LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 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-BF110817.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 5.087 506 510 522 rBV 148053 193510 13.55% 1.310%
2 5.481 572 577 580 rBVY 1407503 1344233 94.11% 9.103%
3 6.492 744 749 760 rBVY 1329076 1342583 94.00% 9.092%
4 6.628 768 772 775 rBV 1483922 1382601 96.80% 9.363%
5 6.857 808 811 815 rBV 468923 357744 25.05% 2.423%
6 7.016 834 838 841 rBVY 1291719 1081387 75.71% 7.323%
7 7.422 902 907 910 rBV 900240 806432 56.46% 5.461%
8 8.139 1025 1029 1032 rBV 540918 425886 29.82% 2.884%
9 8.692 1120 1123 1127 rBV 61813 48367 3.39% 0.328%
10 9.216 1207 1212 1215 rBVY 1630224 1428334 100.00% 9.672%
11 9.604 1275 1278 1286 rVB 42576 33478 2.34% 0.227%
12 9.892 1323 1327 1331 rBvV2 436365 393249 27.53% 2.663%
13 9.928 1331 1333 1337 rVB 20151 16723 1.17% 0.113%

14 10.604 1444 1448 1455 rBV 217283 178854 12.52% 1.211%
15 10.680 1458 1461 1469 rBV 711737 683612 47.86% 4.629%

16 11.380 1577 1580 1582 rBV 437614 353645 24.76% 2.395%
17 11.404 1582 1584 1588 rVV 193349 147112 10.30% 0.996%

18 11.457 1590 1593 1596 rVB 34921 27182 1.90% 0.184%
19 11.880 1662 1665 1666 rBV 24543 19280 1.35% 0.131%
20 11.910 1666 1670 1673 rVB2 37767 48791 3.42% 0.330%
21 11.992 1681 1684 1687 rBV 35857 42933 3.01% 0.291%
22 12.427 1755 1758 1761 rBV 16007 16876 1.18% 0.114%
23 12.516 1770 1773 1778 rVB2 16286 19969 1.40% 0.135%

24 12.592 1783 1786 1790 rBV 329158 287766 20.15% 1.949%
25 12.821 1819 1825 1829 rBV 317249 335633 23.50% 2.273%

26 12.874 1831 1834 1838 rVB2 14067 16412 1.15% 0.111%
27 12.963 1845 1849 1853 rBV 1298028 1179145 82.55% 7.985%
28 13.039 1856 1862 1867 rBv4 21602 37980 2.66% 0.257%
29 13.127 1874 1877 1878 rBV2 19566 19864 1.39% 0.135%
30 13.151 1878 1881 1884 rVB 38310 38159 2.67% 0.258%
31 13.216 1890 1892 1895 rBV 19784 16589 1.16% 0.112%
32 13.257 1895 1899 1901 rVv2 33794 35843 2.51% 0.243%
33 13.351 1912 1915 1917 rBV2 23006 20690 1.45% 0.140%
34 13.380 1917 1920 1923 rVB2 24287 24040 1.68% 0.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.657 1964 1967 1971 rVB 29000 27511 1.93% 0.186%
36 13.768 1981 1986 1989 rBV3 30191 43483 3.04% 0.294%
37 13.798 1989 1991 1993 rVV 34106 29089 2.04% 0.197%
38 13.821 1993 1995 1999 rVv2 27421 42724 2.99% 0.289%
39 13.863 1999 2002 2010 rVB3 58269 90707 6.35% 0.614%

40 14.021 2021 2029 2032 rBV2 540967 648630 45.41% 4._.392%

41 14.045 2032 2033 2041 rVB 163430 132408 9.27% 0.897%

42 14.127 2045 2047 2052 rVB 25801 23848 1.67% 0.161%
43 14.410 2092 2095 2097 rVB 32785 28227 1.98% 0.191%
44 14.439 2098 2100 2103 rVB 22912 17699 1.24% 0.120%
45 14.533 2113 2116 2118 rBV2 24039 20992 1.47% 0.142%
46 15.063 2202 2206 2209 rBVY 126297 182446 12.77% 1.235%
47 15.121 2213 2216 2221 rVB3 29544 41957 2.94% 0.284%
48 15.168 2221 2224 2227 rBV 21004 24102 1.69% 0.163%
49 15.368 2254 2258 2263 rVB 73836 93190 6.52% 0.631%

