LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 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-BF080818 .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 5.236 489 493 501 rBV 18833 26675 2.45% 0.160%
2 5.636 558 561 599 rBV 333698 808727 74.27% 4 .845%
3 6.630 727 730 751 rBV 533083 909223 83.50% 5.447%
4 6.772 751 754 778 rVB 777920 920411 84.53% 5.515%
5 7.001 789 793 806 rBV 640047 686262 63.03% 4.112%
6 7.154 815 819 835 rBV 666440 693029 63.65% 4.152%
7 7.560 884 888 899 rBV 562076 574690 52.78% 3.443%
8 8.283 1007 1011 1028 rBV 968787 919084 84.41% 5.507%
9 9.354 1189 1193 1202 rVB 1305759 1063759 97.70% 6.373%
10 9.695 1248 1251 1254 rBV 17197 17120 1.57% 0.103%
11 9.748 1257 1260 1265 rVB 201466 165856 15.23% 0.994%
12 9.907 1284 1287 1291 rVB 12028 12735 1.17% 0.076%
13 10.042 1306 1310 1314 rBV 1160941 1057048 97.08% 6.333%
14 10.077 1314 1316 1319 rVB 29305 23263 2.14% 0.139%
15 10.248 1339 1345 1348 rBvV2 20575 23413 2.15% 0.140%
16 10.448 1373 1379 1386 rVvVB3 13534 17629 1.62% 0.106%
17 10.595 1401 1404 1408 rVB 46246 41655 3.83% 0.250%
18 10.836 1441 1445 1452 rBvV 749226 693466 63.69% 4 ._.155%
19 10.924 1458 1460 1466 rVB4 10345 14674 1.35% 0.088%
20 11.142 1493 1497 1500 rBV2 15833 19722 1.81% 0.118%
21 11.171 1500 1502 1505 rVB2 15869 12694 1.17% 0.076%
22 11.377 1534 1537 1539 rBV2 11290 13140 1.21% 0.079%
23 11.436 1545 1547 1550 rVB 20611 15024 1.38% 0.090%

24 11.542 1561 1565 1567 rBV 1294121 1088849 100.00% 6.524%
25 11.565 1567 1569 1573 rVV 402001 317973 29.20% 1.905%

26 11.618 1573 1578 1581 rVV 66805 60407 5.55% 0.362%
27 11.777 1598 1605 1607 rBV2 29975 29697 2.73% 0.178%
28 12.042 1646 1650 1653 rBV 89950 83700 7.69% 0.501%
29 12.071 1653 1655 1659 rVv2 81135 71274 6.55% 0.427%
30 12.118 1660 1663 1666 rVV 23149 21021 1.93% 0.126%
31 12.160 1666 1670 1672 rVV2 73614 94484 8.68% 0.566%
32 12.177 1672 1673 1677 rVB 42300 27144 2.49% 0.163%
33 12.336 1698 1700 1703 rBV 32694 24607 2.26% 0.147%
34 12.371 1703 1706 1710 rVB 22838 24014 2.21% 0.144%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 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-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.595 1740 1744 1747 rBV2 42376 47883 4._.40% 0.287%
36 12.630 1747 1750 1752 rVvVv4 23480 28002 2.57% 0.168%
37 12.683 1756 1759 1768 rVB5 22581 32948 3.03% 0.197%
38 12.759 1768 1772 1777 rBV 455047 390949 35.90% 2.342%
39 12.824 1781 1783 1786 rVB3 16089 14321 1.32% 0.086%
40 12.877 1789 1792 1796 rVB2 28896 28393 2.61% 0.170%
41 12.971 1805 1808 1809 rBVY 77119 66058 6.07% 0.396%
42 12.995 1809 1812 1816 rVV 341591 333413 30.62% 1.998%
43 13.036 1816 1819 1823 rVB2 23984 31175 2.86% 0.187%
44 13.124 1830 1834 1837 rBV 1064934 895013 82.20% 5.362%
45 13.148 1837 1838 1843 rVB 17298 18915 1.74% 0.113%
46 13.212 1844 1849 1853 rBV3 25990 50286 4.62% 0.301%
47 13.265 1853 1858 1859 rBV4 18479 30452 2.80% 0.182%
48 13.318 1859 1867 1873 rBV2 90889 191584 17.60% 1.148%
49 13.383 1876 1878 1881 rVB 41019 37933 3.48% 0.227%
50 13.424 1883 1885 1887 rBV 19020 15751 1.45% 0.094%
51 13.518 1898 1901 1903 rBV 23661 18552 1.70% 0.111%
52 13.554 1903 1907 1910 rVvVv 170773 157934 14.50% 0.946%
53 13.583 1910 1912 1918 rVB3 74619 96951 8.90% 0.581%
54 13.671 1924 1927 1930 rBV2 31371 30235 2.78% 0.181%
55 13.795 1946 1948 1952 rBV5 10575 12812 1.18% 0.077%
56 13.830 1952 1954 1959 rVB 24639 24836 2.28% 0.149%
57 13.948 1971 1974 1975 rBV3 28154 30479 2.80% 0.183%
58 13.971 1975 1978 1980 rVV 52409 62380 5.73% 0.374%
59 14.006 1980 1984 1989 rVVv4 140471 191365 17.57% 1.147%
60 14.142 2004 2007 2010 rBV 55328 48349 4._.44% 0.290%

