LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 4.999 492 495 510 rBv 24397 54027 4._45% 0.345%
2 5.404 561 564 590 rBV 452442 831355 68.50% 5.308%
3 6.428 735 738 757 rBVY 535423 891742 73.48% 5.693%
4 6.557 757 760 775 rVB 804058 888408 73.20% 5.672%
5 6.787 796 799 815 rBV 902145 906396 74.69% 5.787%
6 6.940 822 825 841 rBY 580394 593230 48.88% 3.787%
7 7.357 893 896 915 rBvY 373371 529042 43.59% 3.378%
8 8.069 1014 1017 1038 rVB 1285041 1213618 100.00% 7.748%
9 9.139 1196 1199 1208 rBV 872200 755406 62.24%  4.823%
10 9.210 1208 1211 1216 rVB 18883 18005 1.48% 0.115%
11 9.545 1260 1268 1273 rBV 50862 66127 5.45% 0.422%
12 9.739 1297 1301 1304 rVB 43973 35358 2.91% 0.226%
13 9.822 1311 1315 1319 rBV2 1345405 1200806 98.94% 7.666%
14 9.857 1319 1321 1327 rVB 32033 33522 2.76% 0.214%
15 10.039 1348 1352 1354 rBV3 14104 19492 1.61% 0.124%
16 10.063 1354 1356 1360 rVB3 12244 13457 1.11% 0.086%
17 10.239 1383 1386 1389 rVB 54016 40294 3.32% 0.257%
18 10.381 1406 1410 1416 rVB 23968 27767 2.29% 0.177%
19 10.457 1416 1423 1426 rBV4 16623 24056 1.98% 0.154%
20 10.533 1434 1436 1441 rVB2 12206 13169 1.09% 0.084%
21 10.616 1447 1450 1464 rBV 399348 486862 40.12% 3.108%
22 10.710 1464 1466 1472 rVV 43002 42108 3.47% 0.269%
23 11.157 1540 1542 1546 rVB3 21744 19936 1.64% 0.127%

24 11.316 1565 1569 1571 rBV 1272476 1166211 96.09% 7.446%
25 11.339 1571 1573 1577 rVV 216722 199466 16.44% 1.273%

26 11.398 1579 1583 1590 rVB 75576 86924 7.16% 0.555%
27 11.563 1608 1611 1613 rBV2 23487 20701 1.71% 0.132%
28 11.822 1651 1655 1658 rBV2 43670 56105 4.62% 0.358%
29 11.851 1658 1660 1665 rVB 38397 33133 2.73% 0.212%
30 11.898 1665 1668 1671 rBV 20433 19004 1.57% 0.121%
31 11.933 1671 1674 1677 rBV 75268 72517 5.98% 0.463%
32 12.110 1701 1704 1709 rBV 29447 31444 2.59% 0.201%
33 12.169 1711 1714 1721 rVB4 13547 17487 1.44% 0.112%
34 12.369 1745 1748 1751 rBV2 22331 24290 2.00% 0.155%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 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-BF121417 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.475 1759 1766 1770 rVB3 14458 28843 2.38% 0.184%
36 12.533 1772 1776 1781 rBV 530590 497486 40.99% 3.176%
37 12.686 1799 1802 1804 rBV 23076 22387 1.84% 0.143%
38 12.763 1808 1815 1821 rVVv 436898 510528 42.07% 3.259%
39 12.816 1821 1824 1828 rVB2 24050 23901 1.97% 0.153%
40 12.892 1834 1837 1842 rVB 685295 569270 46.91% 3.634%
41 12.939 1842 1845 1848 rBVY 13974 16416 1.35% 0.105%
42 12.974 1848 1851 1857 rBV3 24904 41098 3.39% 0.262%
43 13.092 1868 1871 1876 rVB 59605 66298 5.46% 0.423%
44 13.157 1878 1882 1885 rBVY 61931 57457 4.73% 0.367%
45 13.198 1885 1889 1896 rVB3 37762 64544 5.32% 0.412%
46 13.292 1902 1905 1907 rBV 25522 23450 1.93% 0.150%
47 13.322 1907 1910 1914 rVv2 22801 22924 1.89% 0.146%
48 13.369 1915 1918 1919 rBV 18774 15215 1.25% 0.097%
49 13.569 1950 1952 1956 rBV4 9925 15425 1.27% 0.098%
50 13.616 1959 1960 1966 rVB2 19937 21085 1.74% 0.135%
51 13.716 1973 1977 1979 rBV 37018 43407 3.58% 0.277%
52 13.733 1979 1980 1983 rVV 40561 35662 2.94% 0.228%
53 13.774 1983 1987 1994 rVv4 66567 131733 10.85% 0.841%
54 13.827 1994 1996 2000 rVB 30580 32404 2.67% 0.207%

