LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108798.D

Aca On > 6 Sep 2018 2:11 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4791-05 2X ClientSampleld :
Misc - DOCUMENTATION-#14
ALS Vial : 18 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-BF090518 .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 4.913 435 438 445 rVB 58339 66675 2.59% 0.188%
2 5.331 505 509 513 rVB 1687960 1596602 61.94% 4 .496%
3 6.354 679 683 689 rBY 1857236 1753354 68.02% 4_.937%
4 6.495 704 707 711 rBV 1925637 1720215 66.73% 4.844%
5 6.736 744 748 751 rBVY 2063652 1752791 68.00% 4.936%
6 6.889 770 774 777 rBVY 1794924 1365473 52.97% 3.845%
7 7.289 838 842 845 rBVY 1255720 988108 38.33% 2.782%
8 8.019 961 966 968 rBY 2499474 2227579 86.42% 6.272%
9 8.036 968 969 971 rVB 63017 32024 1.24% 0.090%
10 8.724 1083 1086 1089 rVvB2 43575 34168 1.33% 0.096%
11 9.089 1144 1148 1151 rBV 2511461 1883727 73.08% 5.304%
12 9.189 1162 1165 1167 rBV 36483 29478 1.14% 0.083%
13 9.483 1212 1215 1218 rBV 679203 533892 20.71% 1.503%
14 9.624 1235 1239 1242 rBV 102154 80502 3.12% 0.227%
15 9.766 1259 1263 1266 rBvV 2598437 2094140 81.24% 5.897%
16 9.795 1266 1268 1272 rVB 71403 53435 2.07% 0.150%
17 9.966 1294 1297 1301 rVB 46280 39996 1.55% 0.113%
18 10.183 1328 1334 1336 rBv3 17830 27280 1.06% 0.077%
19 10.213 1336 1339 1341 rVB 36497 29334 1.14% 0.083%
20 10.307 1353 1355 1361 rVB 58178 52805 2.05% 0.149%
21 10.542 1391 1395 1400 rBV 963786 766446 29.73% 2.158%
22 10.677 1414 1418 1420 rBV3 27367 34655 1.34% 0.098%
23 11.042 1478 1480 1485 rVB 46746 42432 1.65% 0.119%
24 11.101 1486 1490 1491 rBV2 20006 26449 1.03% 0.074%
25 11.136 1493 1496 1499 rVB2 40721 43146 1.67% 0.121%

26 11.242 1510 1514 1516 rBV 2100691 1864748 72.34% 5.251%
27 11.260 1516 1517 1521 rVB 654374 517152 20.06% 1.456%
28 11.313 1524 1526 1529 rVV 222148 165068 6.40% 0.465%

29 11.348 1529 1532 1535 rVB3 20854 26821 1.04% 0.076%
30 11.465 1546 1552 1556 rBV2 70028 96568 3.75% 0.272%
31 11.654 1581 1584 1588 rVB3 28298 31932 1.24% 0.090%
32 11.742 1596 1599 1601 rBV 114527 99542 3.86% 0.280%
33 11.765 1601 1603 1608 rVB 154282 157915 6.13% 0.445%
34 11.813 1608 1611 1614 rVB 122685 96275 3.73% 0.271%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

Data File : BF108798.D

Aca On > 6 Sep 2018 2:11 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J4791-05 2X ClientSampleld :
Misc - DOCUMENTATION-#14
ALS Vial : 18 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.848 1614 1617 1620 rBV 208204 229581 8.91% 0.646%

36 11.965 1634 1637 1640 rBv4 18172 28522 1.11% 0.080%
37 12.036 1646 1649 1650 rBV 101355 88525 3.43% 0.249%
38 12.048 1650 1651 1656 rVB2 91329 81757 3.17% 0.230%
39 12.183 1672 1674 1677 rBV2 33758 26999 1.05% 0.076%
40 12.236 1681 1683 1686 rVB3 37627 29173 1.13% 0.082%

41 12.289 1689 1692 1695 rVV 91560 103337 4.01% 0.291%
42 12.324 1695 1698 1700 rVV3 69502 77295 3.00% 0.218%
43 12.365 1703 1705 1711 rVB2 85308 111809 4._.34% 0.315%
44 12.448 1715 1719 1722 rBV 1566618 1374998 53.34% 3.872%

45 12.501 1725 1728 1732 rBV5 40010 60385 2.34% 0.170%
46 12.536 1732 1734 1737 rVB 39533 36879 1.43% 0.104%
47 12.595 1742 1744 1749 rVB2 47457 49731 1.93% 0.140%
48 12.671 1751 1757 1760 rBV 1525282 1502993 58.31% 4.232%
49 12.718 1763 1765 1771 rVB3 64860 87259 3.39% 0.246%
50 12.765 1771 1773 1775 rBV 63675 48922 1.90% 0.138%
51 12.795 1775 1778 1779 rBV 81617 65069 2.52% 0.183%