61 14.195 2011 2016 2019 rVV2 900699 949486 87.20% 5.689%
62 14.218 2019 2020 2028 rVB 150163 135892 12.48% 0.814%

63 14.301 2032 2034 2035 rBV 26349 19808 1.82% 0.119%
64 14.318 2035 2037 2039 rVB 28629 23740 2.18% 0.142%
65 14.430 2054 2056 2058 rBvV 19473 16830 1.55% 0.101%
66 14.542 2073 2075 2077 rBV2 15633 16539 1.52% 0.099%
67 14.583 2079 2082 2085 rVV 40427 42933 3.94% 0.257%
68 14.618 2085 2088 2092 rVVv2 81333 99638 9.15% 0.597%
69 14.953 2142 2145 2148 rVB 57573 60120 5.52% 0.360%

70 15.283 2197 2201 2204 rBV 117886 191039 17.55% 1.145%
71 15.312 2204 2206 2211 rVB 136812 150739 13.84% 0.903%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.618 2255 2258 2265 rVB 75445 101336 9.31% 0.607%
73 15.689 2265 2270 2273 rBV 109559 151615 13.92% 0.908%
74 15.724 2273 2276 2277 rVV 79529 79016 7.26% 0.473%
75 15.753 2277 2281 2286 rVB 551608 747092 68.61% 4_476%

76 16.195 2352 2356 2365 rVB 99839 164600 15.12% 0.986%
77 16.747 2445 2450 2458 rVB 60358 120927 11.11% 0.725%
78 17.365 2551 2555 2570 rVB5 49739 159886 14.68% 0.958%

Sum of corrected areas: 16690674
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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\BF082818\

BF108557.D

28 Aug 2018 16:05

JussJ

J4280-01 2X

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 26.82 ng 920411 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108557.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 54 o1 Th ok 6o b0 75
0 : e m/z 68.10 47 .08%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.76%
51.0 70.0 86.0
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 66.10 30.03%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.27%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Fluoranthene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.32 4.04 ng 191584 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 97
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 96
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 96
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91

Abundance Scan 1867 (13.318 min): BF108557. D ( 1859) (-) m/z 216.10 100.00%

5000

13.00 13.20 13.40 13.60

01 m/z 215.10 83.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74425: Fluoranthene, 2-methyl-
216.0
5000
13.00 13.20 13.40 13.60
m/z 213.10 22.11%
108.0 189.0
ol 390 740 | 139.01630
A L L e L o L e R s o n e e R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74423: 11H-Benzo[a]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 17.80%
108.0
0 63.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74422: 11H-Benzo[b]fluorene
216.0 13.00 13.20 13.40 13.60
m/z 107.70 14.71%
5000
108.0
o 57.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.33 ng 157934 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 55
2 2.2-Bis(4"-methoxvphenvl)-2-etho... 286 C18H2203 1000283-53-7 22
3 Desomorphine 271 C17H21NO2 000427-00-9 14
4 3-Cvano-6-trifluoromethvlphenant... 271 C16H8F3N 1000253-90-3 14
5 3,4-Dihydro-4-imino-3-methoxyqui... 175 C9HIN30 015018-64-1 11
Abundance Scan 1906 (13.548 min): BF108557.D (-1903) (-) m/z 175.10 100.00%
175.1
271.3
5000
1151 145.0
91.0 243.2 13.20 13.40 13.60 13.80

