LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021519\

Data File : BF112590.D

Aca On : 15 Feb 2019 20:32 Instrument :

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

3?22'6 : K1346-13 2X CL-01-021419-D

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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 5.040 499 502 511 rBV 24607 33446 2.71% 0.241%
2 5.463 571 574 590 rBV 598879 771407 62.41% 5.557%
3 6.481 744 747 765 rBV 720711 883643 71.49% 6.366%
4 6.610 765 769 775 rvV 949865 962988 77.91% 6.937%
5 6.663 775 778 789 rVB2 24961 36843 2.98% 0.265%
6 6.828 803 806 814 rBV 644635 590890 47.80% 4_.257%
7 6.987 829 833 842 rBV 843128 739563 59.83% 5.328%
8 7.392 899 902 906 rBV 521648 520318 42.09% 3.748%
9 7.857 978 981 986 rVB3 12570 16235 1.31% 0.117%
10 8.116 1021 1025 1031 rVB 764376 731990 59.22% 5.273%
11 8.404 1068 1074 1080 rBV7 12509 20586 1.67% 0.148%
12 8.698 1121 1124 1128 rBV 45679 39781 3.22% 0.287%
13 8.934 1160 1164 1170 rVB2 17772 19141 1.55% 0.138%
14 9.128 1195 1197 1203 rVB5 15776 15175 1.23% 0.109%
15 9.186 1203 1207 1217 rBvV 1397502 1236087 100.00% 8.905%
16 9.263 1217 1220 1224 rVV 37602 31410 2.54% 0.226%
17 9.528 1262 1265 1268 rBV 14435 19144 1.55% 0.138%
18 9.581 1271 1274 1282 rVB 60609 71750 5.80% 0.517%
19 9.733 1296 1300 1303 rBV 29641 25058 2.03% 0.181%
20 9.792 1308 1310 1313 rVB 28115 21677 1.75% 0.156%
21 9.869 1319 1323 1327 rBVv2 1051053 971183 78.57% 6.996%
22 10.081 1352 1359 1362 rBv4 13898 20233 1.64% 0.146%
23 10.116 1362 1365 1368 rVB3 17217 15113 1.22% 0.109%
24 10.186 1373 1377 1380 rBV 17689 16420 1.33% 0.118%
25 10.292 1388 1395 1398 rBV3 23680 33067 2.68% 0.238%
26 10.422 1414 1417 1423 rVB2 27998 30074 2.43% 0.217%
27 10.663 1455 1458 1468 rBV 730267 769969 62.29% 5.547%
28 10.780 1476 1478 1484 rVB3 22828 23559 1.91% 0.170%
29 10.975 1506 1511 1513 rBvV4 16928 25983 2.10% 0.187%
30 10.998 1513 1515 1518 rVB3 17546 15207 1.23% 0.110%
31 11.210 1548 1551 1554 rBV2 18793 15213 1.23% 0.110%
32 11.239 1554 1556 1558 rBV2 14113 13340 1.08% 0.096%

33 11.363 1573 1577 1579 rBV 1025989 926625 74.96% 6.675%
34 11.386 1579 1581 1587 rVB 168685 151142 12.23% 1.089%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF021519\

Data File : BF112590.D

Aca On : 15 Feb 2019 20:32 Instrument :

