LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070117\

Data File : BF096403.D

Acq On - 2 Jul 2017 2:36 Instrument :
Operator : SJ/MA BNA_F _
Sample 1 13908-09 5X ClientSampleld :
Misc i G-58-0-1.5

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.763 109 115 121 rVB3 10090 16052 1.55% 0.120%
2 3.710 265 276 280 rBv2 16114 26206 2.53% 0.196%
3 4.346 377 384 390 rBv4 10207 16232 1.57% 0.121%
4 4.904 476 479 487 rVB 99612 117044 11.31% 0.874%
5 5.304 544 547 549 rBvV 17355 17950 1.74% 0.134%
6 5.334 549 552 556 rvB 831921 759097 73.38% 5.672%
7 5.569 590 592 599 rvB2 16903 20044 1.94% 0.150%
8 5.898 645 648 651 rvB2 12871 12761 1.23% 0.095%
9 5.993 661 664 666 rBvV2 13589 12171 1.18% 0.091%
10 6.275 708 712 717 rVB5 8448 12551 1.21% 0.094%

11 6.357 723 726 733 rVB 822043 714329 69.05% 5.337%
12 6.498 746 750 753 rBV 869336 714820 69.10% 5.341%

13 6.563 758 761 763 rBV 21403 18298 1.77% 0.137%
14 6.587 763 765 773 rVB2 17503 20498 1.98% 0.153%
15 6.734 786 790 793 rBV 1053689 830228 80.26% 6.203%
16 6.763 793 795 798 rvB2 16604 13840 1.34% 0.103%
17 6.798 798 801 805 rBv2 14952 18050 1.74% 0.135%
18 6.887 812 816 820 rBV 651048 547589 52.94% 4.091%
19 7.134 853 858 861 rBvV3 15016 14577 1.41% 0.109%
20 7.287 880 884 887 rBV 509187 399894 38.66% 2.988%
21 7.345 891 894 897 rVB 26624 20744 2.01% 0.155%
22 8.016 1004 1008 1010 rBV 1269916 1020059 98.61% 7.621%
23 8.034 1010 1011 1014 rVB 76449 53376 5.16% 0.399%
24 8.451 1079 1082 1086 rVB 24673 20723 2.00% 0.155%
25 8.622 1105 1111 1113 rBV 29136 22556 2.18% 0.169%
26 8.728 1126 1129 1132 rVB 68737 51197 4._.95% 0.383%
27 8.828 1142 1146 1148 rVB 36492 32456 3.14% 0.242%
28 9.086 1186 1190 1194 rBV 668548 566291 54.74% 4.231%
29 9.186 1203 1207 1212 rBV 43231 36020 3.48% 0.269%
30 9.345 1232 1234 1242 rBV4 14298 23268 2.25% 0.174%
31 9.428 1245 1248 1250 rBV 26506 23931 2.31% 0.179%
32 9.451 1250 1252 1255 rBV 21833 17121 1.66% 0.128%
33 9.481 1255 1257 1260 rBV 63839 45464 4._.40% 0.340%
34 9.622 1277 1281 1284 rBV 53031 50869 4.92% 0.380%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070117\

Data File : BF096403.D

Acq On - 2 Jul 2017 2:36 Instrument :
Operator : SJ/MA BNA_F _
Sample 1 13908-09 5X ClientSampleld :
Misc i G-58-0-1.5