0 m/z 216.10 68.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271.0
175.0
5000
13.20 13.40 13.60 13.80
m/z 271.30 66.77%
410690 o) 5 1150 1450 229.0
o 18.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133029: 2,2-Bis(4'-methoxyphenyl)-2-ethoxyethane
271.0
T R
13.20 13.40 13.60 13.80
5000 m/z 215.10 64.11%
45.0
241.0
o 4.0 (1490 3790 a0, | |
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120188: Desomorphine
271.0 13.20 13.40 13.60 13.80
m/z 201.10 62.24%
5000
214.0
148.0
420 700 115.0 171, 242.0
Obrerrrrr e b e by bbb ‘].n <1 N NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.58 2.04 ng 96951 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 56
2 4-Carbamovl-3-methoxvauinoline 202 C11H10N202 020844-05-7 22
3 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 20
4 8-Amino-2.5-dimethvl-6-methoxvau... 202 C12H14N20 1000214-69-9 18
5 5-Methyl-1-phenylpyrazole-4-carb... 202 C11H10N202 091138-00-0 18

Abundance Scan 1911 (13.577 min): BF108557.D (-1910) (-) m/z 202.10 100.00%
202.1
284.2
5000 41.0 159.0
128.0
680 990 227.1
||| “ "" | “ ‘ | | ” “ 13.20 13.40 13.60 13.80 14.00
Y S—— m/z 199.05 67.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
48.0 202.0
67.0 99.0

5000
13.20 13.40 13.60 13.80 14.00

m/z 213.10 65.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62378: 4-Carbamoyl-3-methoxyquinoline
202.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 200.10 64 .24%
1430
115.0
150 390 920 A perd .,17}.?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62564: 1-Naphthalenecarboxylic acid, 2-methoxy-
202.0 13.20 13.40 13.60 13.80 14.00
m/z 284.20 57.52%
5000
114.0 143.0
49.0 77.0
W G
NN P I G S SN S § S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.01 4.03 ng 191365 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 78
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 64
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 64
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 64
Abundance Scan 1985 (14.012 min): BF108557.D (-1980) (-) m/z 105.00 100.00%
57.1 105.0
1631 o0 4
5000
- 1560 1380 14160 1420 1440
o} ; m/z 57.10 83.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #81246: Cyclohexadecane
54.0
5000 AU AR BN B
13.60 13.80 14.00 14.20 14.40
m/z 55.10 81.60%
m/z--> 50 100 150 200 2%0 300 350 400 450 500 550 600
Abundance #240603: Triacontyl pentafluoropropionate
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 43.10 77 .58%
11.0
ol ‘111670 2220 2920 348.0 420.0465.0 566.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate A Ea T o R
57.0 13.60 13.80 14.00 14.20 14.40
m/z 83.10 63.56%
5000 10
0 l;lﬁ?o 222.0 2780 334.0 390.0 448.0493.0 594.0
m/z--> §0 100 150 200 250 300 350 400 4éo 500 550 600 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 7 wunknownl4.62 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .62 2.10 ng 99638 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(7-Chloro-2-phenazinvlacetamide 271 C14H10CIN30 023677-13-6 30
2 1.3-Diamino-5.6-dihvdro-7-methox... 242 C13H14N40 037436-49-0 18
3 Benzaldehvde. 4-methoxv-3-(4-met... 242 C15H1403 093899-03-7 18
4 9H-Thioxanthen-9-one. 2-methoxv- 242 C14H1002S 040478-82-8 18
5 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 15
Abundance Scan 2088 (14.618 min): BF108557.D (-2085) (-) m/z 229.15 100.00%
220.2
5000
14.40 14.60 14.80 15.00
01 m/z 242.10 82.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119868: N-(7-Chloro-2-phenazinyl)acetamide
220.0
5000 271.0
14.40 14.60 14.80 15.00
43.0 202.0 m/z 271.20 63.69%
ol150 | 75.0100.0 14001670
m/z--> 25 45 eb 8b 160 150 140 160 180 200 220 240 260 2§0 360
Abundance #95417: 1,3-Diamino-5,6-dihydro-7-methoxybenzo[f]quinazoline
242.0
14.40 14.60 14.80 15.00
5000 m/z 43.10 51.00%
43.0 114.0
77.0 140.0 169.0 199.0 H
0 IIII””I”\”II”II\II\I\HH\{\”LI \IJIA”;.”I\:L I:L” !I”‘I”H\HIIHI” Ra e Aadsana
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95786: Benzaldehyde, 4-methoxy-3-(4-methylphenoxy)- R B R ARama
242.0 14.40 14.60 14.80 15.00
m/z 57.10 47 .38%
5000 650 1050
39.0 l 212.0
183.0
0 "'|""|"!'|"'J h I M L:F' p %5\?0“.\” “l‘...” ”\” .M... ‘”” ARARRARRRRmaRS R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.19 4.41 ng 164600 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Docosane 310 C22H46 000629-97-0 80

