LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

Sample = 15487-04 5X

Misc :

ALS Vial : 20 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-BF092317.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 5.128 514 517 525 rBV 88775 85337 10.27% 0.910%
2 5.528 581 585 590 rBV 474800 421648 50.76% 4 .496%
3 6.528 752 755 764 rVB 450033 393385 47.36% 4.195%
4 6.681 777 781 784 rBV 540478 423571 50.99% 4_.517%
5 6.745 788 792 795 rBV3 11214 10354 1.25% 0.110%
6 6.916 817 821 824 rBV 904055 707094 85.12% 7 .540%
7 7.069 843 847 851 rBV 399352 323865 38.99% 3.454%
8 7.469 912 915 919 rBV 257035 222101 26.74% 2.368%
9 8.198 1035 1039 1042 rBvY 1063621 818380 98.52% 8.727%
10 8.781 1134 1138 1142 rVB 13527 13214 1.59% 0.141%
11 8.910 1156 1160 1164 rBV 33596 24643 2.97% 0.263%
12 9.010 1173 1177 1182 rVB 36841 32009 3.85% 0.341%
13 9.269 1216 1221 1231 rBV 469099 382069 46.00% 4._.074%
14 9.345 1231 1234 1237 rBV 20679 17668 2.13% 0.188%
15 9.539 1263 1267 1271 rBvV2 19011 24684 2.97% 0.263%
16 9.610 1275 1279 1281 rBV 33857 34855 4._.20% 0.372%
17 9.663 1285 1288 1296 rVB 72416 74387 8.96% 0.793%
18 9.728 1296 1299 1301 rBvV2 18729 15266 1.84% 0.163%
19 9.816 1311 1314 1317 rBV 36516 34568 4.16% 0.369%
20 9.875 1317 1324 1329 rVVv3 26143 37621 4_.53% 0.401%
21 9.951 1329 1337 1341 rVV 762051 731451 88.06% 7 .800%
22 9.986 1341 1343 1351 rVB 41522 41600 5.01% 0.444%
23 10.157 1369 1372 1375 rVB2 22835 22171 2.67% 0.236%
24 10.192 1375 1378 1382 rBV3 19036 16340 1.97% 0.174%
25 10.269 1386 1391 1394 rBV4 10591 12411 1.49% 0.132%
26 10.375 1401 1409 1412 rBV2 26738 33047 3.98% 0.352%
27 10.498 1427 1430 1436 rVB 40100 37105 4_47% 0.396%
28 10.592 1443 1446 1448 rBV2 12030 11766 1.42% 0.125%
29 10.651 1451 1456 1459 rBV6 5787 11070 1.33% 0.118%
30 10.739 1468 1471 1475 rVB 188310 156958 18.90% 1.674%
31 10.845 1486 1489 1490 rBV 27039 22291 2.68% 0.238%
32 10.863 1490 1492 1495 rVB3 26097 22137 2.66% 0.236%
33 11.045 1519 1523 1526 rBV3 17039 23453 2.82% 0.250%
34 11.074 1526 1528 1532 rVB3 14330 12228 1.47% 0.130%

8270-BF092317 .M Fri Sep 29 13:34:58 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

Sample = 15487-04 5X

Misc :

ALS Vial : 20 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.292 1562 1565 1567 rBV2 17421 12932 1.56% 0.138%
36 11.322 1567 1570 1577 rVB3 18263 28359 3.41% 0.302%
37 11.386 1577 1581 1586 rBV2 17811 22995 2.77% 0.245%

38 11.439 1586 1590 1593 rBV 758957 673872 81.12% 7.186%
39 11.463 1593 1594 1598 rVvVv 196143 121407 14.62% 1.295%