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.669 1284 1289 1291 rVB4 9860 14339 1.39% 0.107%
36 9.710 1294 1296 1300 rVB 34477 29848 2.89% 0.223%
37 9.763 1300 1305 1309 rBV 912335 868365 83.95% 6.488%
38 9.969 1337 1340 1344 rVB 54222 46028 4._.45% 0.344%
39 10.175 1372 1375 1379 rBvV4 14012 21019 2.03% 0.157%
40 10.210 1379 1381 1384 rVB 48621 38530 3.72% 0.288%
41 10.310 1395 1398 1400 rBVZ2 22881 20872 2.02% 0.156%
42 10.433 1414 1419 1422 rBV3 17797 24907 2.41% 0.186%
43 10.469 1422 1425 1431 rVB2 17601 22830 2.21% 0.171%
44 10.545 1434 1438 1443 rVB 407647 351584 33.99% 2.627%
45 10.592 1443 1446 1449 rBV3 24275 28847 2.79% 0.216%
46 10.681 1458 1461 1463 rBV2 55247 59172 5.72% 0.442%
47 10.992 1508 1514 1515 rBV4 12392 17862 1.73% 0.133%
48 11.045 1520 1523 1529 rVB 37776 34528 3.34% 0.258%
49 11.098 1529 1532 1534 rBV3 16269 19281 1.86% 0.144%
50 11.128 1534 1537 1541 rVB2 40728 42724 4._.13% 0.319%

51 11.245 1553 1557 1559 rBV 970732 797294 77.07% 5.957%
52 11.269 1559 1561 1564 rVV 213512 161467 15.61% 1.206%

53 11.316 1567 1569 1573 rVB 72518 68040 6.58% 0.508%
54 11.422 1582 1587 1590 rBV6 15566 22612 2.19% 0.169%
55 11.469 1590 1595 1599 rBV 33992 40085 3.88% 0.299%
56 11.557 1608 1610 1612 rBV 23512 19752 1.91% 0.148%
57 11.745 1637 1642 1644 rBV 37018 31202 3.02% 0.233%
58 11.775 1644 1647 1650 rVVv2 70509 66117 6.39% 0.494%
59 11.816 1651 1654 1658 rVVv2 57944 53271 5.15% 0.398%
60 11.851 1658 1660 1663 rVVv2 50278 57533 5.56% 0.430%
61 11.880 1663 1665 1670 rVB 34110 29192 2.82% 0.218%
62 11.927 1670 1673 1675 rBv4 11145 13636 1.32% 0.102%
63 11.963 1675 1679 1684 rVB4 37191 50501 4._.88% 0.377%
64 12.039 1690 1692 1693 rBV 42246 28753 2.78% 0.215%
65 12.057 1693 1695 1700 rVB2 51866 55338 5.35% 0.413%
66 12.116 1703 1705 1710 rBV5 9945 18019 1.74% 0.135%
67 12.245 1725 1727 1729 rVB2 16796 12879 1.25% 0.096%
68 12.292 1732 1735 1738 rBV2 42004 41352 4._00% 0.309%
69 12.333 1738 1742 1743 rBV3 14412 19171 1.85% 0.143%
70 12.351 1743 1745 1747 rVV 35000 23549 2.28% 0.176%
71 12.375 1747 1749 1755 rVB3 35862 37097 3.59% 0.277%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070117\

