LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

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-BF061918 .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 5.154 476 479 494 rBV 61653 72655 10.25% 0.779%
2 5.572 546 550 565 rBV 447781 545906 77 .04% 5.856%
3 6.578 717 721 736 rBV 440407 546063 77 .06% 5.858%
4 6.707 739 743 753 rVB 605285 547973 77 .33% 5.878%
5 6.931 777 781 788 rBV 334501 304033 42.91% 3.262%
6 7.084 803 807 822 rBB 517227 445320 62.85% 4_.777%
7 7.495 873 877 893 rBV 329004 320998 45.30% 3.444%
8 8.213 995 999 1018 rBV 368849 392117 55.34% 4._.206%
9 8.931 1119 1121 1128 rBB 12372 13870 1.96% 0.149%
10 9.031 1135 1138 1143 rBB 9954 9037 1.28% 0.097%
11 9.289 1178 1182 1191 rBV 616139 597932 84.38% 6.414%
12 9.683 1247 1249 1258 rVB 64320 59016 8.33% 0.633%
13 9.842 1273 1276 1281 rBV 10807 10430 1.47% 0.112%
14 9.977 1295 1299 1303 rBV 406446 374158 52.80% 4.014%
15 10.007 1303 1304 1311 rVB 38058 31711 4._.48% 0.340%
16 10.183 1330 1334 1338 rBvV 21541 23438 3.31% 0.251%
17 10.530 1389 1393 1400 rVB 60885 54824 7.74% 0.588%
18 10.683 1417 1419 1423 rVB3 9160 8008 1.13% 0.086%
19 10.777 1431 1435 1444 rBV 350781 339389 47 .90% 3.641%
20 11.077 1482 1486 1488 rBV 10682 10095 1.42% 0.108%
21 11.372 1534 1536 1541 rVB 16435 13491 1.90% 0.145%

22 11.477 1550 1554 1556 rBV 463205 428483 60.47% 4_597%
23 11.501 1556 1558 1563 rVV 382712 300262 42.38% 3.221%

24 11.554 1563 1567 1571 rVvV 109065 94887 13.39% 1.018%
25 11.719 1591 1595 1600 rVB 32127 34750 4_90% 0.373%
26 11.895 1621 1625 1630 rBV3 8316 10766 1.52% 0.115%
27 11.977 1636 1639 1642 rBV 43655 37166 5.25% 0.399%
28 12.007 1642 1644 1648 rVB 51350 41757 5.89% 0.448%
29 12.054 1649 1652 1655 rBV 22347 21084 2.98% 0.226%
30 12.095 1655 1659 1661 rBV2 70351 72552 10.24% 0.778%
31 12.271 1686 1689 1693 rVB 29272 26132 3.69% 0.280%
32 12.319 1693 1697 1700 rBV3 8402 8650 1.22% 0.093%
33 12.419 1710 1714 1717 rBV2 10014 11483 1.62% 0.123%
34 12.454 1717 1720 1722 rBV 11205 8582 1.21% 0.092%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.477 1722 1724 1728 rVB3 17356 14741 2.08% 0.158%
36 12.530 1729 1733 1735 rBV 34923 34784 4.91% 0.373%
37 12.571 1735 1740 1741 rVVv4 12083 14183 2.00% 0.152%
38 12.630 1745 1750 1754 rBV4 15361 24983 3.53% 0.268%
39 12.695 1758 1761 1765 rBV 392038 388627 54.85% 4.169%
40 12.848 1784 1787 1789 rBV3 17229 17204 2.43% 0.185%
41 12.871 1789 1791 1794 rVV3 16794 19645 2.77% 0.211%
42 12.907 1794 1797 1799 rVVv2 78965 89414 12.62% 0.959%
43 12.930 1799 1801 1806 rVvV 384622 331460 46.78% 3.556%
44 12.977 1806 1809 1812 rVB 28498 27472 3.88% 0.295%
45 13.060 1819 1823 1826 rBVY 791590 708579 100.00% 7.601%
46 13.101 1826 1830 1833 rVB3 15466 21320 3.01% 0.229%
47 13.148 1833 1838 1842 rBV3 31336 49909 7.04% 0.535%
48 13.189 1843 1845 1848 rBV3 9103 9323 1.32% 0.100%
49 13.260 1850 1857 1861 rVB 79187 104418 14.74% 1.120%
50 13.324 1865 1868 1870 rBV 54243 46721 6.59% 0.501%
51 13.366 1870 1875 1877 rBV2 34590 42515 6.00% 0.456%
52 13.454 1888 1890 1893 rBV 22578 21489 3.03% 0.231%
53 13.489 1893 1896 1898 rVvVv 27823 25135 3.55% 0.270%
54 13.607 1913 1916 1918 rBV3 24841 27109 3.83% 0.291%
55 13.883 1961 1963 1965 rBV 23705 22531 3.18% 0.242%
56 13.907 1965 1967 1970 rVvV 28844 26321 3.71% 0.282%
57 13.942 1970 1973 1978 rVVv4 52883 92965 13.12% 0.997%

58 14.136 2001 2006 2009 rBV2 466960 568841 80.28% 6.102%
59 14.160 2009 2010 2015 rVB 127839 106880 15.08% 1.147%
60 14.248 2022 2025 2028 rBV2 46353 51255 7.23% 0.550%

