LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 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-BF112618.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

2.199 15 19 30 rvB 45387 70661 8.25% 0.554%
5.169 521 524 532 rBV 18739 30966 3.62% 0.243%
621 rBV 618404 789101 92.15% 6.184%
6.563 758 761 782 rBV 643264 843483 98.50% 6.610%
6.710 782 786 797 rVB 865903 856298 100.00% 6.711%
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6.939 821 825 833 rBV 339469 335756 39.21% 2.631%
7.092 847 851 867 rBvV 631266 596959 69.71% 4.678%
941 rBVY 411110 514015 60.03% 4.028%
8.222 1039 1043 1062 rBV 345000 398038 46.48% 3.119%
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1 9.292 1221 1225 1233 rBV 774343 687043 80.23% 5.384%
11 9.692 1291 1293 1297 rVB 21751 19550 2.28% 0.153%
12 9.980 1338 1342 1346 rBvV 401823 364879 42.61% 2.860%
13 10.010 1346 1347 1354 rVB 40627 40028 4.67% 0.314%
14 10.198 1376 1379 1382 rVB 10020 10064 1.18% 0.079%
15 10.386 1405 1411 1413 rBV 13688 10632 1.24% 0.083%
16 10.533 1433 1436 1443 rVB 30764 32362 3.78% 0.254%
17 10.692 1460 1463 1466 rVB 9657 9649 1.13% 0.076%
18 10.775 1474 1477 1484 rBV 355624 389491 45.49% 3.052%
19 11.298 1563 1566 1574 rBV4 10069 19123 2.23% 0.150%
20 11.380 1577 1580 1582 rBV 15331 13099 1.53% 0.103%

21 11.474 1593 1596 1599 rBV 347322 359278 41.96% 2.816%
22 11.504 1599 1601 1607 rVV 383810 332216 38.80% 2.604%
23 11.557 1607 1610 1618 rVB 114882 112784 13.17% 0.884%

24 11.727 1635 1639 1644 rBV3 14550 21950 2.56% 0.172%
25 11.892 1663 1667 1672 rBV6 4988 11178 1.31% 0.088%
26 11.980 1678 1682 1685 rBV2 108810 120687 14.09% 0.946%
27 12.010 1685 1687 1692 rVVv2 60822 67455 7.88% 0.529%
28 12.063 1693 1696 1698 rVvVv 24705 25583 2.99% 0.200%
29 12.098 1698 1702 1704 rVvVv 79500 86263 10.07% 0.676%
30 12.116 1704 1705 1712 rVB2 29108 29507 3.45% 0.231%
31 12.274 1729 1732 1738 rBV 38983 34378 4.01% 0.269%
32 12.327 1738 1741 1748 rVB2 25552 33838 3.95% 0.265%
33 12.486 1765 1768 1772 rBV5 7806 9889 1.15% 0.077%
34 12.527 1772 1775 1778 rBV 27845 26863 3.14% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 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-BF112618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.633 1791 1793 1796 rVB 30816 27995 3.27% 0.219%
36 12.698 1800 1804 1808 rBV 723339 670560 78.31% 5.255%
37 12.763 1812 1815 1821 rBV3 61132 83710 9.78% 0.656%
38 12.851 1827 1830 1837 rBV2 35931 50630 5.91% 0.397%

39 12.910 1837 1840 1841 rVV 123097 113173 13.22% 0.887%
40 12.933 1841 1844 1849 rVV 619296 558051 65.17% 4_.373%

41 12.980 1849 1852 1855 rVB2 25087 25560 2.98% 0.200%
42 13.057 1861 1865 1870 rBV 727326 610861 71.34% 4.787%
43 13.104 1870 1873 1876 rBVY 24808 26508 3.10% 0.208%
44 13.145 1876 1880 1886 rVB2 34381 55418 6.47% 0.434%
45 13.192 1886 1888 1890 rBV2 13774 10978 1.28% 0.086%
46 13.257 1897 1899 1904 rVB 69775 69911 8.16% 0.548%
47 13.327 1908 1911 1913 rBV 40111 35702 4_.17% 0.280%
48 13.368 1913 1918 1924 rBV3 37622 60179 7.03% 0.472%
49 13.416 1924 1926 1930 rVB4 13808 13824 1.61% 0.108%
50 13.457 1930 1933 1936 rBV 29053 36884 4_.31% 0.289%
51 13.486 1936 1938 1941 rBV 31354 30184 3.52% 0.237%
52 13.604 1955 1958 1960 rVB2 23570 22807 2.66% 0.179%
53 13.663 1966 1968 1970 rBV3 16438 12354 1.44% 0.097%
54 13.780 1986 1988 1992 rVB 34920 28950 3.38% 0.227%
55 13.886 2003 2006 2008 rBV2 53058 57658 6.73% 0.452%
56 13.904 2008 2009 2011 rVvVv 59287 41474 4._.84% 0.325%
57 13.933 2011 2014 2020 rVV3 77820 130420 15.23% 1.022%
58 13.992 2022 2024 2029 rVB 56184 58789 6.87% 0.461%

