LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097332.D

Aca On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 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-BF072517.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_.551 450 453 471 rBV 134469 187597 19.19% 1.646%
2 5.040 532 536 556 rBV 392572 602012 61.57% 5.281%
3 6.110 715 718 733 rBV 552772 683078 69.86% 5.992%
4 6.216 733 736 747 rVB 674685 665103 68.02% 5.834%
5 6.439 771 774 787 rBV 725656 706266 72.23% 6.196%
6 6.598 798 801 811 rBV 490785 450873 46.11% 3.955%
7 7.010 868 871 889 rBV 371730 403296 41.25% 3.538%
8 7.728 989 993 1003 rBY 1033879 929918 95.11% 8.158%
9 8.798 1172 1175 1185 rBV 803285 628230 64.25% 5.511%
10 9.198 1241 1243 1248 rBV 68933 62149 6.36% 0.545%
11 9.463 1285 1288 1292 rBVvV2 1089745 977738 100.00% 8.577%
12 9.498 1292 1294 1301 rVB 37773 35080 3.59% 0.308%
13 9.675 1321 1324 1329 rVB 11585 12387 1.27% 0.109%
14 9.922 1363 1366 1369 rVB 16890 12519 1.28% 0.110%
15 10.010 1379 1381 1388 rVB 27617 26554 2.72% 0.233%
16 10.251 1418 1422 1429 rBvV 329453 309299 31.63% 2.713%
17 10.386 1442 1445 1448 rBvV2 18754 17388 1.78% 0.153%
18 10.557 1470 1474 1477 rBV4 7476 11096 1.13% 0.097%
19 10.798 1512 1515 1517 rBVvV4 14154 12346 1.26% 0.108%
20 10.833 1517 1521 1524 rVvVv 24008 21818 2.23% 0.191%

21 10.939 1535 1539 1541 rBV 746451 726676 74.32% 6.375%
22 10.957 1541 1542 1547 rVV 220357 180315 18.44% 1.582%

23 11.016 1547 1552 1556 rVB 58306 57023 5.83% 0.500%
24 11.180 1575 1580 1583 rBV 16130 18617 1.90% 0.163%
25 11.257 1591 1593 1602 rVB5 8747 15075 1.54% 0.132%
26 11.439 1620 1624 1626 rBV 34663 29651 3.03% 0.260%
27 11.469 1626 1629 1631 rVV 40386 35342 3.61% 0.310%
28 11.516 1635 1637 1639 rVV 20266 17549 1.79% 0.154%
29 11.545 1639 1642 1645 rVV 53251 54178 5.54% 0.475%
30 11.569 1645 1646 1651 rVB2 22272 18174 1.86% 0.159%
31 11.627 1651 1656 1659 rBV7 6145 10815 1.11% 0.095%
32 11.663 1659 1662 1668 rVB5 10069 16535 1.69% 0.145%
33 11.733 1668 1674 1678 rBV 23728 31177 3.19% 0.273%
34 11.839 1689 1692 1695 rBV5 8036 13796 1.41% 0.121%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097332.D