50 15.433 2264 2269 2273 rBV 97795 128785 9.02% 0.872%

51 15.498 2275 2280 2283 rBV 290796 363069 25.42% 2.459%

52 15.621 2298 2301 2304 rBvV4 13960 17814 1.25% 0.121%
53 15.933 2350 2354 2359 rVB2 40346 55223 3.87% 0.374%
54 16.439 2435 2440 2445 rVB3 36515 57743 4.04% 0.391%
55 16.627 2467 2472 2478 rVBS8 18551 38925 2.73% 0.264%
56 16.962 2526 2529 2536 rVB2 33056 57932 4._.06% 0.392%
57 17.033 2536 2541 2546 rBV4 22530 44127 3.09% 0.299%
58 17.198 2567 2569 2573 rVB4 11568 16237 1.14% 0.110%
59 17.415 2601 2606 2614 rBV2 29867 59315 4.15% 0.402%
60 17.721 2653 2658 2664 rBVS 18342 40327 2.82% 0.273%
61 18.568 2796 2802 2811 rVBS8 10145 35646 2.50% 0.241%
Sum of corrected areas: 14767058
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100955.D

6.63
1500000 5.48

6.49 7.02

1000000 742

500000 6.86

5.09

e 1 B

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100955.D

1500000
12.96

1000000

10.68

8.14
500000 9.89 11.38

12.5912.82

10. 11.40
8.69 9.60 ¢o93 46 HEH99

A_an
LI B S I B S R B I B B DU B RN U B SR N R BN B B B R

SN G WU | WS uali o A——| V| -

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100955.D

1500000

1000000

500000

1644663 1890987201742 17.72 18.57

e e e tarte—tes LSSt M 1L SIS s

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.09 10.82 ng 193510 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF100955.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 III|IIII|IIII|IIII|IIII
480 5.00 520 5.40
83.0
Ol S0 880 "m/Z 59.00 56.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL LRI I
59.0 480 500 520 5.40
m/z 101.10 20.18%
31.0 830 o3 010‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.00 14.37%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R maaE E  a
43.0 480 5.00 520 5.40
m/z 41.10 9.35%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1

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

6.63 77.30 ng 1382600 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 772 (6.628 min): BF100955.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DU SR S
40.1 549 || 1150 J 6.20 6.40 6.60 6.80 7.00
Ol bl b L e m/z 68.10 39.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.09%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.10 25.16%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e A RmEEEmmE R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.29%
117.0
5000
91.0
ST A
0 |'“"|'“M'lm"“l""lq"l"“ U DAL UL B IR SR S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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-Hydroxy-iso-butyrophenone Concentration Rank 12

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

8.69 2.27 ng 48367 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Guanidine 59 CH5N3 000113-00-8 7
3 Acetamide 59 C2H5NO 000060-35-5 5
4 Propvlamine 59 C3HON 000107-10-8 4
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 4

Abundance Scan 1123 (8.692 min): BF100955.D (-1120) (-) m/z 59.10 100.00%
5d.1
5000
43.0 77.0 105.0 SRS £ S