59 14.133 2041 2048 2051 rBV2 519932 792883 92.59% 6.214%
60 14.163 2051 2053 2059 rVB 262854 240176 28.05% 1.882%

61 14.245 2064 2067 2071 rVvVv 95982 90449 10.56% 0.709%
62 14.551 2117 2119 2124 rVB2 67016 65492 7.65% 0.513%
63 14.868 2170 2173 2177 rBV 105259 119486 13.95% 0.936%
64 15.221 2229 2233 2243 rVB 280925 528753 61.75% 4.144%
65 15.545 2285 2288 2294 rVB 75992 113492 13.25% 0.889%

66 15.615 2296 2300 2306 rVB 234076 325016 37.96% 2.547%
67 15.674 2307 2310 2314 rBV 175270 223076 26.05% 1.748%
68 16.068 2373 2377 2383 rVB2 74387 125630 14.67% 0.985%

Sum of corrected areas: 12760099
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112718\

BF111000.D

27 Nov 2018 10:53

JussJ

J6028-04 2X

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M

ASP

BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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TIC: BF111000.D
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Abundance

800000

600000

400000

200000

8.22

TIC: BF111000.D

9.29
12.70 13.06

12.93

9.98
10.77

0
Time-->

12{p1
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» 61288,
9.69 11}%0.20039,5%
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8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
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400000

200000

TIC: BF111000.D

14.13

15.22

8270-BF112618.M Wed Nov 28 11:16:26 2018 Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.20 4.21 ng 70661 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 38
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 7

Abundance Scan 19 (2.199 min): BF111000.D (-15) (-) m/z 73.10 100.00%
5000 43.0
55.1 87.0 0
il | 2.20 2.30 2.40 2.50 2.60
O“M“W“W“W“W“W“W“W“W““'W“W“W”W“W“W’W“W“W“w"w m/z 43.00 42.99%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 29.23%
o 2?[035.0, L] | 67.0| |, 80.0
BARRARES UAEL) KR SRR RARA SAASE RARSA SARSA RALLA AL KRES) SELAN LARAY RS RARAN ALY RARE! SARAA RALAA MRS RK
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
450 5.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.00 25.70%
27.0
15‘0 “‘ \‘\‘\‘ n I | 81.0
O rrrrrrprr T T T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1996: Silane, tetramethyl- R B AR R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.89%
5000
43.0
0 2.0 15.0 2%9350 || 53.060.066.0 ||, 81.088.0
miz--> 5T T0 15 20 25 30 35 40 45 50 55 60 65 70 75 80 55 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 51.01 ng 856298 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 786 (6.710 min): BF111000.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 USRI A L L
400 540 6.40 6.60 6.80 7.00
0 .,....,...:I'!...,:!..,=:~l'.|,..7f.",°....,..!.,?1??:?....,....,"...,.. m/z 68.10 37.65%
m/z--> 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 ISR SRR AN SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.67%

31.0 51.0
0 [T _.7po .
RN BRI B L B R R A BAERREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R E  RRRRRREELE SR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .56%
41.0 97.0
‘ 79.0 117.0
0 H\wwwo\u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 _.93%
117.0
5000
39.0 910
270 " 510 5.0 77.0 ‘ 105.0 ‘ |
SN N P R N S Ny OO R
m/z--> 20 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\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Anthracene, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.98 6.72 ng 120687 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 86
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 78
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 78

Abundance Scan 1682 (11.980 min): BF111000.D (- 1678) ) m/z 192.10 100.00%

5000

=
LI B O I B |

11.60 11.80 12.00 12.20

o m/z 191.10 66.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54731: Anthracene, 9-methyl-
192.0
5000
11.60 11.80 12.00 12.20
m/z 73.00 54_.87%
9.0 165.0
39.0 63.0 115.0 139.0 ’
- IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54739: Anthracene, 1-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 43.00 49.01%
165.0
o 44.0 63.0 96.0 115.0 139.0 |
- IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl- T N R
192.0 11. 60 11. 80 12. 00 12. 20
m/z 60.00 48.97%
5000
96.0 165.0
630 , | 1150 1390 | |
e R o o o o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.76 ng 67455 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 95
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91