61 15.224 2188 2191 2206 rVB 116755 253521 35.78% 2.720%
62 15.618 2255 2258 2264 rVB 71399 110682 15.62% 1.187%
63 15.683 2265 2269 2273 rBV 199519 252671 35.66% 2.711%

Sum of corrected areas: 9321716

8270-BF061918_.M Mon Jul 16 12:43:20 2018 Page: 2



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\BF071318\

BF107371.D

13 Jul 2018 17:02

JussJ

J3825-09 2X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.15 4.78 ng 72655 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (5.148 min): BF107371.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 LA UL R
| 83.0 | 4.80 5.00 5.20 5.40
= R o o o = SN e m/z 59.00 60.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL R
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 17.68%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.60%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R e RRRE
59.0 480 5.00 5.20 5.40
31.0 m/z 41.00 8.11%
5000 41.0
73.0
oL 120 L1 510/ | 87.0 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 1

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

6.71 36.05 ng 547973 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 743 (6.707 min): BF107371.D (-739) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 ISR R R U
400 540 6.40 6.60 6.80 7.00
0....,...:I'!...,:!..,.:I-.l,..7.8.',0....,..!.,?‘??'.?....,....,-'...,.. m/z 68.10 38.50%
m/z--> 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 BB N R
6.40 6.60 6.80 7.00
210 510 m/z 134.10 32.02%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.58%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- A ./,\. R ERmEmEm
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.78%
5000
630 104.0
300 520 | /70 900 117.0
0'“'w'““t'ﬂu“'thl”w“'“ﬁh'“lh“w'”“w'“”t"" IEBESRRREREE E UR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.10 3.39 ng 72552 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 52
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 1660 (12.101 min): BF107371.D (-1655) (-) m/z 190.10 100.00%
19h.1
5000
O e e T S I 1 L e R m/z 189.05 97 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 192.10 37.21%
270 430 630 790 | 1110 1370 1630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
9.0 146.0 R UL SRR B
11.80 12.00 12.20 12.40
5000 82.0 m/z 191.10 35.78%
117.0
162.0
65.0 102.0
L U S S S WL S B B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.80 12.00 12.20 12.40
m/z 187.10 22.07%
5000
94.0
163.0
0'I'"'I''''I"''I""'I""I""I""I""'I""I"" TTTT T TR T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
Data File : BF107371.D

Aca On 13 Jul 2018 17:02

Operator : JU/SJ

Sample : J3825-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pyrene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.26 3.67 ng 104418 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 81
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 80
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74

Abundance Scan 1857 (13.260 min): BF107371.D (-1850) (-) m/z 216.10 100.00%

216.1
5000

57.0 107.6
85.0 139.0 164.0 189.1 2401 2811 13.00 13.20 13.40 13.60

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

Abundance #74416: Pyrene, 1-methyl-
216.0
5000 I o R mmER T
13.00 13.20 13.40 13.60
0
108.0 189.0 m/z 213.05 21.80%
0 39.0 63.0 87. 137.0 163.0
1 IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 18.60%
107.0
28.0 50.0 81.0 139.0 163.0 189.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74413: Pyrene, 2-methyl-

216.0 13.00 13.20 13.40 13.60

m/z 57.00 12_.74%

5000

189.0

53.0 74.0 122.0 163.0
REARSEEEEEREEES L R RAEEEEmEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13 20 13. 40 13 60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071318\
BF107371.D

13 Jul 2018 17:02

Ju/sJ

J3825-09 2X

18 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M

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 unknownl3.94

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.94 3.27 ng 92965 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 45
2 Anthralin 226 C14H1003 001143-38-0 38
3 Tetraheptvlammonium bromide 489 C28H60BrN 004368-51-8 38
4 4-Naphthalen-2-vl-thiazol-2-vlamine 226 C13H10N2S 1000300-53-4 38
5 N,N-Dimethylindoaniline 226 C14H14N20 002150-58-5 38

Abundance Scan 1973 (13.942 min): BF107371.D (-1970) (-) m/z 226.10 100.00%
226.1
5000
57.0 83.1
263.1291.3 3511 13.60 13.80 14.00 14.20
o} e m/z 57.05 32.01%
m/z--> 50 100 150 200 250 300 350
Abundance #83067: Cyclopenta[cd]pyrene
226.0
5000 R AR SN B B
13.60 13.80 14.00 14.20
m/z 83.10 30.98%
113.0
o 740 1980 |
m/z--> 50 100 150 200 250 300 350
Abundance
226.0
13.60 13.80 14.00 14.20
5000 m/z 229.05 30.80%
197.0
. 76.0 1150 1520
m/z--> " s0 100 150 200 250 300 350
Abundance #234010: Tetraheptylammonium bromide e o T M
226.0 13.60 13.80 14.00 14.20
m/z 43.00 28.99%
5000
57.0
142.0
oL 229 J 980 "1 1820 252.0 282,0 311.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071318\
Data File : BF107371.D

Acq On 13 Jul 2018 17:02

Operator : JU/SJ

Sample - J3825-09 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.15 4.8 ng 72655 1 6.93 304033 20.0
unknown6.71 6.71 36.0 ng 547973 1 6.93 304033 20.0
4H-Cyclopenta[def... 12.10 3.4 ng 72552 4 11.48 428483 20.0
Pyrene, l-methyl- 13.26 3.7 ng 104418 5 14.14 568841 20.0
unknownl13.94 13.94 3.3 ng 92965 5 14.14 568841 20.0
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