 797 801 813 rBVY 1186712 1066215 68.89% 5.129%
7 7.010 868 871 880 rBV 893682 839667 54.25% 4._.039%
8 7.728 989 993 1002 rBV 965539 957697 61.88% 4.607%
9 8.439 1109 1114 1118 rBV 19896 17727 1.15% 0.085%
10 8.533 1127 1130 1138 rVB3 16358 17677 1.14% 0.085%

11 8.798 1171 1175 1179 rBV 1678121 1375164 88.85% 6.615%
12 9.198 1241 1243 1247 rVB 188611 150426 9.72% 0.724%

13 9.327 1262 1265 1268 rBV 41349 36894 2.38% 0.177%
14 9.422 1277 1281 1284 rBV 30312 30736 1.99% 0.148%
15 9.463 1284 1288 1292 rVV2 1141760 1039568 67.17% 5.001%
16 9.498 1292 1294 1303 rVB 55238 51745 3.34% 0.249%
17 9.675 1318 1324 1327 rBV 33604 37887 2.45% 0.182%
18 9.780 1339 1342 1347 rBV6 10182 17995 1.16% 0.087%
19 9.922 1363 1366 1370 rVB 44018 38945 2.52% 0.187%
20 10.010 1378 1381 1388 rVB 40473 45069 2.91% 0.217%
21 10.251 1418 1422 1428 rBV 739465 721127 46.59% 3.469%
22 10.386 1442 1445 1450 rBV 53870 64030 4.14% 0.308%
23 10.757 1505 1508 1510 rBVZ2 21414 24036 1.55% 0.116%
24 10.833 1517 1521 1524 rBV 55782 49030 3.17% 0.236%

25 10.933 1535 1538 1541 rBV 826167 839704 54.25% 4._.039%

26 10.957 1541 1542 1547 rVV 448601 353189 22.82% 1.699%
27 11.016 1547 1552 1556 rVB 115997 117297 7.58% 0.564%

28 11.057 1556 1559 1561 rBV3 16385 17019 1.10% 0.082%
29 11.180 1577 1580 1583 rBV 48305 43788 2.83% 0.211%
30 11.257 1591 1593 1596 rBV2 19431 21984 1.42% 0.106%
31 11.439 1621 1624 1626 rBV 62438 58443 3.78% 0.281%
32 11.469 1626 1629 1631 rVV 74223 74257 4._80% 0.357%
33 11.492 1631 1633 1635 rVV 63473 64474 4_.17% 0.310%

34 11.516 1635 1637 1639 rVV 169364 136348 8.81% 0.656%
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LSC Area Percent Report

Data Path : Z:\HPCHEMA1I\BNA F\DATA\BF080317\

Data File : BF097333.D

Aca On : 3 Aug 2017 22:56 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 14541-05 2X i

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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.545 1639 1642 1645 rVV 103581 118652 7.67% 0.571%

36 11.569 1645 1646 1650 rVB 46622 30380 1.96% 0.146%
37 11.663 1659 1662 1663 rBV2 20289 23324 1.51% 0.112%
38 11.733 1671 1674 1678 rBV 61674 66159 4.27% 0.318%
39 11.768 1678 1680 1685 rVB3 44002 46071 2.98% 0.222%
40 11.874 1697 1698 1703 rVB5 17098 16749 1.08% 0.081%
41 11.986 1714 1717 1719 rBV 35058 35478 2.29% 0.171%
42 12.021 1719 1723 1725 rVV5 21008 33561 2.17% 0.161%
43 12.074 1729 1732 1735 rVB2 44310 43301 2.80% 0.208%
44 12.139 1739 1743 1747 rBY 710851 611969 39.54% 2.944%
45 12.233 1757 1759 1762 rVB 37065 29651 1.92% 0.143%
46 12.286 1765 1768 1771 rVV2 42077 42346 2.74% 0.204%
47 12.363 1776 1781 1785 rVV 609158 623368 40.28% 2.999%
48 12.421 1788 1791 1796 rVB3 27970 40912 2.64% 0.197%
49 12.492 1800 1803 1804 rBV 31315 33019 2.13% 0.159%
50 12.515 1804 1807 1815 rVB 874054 794273 51.32% 3.821%
51 12.621 1823 1825 1828 rVB 26256 18461 1.19% 0.089%
52 12.674 1831 1834 1835 rBV3 32046 27269 1.76% 0.131%
53 12.692 1835 1837 1842 rVB 67083 79514 5.14% 0.382%
54 12.763 1846 1849 1852 rBV2 69378 79680 5.15% 0.383%
55 12.798 1852 1855 1860 rVV 68867 75805 4_.90% 0.365%
56 12.886 1868 1870 1873 rBV 37891 33189 2.14% 0.160%
57 12.921 1873 1876 1880 rBV2 39878 44668 2.89% 0.215%
58 13.210 1922 1925 1928 rBV 57799 59762 3.86% 0.287%
59 13.310 1940 1942 1944 rBV2 40356 30752 1.99% 0.148%
60 13.357 1948 1950 1952 rBV 30132 24667 1.59% 0.119%
61 13.415 1958 1960 1962 rBV 49493 39023 2.52% 0.188%
62 13.439 1962 1964 1969 rVB3 45416 44150 2.85% 0.212%