Abundance Scan 1687 (12.010 min): BF111000.D (-1685) (-) m/z 192.10 100.00%

5000

~
LI B e B L B

94.6 149.0 165.1 11.60 11.80 12.00 12.20 12.40

109.1123.0

01 m/z 191.05 54 _60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000

11.60 11.80 12.00 12.20 12.40
m/z 189.05  27.77%

165.0
o 390 630 82090 1150 139.0
I e I R o L L A B A0 . o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.05 17.64%
165.0
0270410 630 82090 ms0 1390 o |||
R e e L [ B o e e o B I o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl-
192.0 11.60 11.80 12.00 12.20 12.40
m/z 190.00 16.85%
5000
96.0
0 300 630 80 | 1150 150.016%0
L e e e T B A e e e B O S LA e o LR o B S
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. 00 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.10 4.80 ng 86263 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Methvl diselenide 190 C2H6Se2 007101-31-7 55
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17

Abundance Scan 1702 (12.098 min): BF111000.D (-1698) (-) m/z 190.10 100.00%
190.1
5000
94.6 A A et
63.0 . 163.0 11.80 12.00 12.20 12.40
o 39.0 111.1  139.0 209.1 72 189 .10 o5 450
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
: m/z 191.10 28.41%
o 390 63078p || 1100 1370 1630
miz-> 20 40 60 80 100 120 140 1éo 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.80 12.00 12.20 12.40
5000 m/z 187.00 21.67%
94.0
163.0
0I""I”"I"'WM"tI"”I'"'I'”'I""PHM'I"”
mz-> 20 40 60 80 100 120 140 160 180 200 I
Abundance #53209: Methy! diselenide T ,’\.". A Emam me
93.0 190.0 11.80 12.00 12.20 12.40
m/z 192.10 21.22%
175.0
5000
160.0 ‘
OI IIIIIIIIIIIH‘ H‘H H“ IIIIII\‘\H\ \H‘ ..|.... SD-NER B " WU V-
miz-> 20 40 60 140 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.76 4.66 ng 83710 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 1815 (12.763 min): BF111000.D (-1812) (-) m/z 43.10 100.00%

185.1206.1 241.2

12.40 12.60 12.80 13.00
m/z 72.95 98.87%

01

431 73.0
5000 129.1
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
129.0 g

5000 ARt -
12.40 12.60 12.80 13.00

m/z 55.05 84 .85%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
3. 73.0
R e N EmER
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 81.13%
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
m/z 57.00 78.87%
43.0
5000 129.0
185.0
97.0 228.0
Ll | 1570
0,....,.‘...‘,.‘2‘. ....‘,‘..‘..,..‘..,............‘............,....,... R e EEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknownl13.93 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.29 ng 130420 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Diamino-5.6-dihvdro-9-methvl... 226 C13H14N4 037436-39-8 38
2 Nonadecane 268 C19H40 000629-92-5 18
3 Octacosane 394 C28H58 000630-02-4 18
4 Tetradecane 198 C14H30 000629-59-4 18
5 Hexadecane 226 C16H34 000544-76-3 18
Abundance Scan 2013 (13.927 min): BF111000.D (-2011) (-) m/z 57.10 100.00%
57.1
5000
13.60 13.80 14.00 14.20
0! m/z 43.05 73.27%
m/z--> 50 100 150 200 250 300 350
Abundance #82591: 1,3-Diamino-5,6-dihydro-9-methylnaphthro[2,1-d]qui...
226.0
5000 SR N BRI UGS
13.60 13.80 14.00 14.20
43.0 1150  169.0 m/z 71.10 58.82%
77.0 : :
oL— Iulll.ll.l.lll ‘.I 'Il‘lull'u'.i' '.“ IA.IJlI Illllll I.‘ A i I e O O
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
13.60 13.80 14.00 14.20 |
5000 m/z 55.00 45 _.36%
99.0
oML L |y, 1410 1830 268.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #209566: Octacosane R a R mamEE L
57.0 13.60 13.80 14.00 14.20
m/z 85.10 36.50%
5000
99.0
0 27,0 ] | |y, 141.0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo ' 13%0 13%0 1&00 1450 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 1,3,5-Triazine-2(1H)-thione... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.24 2.28 ng 90449 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2(1H)-thione. 4-(... 227 C9H17N5S 023613-02-7 89
2 Dimethvl-T4-TI2-(3-methvlisoxazol... 228 C14H16N20 1000306-39-6 47
3 Isothiazol-5-amine. 4-bromo-3-ch... 226 C4H4BrCIN2S 1000272-59-9 43
4 Naphthol2.3-dlpvrazole-4.9(4H.9H... 227 C12H9N302 1000263-96-1 43
5 Benzo[c]phenanthrene 228 C18H12 000195-19-7 43
Abundance Scan 2066 (14.239 min): BF111000.D (-2064) (-) m/z 228.05 100.00%
228.1