Aca On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 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-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.986 1714 1717 1719 rBV 24947 24848 2.54% 0.218%
36 12.021 1719 1723 1725 rVV5 11956 19226 1.97% 0.169%
37 12.074 1729 1732 1735 rVB3 20384 20474 2.09% 0.180%
38 12.139 1740 1743 1749 rBV 341849 306335 31.33% 2.687%
39 12.292 1765 1769 1772 rBV 17507 21069 2.15% 0.185%
40 12.363 1776 1781 1785 rBVY 315784 305173 31.21% 2.677%
41 12.421 1788 1791 1797 rVB4 19030 26842 2.75% 0.235%
42 12.492 1800 1803 1804 rBV3 13561 14142 1.45% 0.124%
43 12.515 1804 1807 1810 rBV 458411 409939 41.93% 3.596%
44 12.592 1815 1820 1822 rBV5 21080 30515 3.12% 0.268%
45 12.692 1831 1837 1841 rVB2 39800 56871 5.82% 0.499%
46 12.763 1846 1849 1852 rBV2 31359 35706 3.65% 0.313%
47 12.798 1852 1855 1859 rBV 34839 38478 3.94% 0.338%
48 12.886 1868 1870 1873 rVB2 13602 11433 1.17% 0.100%
49 12.921 1874 1876 1878 rVB2 14791 11674 1.19% 0.102%
50 13.110 1906 1908 1912 rVB4 21817 26624 2.72% 0.234%
51 13.210 1923 1925 1928 rBV 18346 15621 1.60% 0.137%
52 13.315 1940 1943 1944 rBV2 19035 22004 2.25% 0.193%
53 13.421 1958 1961 1962 rBV 21678 24831 2.54% 0.218%
54 13.439 1962 1964 1968 rVB2 45066 47063 4.81% 0.413%
55 13.557 1979 1984 1987 rBV2 720366 775815 79.35% 6.806%
56 13.580 1987 1988 1992 rVB 128103 95271 9.74% 0.836%
57 13.945 2048 2050 2054 rVB2 30269 24920 2.55% 0.219%
58 14.204 2091 2094 2097 rBV 61433 56254 5.75% 0.493%
59 14.551 2149 2153 2162 rBV 134943 218440 22.34% 1.916%
60 14.798 2192 2195 2199 rVB 63369 66351 6.79% 0.582%

61 14.851 2200 2204 2207 rBV 101882 109034 11.15% 0.956%
62 14.898 2208 2212 2216 rBV 434748 482605 49.36% 4.234%

63 16.098 2413 2416 2420 rBV 37834 52717 5.39% 0.462%
64 16.451 2473 2476 2486 rVB2 32762 69570 7.12% 0.610%
Sum of corrected areas: 11399515
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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:\HPCHEMI\BNA F\DATA\BF080317\

BF097332.D

3 Aug 2017 22:28

SJ/Ju

14541-01 5X

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097332.D

Aca On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3

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

4_.55 5.31 ng 187597 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 453 (4.551 min): BF097332.D (-450) (-) m/z 42.95 100.00%
43.0
5000 59.0 {k
o W50 4k 4k am0 |
-ttt m/z 59.00 51.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 % w0 4k b
0
150 a0 1010 m/z 58.00 14.17%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 4.60 480
5000 310 430 73.0 m/z 101.10 14.09%
84.0 101.0
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B B A
54.0 420 4.40 4.60 4.80
m/z 41.00 9.00%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097332.D

Aca On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 unknown6.22 Concentration Rank 1

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

6.22 18.83 ng 665103 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 737 (6.222 min): BF097332.D (-733) (-) m/z 132.00 100.00%
132.0
5000 681
90 se0 |\| o 550 0bo 620 640 ko
Obrrrrrr e e e el SR e e et m/z 68.10 36.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR RS R AR A
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 32.50%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 67.0 m/z 66.00 23.09%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R I |,¥| L |'|‘| L ]
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14 .44%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097332.D

Aca On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[j]fluoranthene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.75 ng 66351 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolilfluoranthene 252 C20H12 000205-82-3 97
2 Benzolelpvrene 252 C20H12 000192-97-2 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
4 Pervlene 252 C20H12 000198-55-0 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2195 (14.798 min): BF097332.D (-2192) (-) m/z 252.10 100.00%
250.1
5000
125.0
2241 14.40 14.60 14.80 15.00 15.20
ol 430 730 1007 150.0173.0 200.1 282.1 m/z 250.10 33 550;
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
252.0
5000
14.40 14.60 14.80 15.00 15.20
126.0 m/z 253.15 22 .89%
0l29.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 125.00 20.11%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0

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

Abundance #104227: Benz[e]acephenanthrylene N e o
252.0 14.40 14.60 14.80 15.00 15.20

m/z 126.00 15.64%
5000
126.0
o390 740 1000, | 15001740 200.0 2240 H
e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097332.D

Acq On : 3 Aug 2017 22:28

Operator : SJ/JU

Sample : 14541-01 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.55 5.3 ng 187597 1 6.44 706266 20.0
unknown6 .22 6.22 18.8 ng 665103 1 6.44 706266 20.0
Benzo[j]fluoranthene 14.80 2.8 ng 66351 6 14.90 482605 20.0
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