| | | 8.40 8.60 8.80 9.00
rerprerrprrer e b e - | M/ 105,000 25.32%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LA L L L L L LB LB
8.40 8.60 8.80 9.00
a10 430 77.0 105.0 m/z  77.00  23.21%
0 A | _s10 || 1210 149.0
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
430 590
N A N REa
8.40 8.60 8.80 9.00
5000 m/z 51.00 15.76%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #242: Acetamide R R b R
440 590 8.40 8.60 8.80 9.00
m/z 43.00 15.26%
5000
18.0
M 10
Qb e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.60 9.10 ng 178854 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Vinvl benzoate 148 C9H802 000769-78-8 47
3 .beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 43
Abundance Scan 1447 (10.598 min): BF100955.D (-1444) (-) m/z 105.00 100.00%
105.0
77.1
182.1
5000
51.0
152.0 | 10.20 10.40 10.60 10.80 11.00
Ol b e b e b e e e m/z 77.10 68.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47241: Benzophenone
105.0
77.0
5000 AR DAL SURBURA SN
182.0 1020 10.40 10,60 10.80 11.00
51.0 m/z 182.10 59.62%
o 27.0 | A | 126.0 1520 M
m/z--> 20 40 60 éo 100 120 140 160 180 200 220
Abundance
105.0
77.0 10.20 10,40 10,60 10.80 11.00
5000 m/z 51.00 30.22%
51.0
15.0 148.0
O R s e e o e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81844: .beta.-Benzilmonoxime T R B
105.0 10.20 10.40 10.60 10.80 11.00
m/z 181.10 13.64%
5000 77.0
51.0
0 J I | 122.0 m01mo 225.0
m/z--> 20 40 60 éo 100 120 140 160 180 200 250 10.20 10.40 10.60 10.80 11.00

8270-BF110817.M Wed Nov 29 14:49:28 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Phenanthrene, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.76 ng 48791 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 76
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 74
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 72
4 1H-Indene. l1l-phenvl- 192 C15H12 001961-96-2 72
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 68

Abundance Scan 1670 (11.910 min): BF100955.D (-1666) (-) m/z 192.10 100.00%

19p.

5000
A A
0 165.1 B T o R i e
43.0 57. 8L1 958 129.0 1510 11.60 11.80 12.00 12.20
o m/z 191.10 57.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl-
192.0
5000
11.60 11.80 12.00 12.20
m/z 193.10 21.69%
9.0 165.0
0 39.0 63.0 820 | 1150 150.0°°70
T o e BB B B e e o o S I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 189.00 19.37%
94.0 165.0
0 39.0 63.0 77.0 115.0 139.0
o o e o L B o o e e B o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54727: 1H-Indene, 2-phenyl-
192.0 11.60 11.80 12.00 12.20
m/z 165.10 14 .59%
5000
165.0
240 39.0 630770 960 1150 4399 | Il
I I o o o o I e o e BB A o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl11.99 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.43 ng 42933 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 46
2 5-Bromo-2-thiophenecarboxaldehvde 190 C5H3Bro0S 004701-17-1 42
3 Isoauinoline. l-chloro-3-ethvl- 191 C11H1O0CIN 055150-52-2 38
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 35
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 32
Abundance Scan 1684 (11.992 min): BF100955.D (-1681) (-) m/z 189.10 100.00%
189.1
5000
94.5 165.1
63.0 “ | 11.60 11.80 12.00 12.20 12.40
ottt e e e m/z 190.10 97.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20 12.40
' m/z 192.05 81.98%
0 390 630 780 || 1100 137.0 1630 ‘
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
191.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 71.08%
82.0
39.0 570
25.0 1170 1389 1630
Ol o T P T T T T T T T T
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53682: Isoquinoline, 1-chloro-3-ethyl-
190.0 11.60 11.80 12.00 12.20 12.40
m/z 187.10 26 .52%
5000
163.0
390 63077.0 1010 12ﬁ°1 20 ‘ ‘
o.,....;‘..“..,“:..“:,..‘.‘.‘,“...Hu,.‘.‘.:,‘”...“:,:‘..l‘,..‘..,. g
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40