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

3?22'6 : K1346-13 2X CL-01-021419-D

ALS Vial : 14 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.439 1587 1590 1593 rBV 34931 32106 2.60% 0.231%
36 11.610 1613 1619 1621 rBV7 9321 16611 1.34% 0.120%
37 11.639 1621 1624 1628 rVB4 17525 24210 1.96% 0.174%
38 11.698 1628 1634 1638 rBV3 17677 28655 2.32% 0.206%
39 11.780 1643 1648 1651 rBV3 10855 18472 1.49% 0.133%
40 11.875 1659 1664 1666 rBV2 75592 120332 9.73% 0.867%
41 11.892 1666 1667 1671 rVV 85320 68556 5.55% 0.494%
42 11.945 1673 1676 1678 rVV 20738 20486 1.66% 0.148%
43 11.975 1678 1681 1684 rVVv2 79635 94418 7.64% 0.680%
44 11.998 1684 1685 1690 rVB 46821 34461 2.79% 0.248%
45 12.045 1690 1693 1695 rBV3 17029 15029 1.22% 0.108%
46 12.157 1709 1712 1717 rBV 34092 42087 3.40% 0.303%
47 12.198 1717 1719 1723 rVB5 21816 23457 1.90% 0.169%
48 12.339 1741 1743 1745 rVB 20094 13895 1.12% 0.100%
49 12.416 1753 1756 1758 rBVY 67694 69150 5.59% 0.498%
50 12.445 1758 1761 1764 rVB4 29045 41022 3.32% 0.296%
51 12.469 1764 1765 1768 rVB 17116 14489 1.17% 0.104%
52 12.504 1768 1771 1772 rBV3 17046 20800 1.68% 0.150%
53 12.580 1780 1784 1788 rBV 221411 213418 17.27% 1.537%
54 12.674 1796 1800 1803 rVB2 21735 26724 2.16% 0.193%
56 12.733 1806 1810 1812 rBV2 27327 33233 2.69% 0.239%
56 12.810 1817 1823 1828 rVB 235959 259405 20.99% 1.869%
57 12.863 1829 1832 1835 rBV2 28121 28268 2.29% 0.204%
58 12.939 1841 1845 1850 rBV 1162224 972938 78.71% 7.009%
59 13.027 1856 1860 1865 rBV2 32064 57150 4.62% 0.412%
60 13.139 1872 1879 1881 rBV 43208 72439 5.86% 0.522%
61 13.204 1888 1890 1893 rVB 31112 25341 2.05% 0.183%
62 13.245 1894 1897 1901 rVB 40433 41887 3.39% 0.302%
63 13.339 1910 1913 1915 rBV 34421 33950 2.75% 0.245%
64 13.369 1915 1918 1921 rBV 42603 47941 3.88% 0.345%
65 13.745 1980 1982 1983 rBV2 22172 15821 1.28% 0.114%
66 13.833 1994 1997 2000 rVB4 47462 48234 3.90% 0.347%
67 14.010 2022 2027 2030 rBV 784447 808931 65.44% 5.828%
68 14.039 2030 2032 2035 rVB 91810 81032 6.56% 0.584%

69 15.492 2275 2279 2291 rVB 437354 601823 48.69% 4 _.336%

Sum of corrected areas: 13881031
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112590.D

Aca On : 15 Feb 2019 20:32

Operator : JU/SJ

Sample : K1346-13 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112590.D

Aca On : 15 Feb 2019 20:32

Operator : JU/SJ

Sample : K1346-13 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknown6.61 Concentration Rank 1

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

6.61 32.59 ng 962988 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 769 (6.610 min): BF112590.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 7 87 5 : : : :
0 B E e m/z 68.10 35.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.52%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 23.88%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14.67%
5000 98 116
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112590.D

Aca On : 15 Feb 2019 20:32

Operator : JU/SJ

Sample : K1346-13 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.60 ng 120332 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35

Abundance Scan 1663 (11.869 min): BF112590.D (-1659) (-) m/z 192.10 100.00%

192

5000

\

65 11.60 11.80 12.00 12.20

1
94 113129 150

0 m/z 191.10 51.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
m/z 189.00  29.98%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73

43 11.60 11.80 12.00 12.20

5000 - 129 m/z 190.10 15.27%

A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid | R LA
43 60 73 11.60 11.80 12.00 12.20
m/z 193.10 14.91%

143 157 214

o

129
5000 29

‘ 213

o

—r ‘l‘;‘ : I\\lul‘ Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021519\
Data File : BF112590.D

Aca On : 15 Feb 2019 20:32

Operator : JU/SJ

Sample : K1346-13 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknownll.97 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.04 ng 94418 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 42
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 42
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42
Abundance Scan 1680 (11.969 min): BF112590.D (-1678) (-) m/z 192.05 100.00%
2
5000
04 165
110 107 139 152 11.60 11.80 12.00 12.20
o} m/z 191.10 68.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
5000
o4 11.60 11.80 12.00 12.20
m/z 189.00 48.63%
81 163
L L L S B WL L LI B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
11.60 11.80 12.00 12.20
5000 m/z 190.10 41.95%
94
ol 27 3050 63 8l | 110122 137 150 163 178 ||
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 165.10 26 .15%
5000
165
oL 27 3950 63 82 96 115126 139 152 | 176 Nl
m/z--> 20 40 60 8 100 120 140 160 180 200 1160 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021519\
Data File : BF112590.D

Acq On : 15 Feb 2019 20:32

Operator : JU/SJ

Sample - K1346-13 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6 .61 6.61 32.6 ng 962988 1 6.83 590890 20.0
n-Hexadecanoic acid 11.87 2.6 ng 120332 4 11.36 926625 20.0
unknownl1l .97 11.97 2.0 ng 94418 4 11.36 926625 20.0
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