40 11.516 1600 1603 1606 rVB 69005 50008 6.02% 0.533%
41 11.604 1614 1618 1622 rVB6 6212 11237 1.35% 0.120%
42 11.669 1626 1629 1632 rVV 23263 24170 2.91% 0.258%
43 11.722 1635 1638 1643 rVV3 13341 19166 2.31% 0.204%
44 11.769 1644 1646 1652 rVB2 13077 13224 1.59% 0.141%
45 11.816 1652 1654 1658 rVB 14562 12920 1.56% 0.138%
46 11.857 1658 1661 1664 rBV3 10866 13610 1.64% 0.145%
47 11.939 1673 1675 1678 rBVY 38714 39787 4._.79% 0.424%
48 11.969 1678 1680 1685 rVB 53109 43275 5.21% 0.461%
49 12.016 1685 1688 1691 rBVY 27642 21867 2.63% 0.233%
50 12.057 1691 1695 1697 rBV 67927 83272 10.02% 0.888%
51 12.127 1705 1707 1711 rBvV4 12696 13192 1.59% 0.141%
52 12.233 1722 1725 1728 rBV 37987 30884 3.72% 0.329%
53 12.257 1728 1729 1736 rVB5 10712 15585 1.88% 0.166%
54 12.416 1754 1756 1758 rBV2 16609 12225 1.47% 0.130%
55 12.439 1758 1760 1762 rVB2 16664 11985 1.44% 0.128%
56 12.492 1765 1769 1771 rBV 44228 47794 5.75% 0.510%
57 12.527 1771 1775 1777 rVV4 28207 39136 4.71% 0.417%
58 12.574 1781 1783 1789 rBV6 24616 44333 5.34% 0.473%
59 12.651 1793 1796 1800 rBV 240323 212079 25.53% 2.262%
60 12.751 1810 1813 1815 rVB2 13749 12994 1.56% 0.139%
61 12.804 1820 1822 1825 rVV3 17976 18527 2.23% 0.198%
62 12.886 1829 1836 1842 rVV 259386 302793 36.45% 3.229%
63 12.939 1842 1845 1848 rVB4 19588 23686 2.85% 0.253%
64 12.998 1853 1855 1856 rBV2 15569 12703 1.53% 0.135%
65 13.021 1856 1859 1862 rVV 388742 316204 38.07% 3.372%
66 13.098 1869 1872 1875 rBV3 26778 37408 4 _50% 0.399%
67 13.186 1884 1887 1888 rBV3 26916 27396 3.30% 0.292%
68 13.210 1888 1891 1894 rVB 60433 59777 7.20% 0.637%
69 13.245 1894 1897 1899 rBv4 17753 21732 2.62% 0.232%
70 13.274 1900 1902 1905 rVvVv 41509 35098 4.23% 0.374%
71 13.316 1906 1909 1912 rVV 47976 41859 5.04% 0.446%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

3?22'6 i 15487-04 5X CL-02-092717-B
ALS Vial =: 20 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.410 1922 1925 1927 rBV 28191 24778 2.98% 0.264%
73 13.439 1927 1930 1932 rBV 35667 30120 3.63% 0.321%
74 14.051 2031 2034 2035 rBV 42645 42567 5.12% 0.454%

75 14.080 2035 2039 2042 rVvVv 811050 830673 100.00% 8.858%
76 14.104 2042 2043 2049 rVB 117863 101639 12.24% 1.084%
77 15.580 2289 2294 2302 rVB 410241 567620 68.33% 6.053%

Sum of corrected areas: 9377635
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 15487-04 5X CL-02-092717-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098931.D
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8270-BF092317.M Fri Sep 29 13:34:58 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

Sample : 15487-04 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 4

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

5.13 2.41 ng 85337 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF098931.D (-514) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 LI L L L
83.0 4.80 5.00 5.20 5.40
O L L T i e L m/z 59.00 50.33%
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 L IR UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.77%
0'”IJ”P'Nﬂ'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
480 500 520 540
5000 m/z 58.00 15.52%
101.0
150 310 58.0 690  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 R Ema  Eaman s S
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.58%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 15487-04 5X CL-02-092717-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 2 unknown6.68 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.68 11.98 ng 423571 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 781 (6.681 min): BF098931.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 540 9.0 640 6.60 6.80 7.00
o} R B m/z 68.00 37.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL A L R

6.40 6.60 6.80 7.00
m/z 134.00 32.05%

31.0 510
0 ‘ b1 H Moy . !
e T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
L e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.99%
41.0 97.0
117.0
54,0 81.0
o RN PR 1O R T |
m/z--> 40 60 80 100 120 140 160 180 P\
Abundance #52379: Tranylcypromine-propionyl R e B B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.00 14.14%
74.0
5000 98.0 116.0
SIS V| OO I Y Y ST U O OSOU
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\

Data File : BF098931.D

Aca On : 29 Sep 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 15487-04 5X CL-02-092717-B
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.06 2.47 ng 83272 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 93
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 53
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
4 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 50
5 1H-Pyrazole-4-carboxaldehyde, 1-... 190 C1OH7FN20 1000338-05-6 49

Abundance Scan 1696 (12.063 min): BF098931.D (-1691) (-) m/z 190.10 100.00%
190.1
5000
91.0
390 631 119.0 1390 165.0 207.0 11.80 12.00 12.20 12.40
o} m/z 189.00 93.75%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 192.10 84 .07%
0 390 630780 | 1100 1370 1630 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
45.0 146.0
11.80 12.00 12.20 12.40
5000 82.0 m/z 191.05 50.59%
117.0
162.0
65.0 102.0
L S L S W L UL L WL L WL WL
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.80 12.00 12.20 12.40
m/z 187.00 22 .89%
5000
94.0
163.0
OI"'W'"'I”"J"ﬂI""I”"I"”It"'P'k'l'”'
mz--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\

Data File : BF098931.D

Acq On : 29 Sep 2017 2:40

Operator : SJ/JU

ﬁ?ggle i 15487-04 5X CL-02-092717-B
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.13 2.4 ng 85337 1 6.92 707094 20.0
unknown6 .68 6.68 12.0 ng 423571 1 6.92 707094 20.0
4H-Cyclopenta[def... 12.06 2.5 ng 83272 4 11.44 673872 20.0
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