55 13.963 2013 2019 2022 rBV2 1034158 1168908 96.32% 7.463%

56 13.986 2022 2023 2030 rVB 185212 165606 13.65% 1.057%

57 14.074 2035 2038 2040 rBV 36058 31609 2.60% 0.202%
58 14.351 2083 2085 2088 rVB2 31298 28665 2.36% 0.183%
59 14.486 2105 2108 2109 rBVZ2 24230 31476 2.59% 0.201%
60 14.768 2154 2156 2161 rVB 33255 33523 2.76% 0.214%

61 15.004 2192 2196 2206 rVB 167652 344320 28.37% 2.198%
62 15.304 2243 2247 2251 rBV 97801 133784 11.02% 0.854%
63 15.368 2254 2258 2263 rBV 124344 183359 15.11% 1.171%
64 15.427 2263 2268 2272 rBV 632111 777628 64.08% 4._.965%
65 16.904 2516 2519 2525 rVB2 58401 93369 7.69% 0.596%

Sum of corrected areas: 15663245
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101656.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.56 Concentration Rank 1

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

6.56 19.60 ng 888408 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 760 (6.557 min): BF101656.D (-757) (-) m/z 132.00 100.00%
132
5000 68
| o5 ok 6o obo
0’ o O m/z 68.10 44 .80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 T
6.20 6.40 6.60 6.80
33 44 o 105 m/z 134.00 32.83%
0....|....|....6|0....$|0....|..].-1.5...|....|....|....
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.00 27.61%
158 189
L S SO SO UL UL B L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132 6.20 6.40 6.60 6.80
m/z 69.05 17.46%
5000
J 15 % 92 |66 76 91101 J
m/z--> 20 40 i 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\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 3 unknownl3.77 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.25 ng 131733 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 38
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 38
3 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 30
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 30
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 30
Abundance Scan 1986 (13.769 min): BF101656.D (-1983) (-) m/z 226.05 100.00%
6

5000
13.40 13.60 13.80 14.00
141 174198 : : : :
o b2t || M/Z 224.00 22.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 LA L L L L L L LB L
13.40 13.60 13.80 14.00
29 ‘ 11 m/z 225.10 18.61%
9168196
SIVEV NPV ot S——
m/z--> 0 50 250 300 350 400 450
Abundance
57
97 13.40 13.60 13.80 14.00
5000 m/z 113.00 16.57%
29 125
o 153181208 250278306334 364392 437 488
e B i e B e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57 13.40 13.60 13.80 14.00
m/z 227 .05 15.28%
5000
29 111
0 | \ | 139 168 196 224 253
..”,..”,...w...w....“...“...“...,”..,”..,
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.30 3.44 ng 133784 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 97
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 96
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89
Abundance Scan 2246 (15.298 min): BF101656.D (-2243) (-) m/z 252.10 100.00%
252
5000
125
43 224 15.00 15.20 15.40 15.60
o 74 10 147 174 200 276 327 7> 250 10 50 230}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 21.56%
ol L7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 20.65%

125
39 63 83 99 146 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #104227: Benz[e]acephenanthrylene AR e REmaE T
252 15.00 15.20 15.40 15.60

m/z 126.00 14.64%
5000
126
o 39 63 83100, | 150 174 200 224 ||
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122217\
Data File : BF101656.D

Acq On : 22 Dec 2017 16:32

Operator : SJ/JU

Sample - 16890-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 .56 6.56 19.6 ng 888408 1 6.79 906396 20.0
unknownl13.77 13.77 2.3 ng 131733 5 13.96 1168910 20.0
Perylene 15.30 3.4 ng 133784 6 15.43 777628 20.0
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