Data File : BF096403.D

Acq On - 2 Jul 2017 2:36 Instrument :
Operator : SJ/MA BNA_F

Sample 1 13908-09 5X ClientSampleld :
Misc i G-58-0-1.5

ALS Vial : 26 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.451 1759 1762 1765 rBV 355032 289230 27.96% 2.161%
73 12.504 1769 1771 1776 rVB6 11751 14596 1.41% 0.109%
74 12.545 1776 1778 1780 rBV 16596 14879 1.44% 0.111%
75 12.680 1795 1801 1804 rBV2 288611 305197 29.50% 2.280%
76 12.722 1806 1808 1811 rBV2 17656 16811 1.63% 0.126%
77 12.798 1818 1821 1822 rBV 32961 28220 2.73% 0.211%
78 12.827 1822 1826 1831 rVB 676838 600126 58.01% 4._.484%
79 12.986 1851 1853 1854 rBV2 22941 19180 1.85% 0.143%
80 13.045 1860 1863 1865 rBV3 18999 27346 2.64% 0.204%
81 13.074 1865 1868 1871 rVB 61937 63265 6.12% 0.473%
82 13.110 1871 1874 1877 rBV2 57439 56826 5.49% 0.425%
83 13.204 1888 1890 1893 rVB 29149 22379 2.16% 0.167%
84 13.233 1893 1895 1897 rBV2 26015 23724 2.29% 0.177%
85 13.310 1905 1908 1911 rBV 90098 95846 9.27% 0.716%
86 13.510 1939 1942 1945 rBV 40966 52479 5.07% 0.392%
87 13.621 1957 1961 1964 rBV2 38404 66019 6.38% 0.493%
88 13.716 1975 1977 1978 rBV 27204 22145 2.14% 0.165%
89 13.874 1999 2004 2007 rBV2 960066 1034442 100.00% 7.729%
90 13.898 2007 2008 2011 rVB 149031 80195 7.75% 0.599%
91 14.886 2172 2176 2179 rBV 145824 223596 21.62% 1.671%
92 15.168 2221 2224 2226 rVB 87486 80827 7.81% 0.604%
93 15.221 2231 2233 2236 rVB 74738 65432 6.33% 0.489%

94 15.286 2240 2244 2251 rBV 462494 607458 58.72% 4 _539%

Sum of corrected areas: 13384120
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096403.D

Acq On 2 Jul 2017 2:36

Operator : SJ/MA

Sample - 13908-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096403.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096403.D

Acq On 2 Jul 2017 2:36

Operator : SJ/MA

Sample - 13908-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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.

4.90 2.82 ng 117044 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Octanol 130 C8H180 000589-98-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 1,2-Butanediol 90 C4H1002 000584-03-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.899 min): BF096403.D (-476) (-) m/z 43.00 100.00%
43
59
5000
i | o “l’l 460 480 500 520
SMMNBMBIBMSBBE |1 MBS MBS . SN S m/z 59.00 54.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N N L A
59 460 480 500 520
m/z 58.00 15.35%
31 101
'WH'W'Wﬁh“ﬁ““w'”w'“'w”'f%'ﬁa'$“'w'“w'“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520
m/z 101.00 14 _75Y%
5000 29 41 83 1
101
51 69 91 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl- L
59 4.60 4.80 5.00 5.20
m/z 41.00 9.26%
5000 41
31
‘ 69 87
"P%?'P"'I“"I“"?}”'I'“'I'“'I"”I"gﬁ"'ﬁ"'ﬂ""P"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096403.D

Acq On 2 Jul 2017 2:36

Operator : SJ/MA

Sample - 13908-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2 unknown6.50 Concentration Rank 1

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

6.50 17.22 ng 714820 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.498 min): BF096403.D (-746) (-) m/z 132.00 100.00%
5000 o8
40 % 620 640 6.60 6.80
54 : : : -
87 | 1% | m/z 68.00  36.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR LR L S
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 31.56%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.87%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e AR maa
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 13.97%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 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 : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096403.D

Acq On 2 Jul 2017 2:36

Operator : SJ/MA

Sample - 13908-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.66 ng 80827 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
Abundance Scan 2224 (15.168 min): BF096403.D (-2221) (-) m/z 252.10 100.00%
252
5000
e 14.80 15.00 15.20 15.40
43 99 224 365 : : : :
A -2 ".".1.43,1.6:? L8 T 28 30T 3189 | Th/z 250.10  31.53%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
m/z 253.10 23.73%
50 74 99 i M 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
1480 1500 1520 15.40
5000 m/z 125.10 18.40%
126
74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene L B o
252 14.80 15.00 15.20 15.40
m/z 126.00 15.28%
5000
126
26 51 74 100, }’ 150 174 200 224 ||
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15,20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096403.D

Acq On > 2 Jul 2017 2:36

Operator : SJ/MA

Sample - 13908-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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._.90 2.8 ng 117044 1 6.73 830228 20.0
unknown6 .50 6.50 17.2 ng 714820 1 6.73 830228 20.0
Benzo[e]pyrene 15.17 2.7 ng 80827 6 15.29 607458 20.0
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