5000
(o} m/z 227.10 96.00%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83757: 1,3,5-Triazine-2(1H)-thione, 4- (dlethylamlno) 6-(e...
430 720 198.0 227.0

5000

14,00 14.20 14.40 14.60
m/z 226.10 60.90%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]phenyl...
228.0
14.00 14.20 14.40 14.60
5000 m/z 113.05 39.95%

69.0 91.0 1130 1440 1740 1999,
Ot e e e bt b e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83075: Isothiazol-5-amine, 4-bromo-3-chloro-N-methyl- R e AR
228.0 14.00 14.20 14.40 14.60

m/z 57.05 22.61%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .87 3.01 ng 119486 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 89
2 Heneicosane 296 C21H44 000629-94-7 74
3 Tetratetracontane 619 C44H90 007098-22-8 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 2173 (14.868 min): BF111000.D (-2170) (-) m/z 57.10 100.00%
57.1
5000

14.60 14.80 15.00 15.20

241.1
1 169.1 291.1

- ”...”,”.w.mlk.” At e || M7z 43.10  65.18%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94344: Heptadecane
57.0
5000 LA L L L L L LB

14.60 14.80 15.00 15.20
m/z 71.10 61.36%

]ﬁ* 0 169.0 240.0

O B LI N e o B e BAREEREEER R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
R N RARE SRR m e
14.60 14.80 15.00 15.20
5000 m/z 85.10 48 .88%
13.0
ol . | 169.0 2250 296.0
R o a  RAARNREEEs s sREn s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R EEEEE RS
57.0 14.60 14.80 15.00 15.20
m/z 41.05 24 .44%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 —
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 11 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.54 10.18 ng 113492 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzolilfluoranthene 252 C20H12 000205-82-3 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 2287 (15.539 min): BF111000.D (-2285) (-) m/z 252.10 100.00%
25p.1
5000
125.1
15.20 15.40 15.60 15.80
. 224.1
(M0 7al g4 wmir 2201 | 2001 3301 8792 7o7550.10  28.08%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
250.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 22.71%
125.0
ol 500 830 , | 174.0  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[k]fluoranthene
25.0
15.20 15.40 15.60 15.80
5000 m/z 125.10 13.86%
126.0
. 870, | 240 |
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene R A REER R
252.0 15.20 15.40 15.60 15.80
m/z 126.00 11.67%
5000
126.0
ol 510 87.0 ;| 1740 2240
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111000.D

Aca On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample : J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.07 11.26 ng 125630 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2377 (16.068 min): BF111000.D (-2373) (-) m/z 57.10 100.00%
57.1
I, Jgg ! ' 15.80 16.00 16,20 16.40
1402 214.0 266.1 309.1 : : :
ol Al 1902 1mu2180 2661 3001 3e53 S PR
m/z--> 50 100 15 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L UL BULELLN BRI B
mmmmmmmm
99.0 m/z 43.10 60.81%
o 1| ] 111 141.0 183.0 225.0 267.0 309.0 __367.0
m/z--> 55 100 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane
57.0
' 15.80 16.00 16,20 16.40
5000 m/z 85.05 47 .54%

99.0
I ] J;lq 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

?

N N L.
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane L B R
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.10%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112718\
Data File : BF111000.D

Acq On : 27 Nov 2018 10:53

Operator : JU/SJ

Sample - J6028-04 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.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]
Butane, 2-methoxy... 2.20 4.2 ng 70661 1 6.94 335756 20.0
unknown6.71 6.71 51.0 ng 856298 1 6.94 335756 20.0
Anthracene, 9-met... 11.98 6.7 ng 120687 4 11.47 359278 20.0
Phenanthrene, 1-m... 12.01 3.8 ng 67455 4 11.47 359278 20.0
4H-Cyclopenta[def... 12.10 4.8 ng 86263 4 11.47 359278 20.0
Octadecanoic acid 12.76 4.7 ng 83710 4 11.47 359278 20.0
unknown13.93 13.93 3.3 ng 130420 5 14.13 792883 20.0
1,3,5-Triazine-2(... 14.24 2.3 ng 90449 5 14.13 792883 20.0
Heptadecane 14.87 3.0 ng 119486 5 14.13 792883 20.0
Benzo[e]pyrene 15.54 10.2 ng 113492 6 15.67 223076 20.0
Hexacosane 16.07 11.3 ng 125630 6 15.67 223076 20.0
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