8270-BF110817.M Wed Nov 29 14:49:29 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 8 11H-Benzo[a]fluoren-11-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.80 ng 90707 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 81
2 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 70
3 Dibenzolc.h1l2.61naphthvridine 230 C16H10N2 000218-30-4 59
4 (BE)-.alpha...alpha."-Dicvanostil... 230 C16H10N2 002450-55-7 52
5 Naphthalene, 2-styryl- 230 C18H14 002039-70-5 50
Abundance Scan 2002 (13.863 min): BF100955.D (-1999) (-) m/z 230.10 100.00%
230.1
5000 55.0 83.1
1.1 200.1
147.1 176.0 36,1 13.60 13.80 14.00 14.20
01 : m/z 55.00 36.44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230.0
5000 L UL SR UL I
13.60 13.80 14.00 14.20
101.0 200.0 m/z 83.10 35.94%
ol 500 750 H 126,0150.0174.0 M |
mz-> 20 45 65 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
230.0
202.0 .
13.60 13.80 14.00 14.20
5000 m/z 43.05 35.50%
101.0
LR AR A RS LA KA RARAN LAY LR EARAS RARAN ALY LARSN LARRS LALRS LARE
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86217: Dibenzo[c,h][2,6]naphthyridine e  RRRaE Bam s
230.0 13.60 13.80 14.00 14.20
m/z 57.10 34.70%
5000
17 44 o 2020
O e e e e e B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.37 5.13 ng 93190 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91
Abundance Scan 2258 (15.368 min): BF100955.D (-2254) (-) m/z 252.10 100.00%
259.1
5000
39.0 69.1 100.1 126'0150 0 1870 2241 2851  327.1 15.00 15.20 15.40 15.60
0 : : ; : : : ; m/z 250.10 30.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 21.79%
ol WOMO%O‘HlmMMOMMQM)‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 126.00 12.93%
126.0
74.0 99.0 200.0224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104215: Perylene

.0 15.00 15.20 15.40 15.60
m/z 125.10 11.91%

5000

50.0 74.0 99.0 150.0174.0198.0 224.0
B e i
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 3.04 ng 55223 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Pentadecane 212 C15H32 000629-62-9 49
5 Hexacosane 366 C26H54 000630-01-3 49
Abundance Scan 2353 (15.927 min): BF100955.D (-2350) (-) m/z 57.05 100.00%
5%.0
85.0
5000

127-0150.0 173.1 202.1 15.60 15.80 16.00 16.20

o m/z 43.10 58.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0
5000 LN L L L L L LB L |
85.0 15.60 15.80 16.00 16.20
29.0 ’ m/z 71.10 58.25%
o | “ | | | 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T
85.0 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 .06%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane

57.0 15.60 15.80 16.00 16.20

m/z 41.10 23.67%
5000 85.0
29.0
0 ‘ H | AT 11\30 1410 1690 1970 225.0 2680

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 12 unknownl6.63 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.63 2.14 ng 38925 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DimethviImalonic acid. diphenvl e... 284 C17H1604 1000361-81-0 30
2 Oxazole. 4-ethvl-4.5-dihvdro-2-(... 191 C11H13NO2 1000142-01-8 25
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 25
N-T4-(Acetvlamino)tricvclol3.3.1... 250 C14H22N202 1000305-58-9 25
5 N,N"-di-sec-Butyl-p-phenylenedia... 220 C14H24N2 000101-96-2 14

Abundance Scan 2472 (16.627 min): BF100955.D (-2467) (-)
191.1

81.1 123.1

5000

43.1 2911 251.0

0!

278.1

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

327.2

m/z 191.10 100.00%

16.40 16.60 16.80 17.00

m/z 123.05 62.82%

16. 40 16. 60 16. 80 17. OO

m/z 81.10 59.68%

0!