Abundance Scan 2355 (16.189 min): BF108557.D (-2352) (-) m/z 57.10 100.00%

57.1
5000 85.1

15.80 16.00 16.20 16.40 16.60

|I 113. ﬂ141 11691  2112239.2 2841 3410

ol L A T aicr e A A R o m/z 43.10 64.81%
miz--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 LA B L L L L L L L L
650 15.80 16.00 16,20 16.40 16.60
29.0 ‘ m/z 71.10 56.97%
o | J , ,| 113.0141.0169.0197.0 226.0
e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
St e
85.0 15.80 16.00 16.20 16.40 16.60
5000 ' m/z 85.10 45.30%
29.0 113.0
oL Il L ] 141-0160.0197.0225.0253.0 2960
e e T
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- L BA R Eaas B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.00 23.24%
5000 85.0
113.0
oL } | I [ 14101600 210.0539.0267.0 309033803660
— e R NN
miz--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\
Data File : BF108557.D

Aca On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample : J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.24 ng 120927 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2450 (16.747 min): BF108557.D (-2445) (-) m/z 57.10 100.00%
57.1
5000 /\/‘L
155.0 197.2 2391 276.0 16.40 16.60 16.80 17.00
Ol m/z 43.10 60.04%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 A UL B B
16 40 16. 60 16. 80 17.00
99.0 m/z 71.10 58.95%
oL AL S|y 1410 1830 2250 2680
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 39.15%
27.0) | | ’r\ 1410{ 183.0 225.0 267.0 309.0  366.0
m/z--> 55 100 1éo 260 250 360 3éo
Abundance #202661: Heptacosane L B o
57.0 16.40 16.60 16.80 17.00
m/z 41.00 21 .95%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 16 40 16. 60 16. 80 17. 00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082818\
Data File : BF108557.D

Acq On : 28 Aug 2018 16:05

Operator : JU/SJ

Sample - J4280-01 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
unknown6 .77 6.77 26.8 ng 920411 1 7.00 686262 20.0
Fluoranthene, 2-m... 13.32 4.0 ng 191584 5 14.19 949486 20.0
2-Phenanthrenol, ... 13.55 3.3 ng 157934 5 14.19 949486 20.0
4,4"-Bis(tetrahyd... 13.58 2.0 ng 96951 5 14.19 949486 20.0
Cyclohexadecane 14.01 4.0 ng 191365 5 14.19 949486 20.0
unknownl14 .62 14.62 2.1 ng 99638 5 14.19 949486 20.0
Hexadecane 16.19 4.4 ng 164600 6 15.75 747092 20.0
Nonadecane 16.75 3.2 ng 120927 6 15.75 747092 20.0
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