63 13.557 1974 1984 1987 rBV2 838217 1256974 81.21% 6.046%
64 13.580 1987 1988 1997 rVB 301625 280331 18.11% 1.348%
65 13.945 2048 2050 2054 rVB 62113 54960 3.55% 0.264%

66 14.551 2149 2153 2161 rBV 342239 545959 35.28% 2.626%
67 14.639 2165 2168 2170 rBV2 72781 66813 4._.32% 0.321%
68 14.798 2192 2195 2200 rVB 198258 207549 13.41% 0.998%
69 14.851 2200 2204 2208 rBV 261926 289778 18.72% 1.394%
70 14.898 2209 2212 2215 rBV 391361 426898 27.58% 2.054%

71 16.098 2412 2416 2421 rVB 123788 187169 12.09% 0.900%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097333.D

Aca On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 16.456 2473 2477 2487 rVB 97923 201524 13.02% 0.969%

Sum of corrected areas: 20788752
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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\BF080317\

BF097333.D

3 Aug 2017 22:56

SJ/Ju

14541-05 2X

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BF097333.D
22

503 6.60

7.01
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4.56

0

Time--> 2.00

T
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T
3.50

T
4.00

T
2.50

3.00 7.00

T
5.00

Abundance

1500000

1000000

500000

TIC: BF097333.D

8/80

9.46

13.5

0
Time-->

10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

1500000

1000000

500000

TIC: BF097333.D

Time-->

18.50

18.00
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16.00 16.50

19.00
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14.50

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097333.D

Aca On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.56 14.50 ng 549970 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 454 (4.557 min): BF097333.D (-451) (-) m/z 43.00 100.00%
43.0
T fL
5000
101.1 150 A0 AR aen
420 4.40 4.60 4.80
O il SLOL 830 | w/z 59.00  52.67%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U A R
59.0 420 440 460 480
m/z 58.00 14 .32%
31.0 83.0 93010‘1.0
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 480
5000 m/z 101.10 12.88%
410 101.0
ol 150 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R B
59.0 420 4.40 4.60 4.80
m/z 41.00 8.55%
5000 41.0
31.0
69.0 870
15.0 M L1 stop ] 98.0
S S S R I UL UL UL SULILIS WAL B T T ey
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097333.D

Aca On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 1

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

6.22 39.12 ng 1483880 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (6.222 min): BF097333.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 || s 580 6.00 620 6.40 6.60
O e et R bt e plben | M7z 68.05 37.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NSRS R SRR
580 6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.08%
0 1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 m/z 65.95 24 .09%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole e RRan e

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 13.54%

5000

104.0
66.0
140 27.0 390 510 NT 770 g94 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097333.D

Aca On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .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 4 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 3.13 ng 66813 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 91
3 Benzolalpvrene 252 C20H12 000050-32-8 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 87
5 Benzo[e]pyrene 252 C20H12 000192-97-2 87
Abundance Scan 2168 (14.639 min): BF097333. D ( 2165) (-) m/z 252.05 100.00%
5000
ot 153.1 189 293.1 331.2360.1 14.40 14.60 14.80 15.00
o} : : e m/z 250.10 29.19%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252.0
5000
14.40 14.60 14.80 15.00
126.0 m/z 253.10 23.08%
027.0 630 %mﬂ 1740 224.0
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.40 14.60 14.80 15.00
5000 m/z 126.00 18.35%
126.0
o 99.0 224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104222: Benzo[a]pyrene L L L L LB B
252.0 14.40 14.60 14.80 15.00
m/z 125.10 17.43%
5000
126.0
0 56 0 83. 0 " \‘ \H | ZZﬂ.O
mz> 80 100 10 200 240 o 3o " 14:40 14.60 14.80 15.00

8270-BF072517.M Fri Aug 04 13:42:13 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097333.D

Aca On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.80 9.72 ng 207549 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 98
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93

Abundance Scan 2195 (14.798 min): BF097333.D (- 2192) ) m/z 252.10 100.00%

5000

14.40 14.60 14.80 15.00 15.20
m/z 250.10 29.29%

o 63.0 99.0 149.2174.1199.1224.1 276.0 311.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104221: Benzo[e]pyrene

5000
14.40 14.60 14.80 15.00 15.20

m/z 253.10 20.96%

150.0174.0 200.0224.0

41.0

0<
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20
5000 m/z 125.10 18.92%
126.0
o 50.0 74.0 99.0 150.0174.0198.0 224.0
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104220: Benzo[a]pyrene o
252.0 14.40 14.60 14.80 15.00 15.20
m/z 126.10 14.10%
5000
126.0
0 50.0 74.0 100.0; | 150.0174.0198.0224.0 ‘ |
T T T R T T T e B B A e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097333.D

Acq On : 3 Aug 2017 22:56

Operator : SJ/JU

Sample : 14541-05 2X

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4 .56 14.5 ng 549970 1 6.45 758631 20.0
unknown6 .22 6.22 39.1 ng 1483880 1 6.45 758631 20.0
Perylene 14 .64 3.1 ng 66813 6 14.90 426898 20.0
Benzo[e]pyrene 14 .80 9.7 ng 207549 6 14.90 426898 20.0
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