Abundance #131049: Dimethylmalonic acid, diphenyl ester
191.0
94.0
5000
136.0 284.0
420 690
0 N | 1630 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
107.0 134.0 162.0 191.0
39.0
5000
63.0

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

16.40 16.60 16.80 17.00

m/z 192.10 57 .39%

16.40 16.60 16.80 17.00

Abundance #54118: N-(3,4,5,6-Tetrahydro-1,3-thiazin-2-ylidene)aniline
191.0
m/z 278.10
5000
77.0 136.0
510 163.0
270”\\J M\ \‘\10\?\0 | !
o] 416 AR AR LT N NS SN S

46.43%

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

16.40 16.60 16.80 17.00

8270-BF110817.M Wed Nov 29 14:49:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 13 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.43 ng 44127 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 64
3 Triacontane 422 C30H62 000638-68-6 59
4 Docosane 310 C22H46 000629-97-0 53
5 Octadecane 254 C18H38 000593-45-3 50
Abundance Scan 2540 (17.027 min): BF100955.D (-2536) (-) m/z 57.00 100.00%
57.0
5000
9.1 207.0 s B
167.1 263.0294.2 16.80 17.00 17.20 17.40
ol— I, m/z 71.10 66.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
57.0
5000 LIS SR AL B BRI UL
99.0 16.80 17.00 17.20 17.40
m/z 85.00 59.30%
1830 338.0
02.6}.0.‘ I“ h\ ‘h ‘\‘ H‘ 4‘ " ‘. I IZ?SIOI |2§7|(|)| SR | T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
16.80 17.00 17.20 17.40
5000 m/z 43.05 58.28%
85.0
o 127.0 169.0 239.0 2820
miz-> 50 100 150 200 250 300 350 400
Abundance #219830: Triacontane e RARREEE RS
57.0 16.80 17.00 17.20 17.40
m/z 99.10 28.44%
5000
9e0 141.0
ool | || || 1710 1830 2250 2670 3090 asio 4220
m/z--> §o 160 150 260 250 360 3éo 460 16.80 1700 1720 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100955.D

Aca On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 14 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.72 2.22 ng 40327 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 50
2 5.5-Dibutvlnonane 240 C17H36 006008-17-9 47
3 Nonadecane 268 C19H40 000629-92-5 46
4 2-methvltetracosane 352 C25H52 1000376-72-6 46
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 43
Abundance Scan 2658 (17.721 min): BF100955.D (-2653) (-) m/z 57.00 100.00%
57.0
85.0
5000
1131 141.0 207.1 L B DL UL B
[ AT T | | it 1r60 1750 18,00
O] LR NN PR N SNBSS M S m/z 43.10 83.85Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0
5000 L B B SN B
85.0 17. 40 17. 60 17. 80 18.00

m/z 71.05 64 .95%

\\H‘ ””1m0m%1wonmzmomm

m/z--> 20 4IO 6|O 8|0 lCI)O 12|O 14|10 160 180 200 220 240 260 ZEIBO
Abundance
57.0
LR AR B BN U
17.40 17.60 17.80 18.00
5000 85.0 m/z 85.05 53.99%
29.0 183.0
113.0
140.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane

17.40 17.60 17.80 18.00
m/z 55.00 46.66%

5000

113.0 141.0 169.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17. 80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100955.D

Acq On : 29 Nov 2017 1:43

Operator : SJ/JU

Sample : 16579-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 10.8 ng 193510 1 6.86 357744 20.0
unknown6.63 6.63 77.3 ng 1382600 1 6.86 357744 20.0
2-Hydroxy-iso-but. .. 8.69 2.3 ng 48367 2 8.14 425886 20.0
Benzophenone 10.60 9.1 ng 178854 3 9.89 393249 20.0
Phenanthrene, 3-m... 11.91 2.8 ng 48791 4 11.38 353645 20.0
unknownl11.99 11.99 2.4 ng 42933 4 11.38 353645 20.0
11H-Benzo[a]fluor... 13.86 2.8 ng 90707 5 14.02 648630 20.0
Benzo[e]pyrene 15.37 5.1 ng 93190 6 15.50 363069 20.0
Hexadecane 15.93 3.0 ng 55223 6 15.50 363069 20.0
unknownl16.63 16.63 2.1 ng 38925 6 15.50 363069 20.0
Tetracosane 17.03 2.4 ng 44127 6 15.50 363069 20.0
Eicosane 17.72 2.2 ng 40327 6 15.50 363069 20.0
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