52 12.818 1779 1782 1789 rVB 1697693 1529106 59.32% 4 _.306%
53 12.895 1789 1795 1797 rBV2 127737 188351 7.31% 0.530%
54 12.977 1807 1809 1810 rBV2 94664 83780 3.25% 0.236%
55 13.001 1810 1813 1816 rVB 205618 207987 8.07% 0.586%

56 13.065 1822 1824 1827 rBV 154165 128550 4._.99% 0.362%
57 13.101 1827 1830 1833 rBV 191114 183875 7.13% 0.518%
58 13.130 1833 1835 1838 rVB2 55633 49697 1.93% 0.140%
59 13.195 1842 1846 1849 rVVv2 120223 125092 4._.85% 0.352%
60 13.224 1849 1851 1857 rVV2 102401 100999 3.92% 0.284%

61 13.301 1861 1864 1867 rVB2 109775 97131 3.77% 0.274%
62 13.501 1895 1898 1904 rVB 132665 132854 5.15% 0.374%
63 13.612 1913 1917 1920 rBV2 135298 181437 7.04% 0.511%
64 13.642 1920 1922 1924 rVV 121835 108228 4._.20% 0.305%
65 13.665 1924 1926 1930 rVV2 111144 135982 5.28% 0.383%

66 13.707 1930 1933 1935 rVV2 134948 124596 4._.83% 0.351%
67 13.730 1935 1937 1941 rVB2 66488 84695 3.29% 0.238%
68 13.865 1955 1960 1962 rBV2 2191210 2577746 100.00% 7.258%
69 13.889 1962 1964 1967 rVB 696117 526117 20.41% 1.481%
70 13.971 1975 1978 1980 rBV 102913 88171 3.42% 0.248%

71 14.077 1994 1996 2001 rBV2 65955 81407 3.16% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108798.D

Aca On : 6 Sep 2018 2:11

Operator : JU/SJ

a?ggle : J4791-05 2X DOCUMENTATION-#14
ALS Vial : 18 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-BF090518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 14.212 2017 2019 2021 rBV 63545 69043 2.68% 0.194%

73 14.248 2023 2025 2028 rVvVv 162615 170644 6.62% 0.480%
74 14.283 2029 2031 2035 rVB3 113611 101790 3.95% 0.287%
75 14.724 2104 2106 2110 rVB2 133424 119217 4.62% 0.336%

76 14.871 2127 2131 2134 rBV 601347 836141 32.44% 2.354%
77 14.971 2145 2148 2154 rVB 230274 255582 9.91% 0.720%
78 15.153 2176 2179 2184 rVB 334209 356756 13.84% 1.005%
79 15.206 2185 2188 2193 rVB 468240 505292 19.60% 1.423%
80 15.271 2194 2199 2202 rBV 1066353 1254831 48.68% 3.533%

81 15.736 2276 2278 2284 rVB 100742 119196 4.62% 0.336%
82 16.618 2424 2428 2436 rVB2 213383 390407 15.15% 1.099%
83 17.018 2493 2496 2506 rVB 158452 265225 10.29% 0.747%

Sum of corrected areas: 35513886
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\

BF108798.D

6 Sep 2018 2:11

Ju/SsJ

J4791-05 2X DOCUMENTATION-#14
18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108798.D

Aca On : 6 Sep 2018 2:11

Operator : JU/SJ

Sample : J4791-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 19.63 ng 1720220 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF108798.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 o1 "% ok ok ko
01 : e B m/z 68.05 38.41%
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 RS NASE SRR SRS AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.50%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 65.95 23.31%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e L R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.24%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0| R e R e
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 : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\

Data File : BF108798.D

Aca On : 6 Sep 2018 2:11

Operator : JU/SJ

a?ggle : J4791-05 2X DOCUMENTATION-#14
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.85 2.46 ng 229581 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 42
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 42
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38

Abundance Scan 1617 (11.848 min): BF108798.D (-1614) (-) m/z 189.10 100.00%
189.1
5000
94.6
165.1

11.60 11.80 12.00 12.20

63.0

Ob 220 U 2211 321 "m/z 190.05 97.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000 A AR AR RN AR
11.60 11.80 12.00 12.20
95.0 m/z 192_.10 76.71%
39.0 63.0 137.0 163.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #54750: Phenanthrene, 2-methyl-
192.0
A e e
11.60 11.80 12.00 12.20
5000 m/z 191.10 56.64%
94.0 165.0
0 39.0 63.0 116.0139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54751: Phenanthrene, 4-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.60 29.84%
5000
95.0 165.0
63.0 125.0

’ T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090518\

Data File : BF108798.D

Acq On : 6 Sep 2018 2:11

Operator : JU/SJ

a?ggle - J4791-05 2X DOCUMENTATION-#14
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
unknown6 .50 6.50 19.6 ng 1720220 1 6.74 1752790 20.0
4H-Cyclopenta[def... 11.85 2.5 ng 229581 4 11.24 1864750 20.0
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