LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 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-BF071618 .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 5.213 485 489 495 rVB 425653 518789 7.49% 0.734%
2 5.601 548 555 558 rBY 3977499 3970087 57.35% 5.615%
3 6.595 718 724 729 rBVY 3726299 4208463 60.80% 5.952%
4 6.748 745 750 753 rBVY 4291070 4179349 60.38% 5.911%
5 6.978 785 789 793 rVB 1495661 1218228 17.60% 1.723%
6 7.136 811 816 819 rBVY 3678826 3243225 46.85% 4_.587%
7 7.536 879 884 887 rBVY 2566571 2681632 38.74% 3.793%
8 8.260 1003 1007 1010 rBVY 1624524 1399193 20.21% 1.979%
9 9.336 1185 1190 1193 rBV 4854690 4431843 64.02% 6.268%
10 9.442 1204 1208 1212 rVB2 191549 190854 2.76% 0.270%

11 9.672 1242 1247 1250 rBV2 88016 103217 1.49% 0.146%
12 9.724 1253 1256 1260 rVvVv 815193 687893 9.94% 0.973%
13 9.789 1264 1267 1272 rBV5 66638 97204 1.40% 0.137%
14 9.877 1276 1282 1285 rBV 152282 153287 2.21% 0.217%
15 10.019 1300 1306 1310 rBV 1768770 1567370 22.64% 2.217%

16 10.219 1334 1340 1344 rVB5 70290 93227 1.35% 0.132%
17 10.254 1344 1346 1349 rBV3 79595 70724 1.02% 0.100%
18 10.330 1355 1359 1362 rBV5 78054 104045 1.50% 0.147%
19 10.436 1370 1377 1380 rVBS8 73379 133825 1.93% 0.189%
20 10.566 1396 1399 1404 rVB3 87923 114457 1.65% 0.162%

21 10.807 1435 1440 1444 rBV 2635735 2612350 37.74% 3.695%
22 10.913 1454 1458 1460 rBV 296639 283435 4_.09% 0.401%

23 11.019 1472 1476 1479 rBV6 75348 96714 1.40% 0.137%
24 11.107 1487 1491 1495 rBV6 70341 123350 1.78% 0.174%
25 11.142 1495 1497 1504 rVBS8 63109 99630 1.44% 0.141%
26 11.313 1523 1526 1530 rBV3 70415 83496 1.21% 0.118%

27 11.513 1556 1560 1562 rBV 1635803 1499046 21.66% 2.120%
28 11.536 1562 1564 1567 rVB 709744 543887 7.86% 0.769%

29 11.583 1569 1572 1574 rBV 103579 85118 1.23% 0.120%
30 11.813 1609 1611 1614 rVB3 108492 89228 1.29% 0.126%
31 11.842 1614 1616 1621 rVB5 84971 77872 1.12% 0.110%

32 11.889 1621 1624 1627 rBV 1832992 1435662 20.74% 2.031%
33 12.030 1642 1648 1655 rBV3 1137445 1753453 25.33% 2.480%
34 12.124 1661 1664 1666 rBV2 330925 346752 5.01% 0.490%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.148 1666 1668 1671 rVB 279327 236494 3.42% 0.334%

36 12.195 1671 1676 1678 rBV4 118445 136621 1.97% 0.193%
37 12.307 1689 1695 1697 rBV5 155837 170354 2.46% 0.241%
38 12.330 1697 1699 1705 rVB6 99535 162053 2.34% 0.229%
39 12.460 1718 1721 1723 rVB2 115620 100910 1.46% 0.143%
40 12.489 1723 1726 1728 rBVY 243290 185064 2.67% 0.262%

41 12.513 1728 1730 1733 rVB2 129634 94927 1.37% 0.134%
42 12.583 1735 1742 1744 rBV2 4298471 5030098 72.67% 7.114%
43 12.607 1744 1746 1751 rVV 7189859 6922140 100.00% 9.790%
44 12.648 1751 1753 1756 rVvv2 207270 226552 3.27% 0.320%
45 12.689 1756 1760 1763 rVV 1448660 1285333 18.57% 1.818%

46 12.730 1763 1767 1776 rVV2 1061590 2177480 31.46% 3.080%
47 12.813 1779 1781 1785 rVB4 403950 395735 5.72% 0.560%
48 12.960 1803 1806 1812 rVB 1076927 1067753 15.43% 1.510%
49 13.012 1812 1815 1818 rVB2 181891 170007 2.46% 0.240%
50 13.042 1818 1820 1822 rBV3 67052 72140 1.04% 0.102%

51 13.101 1826 1830 1833 rVV 3939448 3790435 54.76% 5.361%
52 13.171 1839 1842 1846 rBV3 177099 280081 4._05% 0.396%
53 13.265 1854 1858 1859 rBV2 147767 184397 2.66% 0.261%
54 13.283 1859 1861 1864 rVVv2 221315 205704 2.97% 0.291%
55 13.336 1865 1870 1875 rvv4 205900 405643 5.86% 0.574%

56 13.389 1876 1879 1881 rVV 322210 321427 4.64% 0.455%
57 13.412 1881 1883 1887 rVB3 197903 185790 2.68% 0.263%
58 13.483 1892 1895 1898 rVvVv 235166 193360 2.79% 0.273%
59 13.512 1898 1900 1903 rVB 179649 164551 2.38% 0.233%

60 13.660 1923 1925 1927 rBV2 91698 82381 1.19% 0.117%
61 13.789 1945 1947 1952 rVB 180641 207118 2.99% 0.293%
62 13.854 1956 1958 1960 rVB3 105871 99622 1.44% 0.141%
63 13.895 1962 1965 1967 rVVv4 130315 192599 2.78% 0.272%
64 13.930 1970 1971 1974 rBV2 90277 81974 1.18% 0.116%

65 13.983 1974 1980 1987 rBV8 335048 631779 9.13% 0.894%

66 14.083 1994 1997 2002 rBV7 137850 179010 2.59% 0.253%
67 14.159 2005 2010 2012 rVV2 1591659 1857984 26.84% 2.628%
68 14.183 2012 2014 2017 rVvVv 516938 449822 6.50% 0.636%
69 14.236 2021 2023 2026 rBv4 96144 111002 1.60% 0.157%
70 14.301 2031 2034 2041 rVB6 199530 308991 4._46% 0.437%

71 14.507 2067 2069 2071 rBV3 106237 75693 1.09% 0.107%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.542 2071 2075 2079 rVB2 248864 319453 4.61% 0.452%
73 14.577 2079 2081 2084 rBvV2 193197 172486 2.49% 0.244%
74 14.612 2085 2087 2090 rBvV4 227704 198941 2.87% 0.281%
75 14.671 2095 2097 2099 rVB3 133012 101891 1.47% 0.144%

76 14.936 2140 2142 2146 rBV4 135372 180383 2.61% 0.255%
77 15.230 2188 2192 2195 rBV4 252000 421608 6.09% 0.596%
78 15.295 2200 2203 2205 rBV4 184961 206914 2.99% 0.293%
79 15.554 2244 2247 2252 rVB 241174 304288 4._.40% 0.430%
80 15.618 2256 2258 2266 rVV 304299 390681 5.64% 0.553%

81 15.695 2266 2271 2282 rVB 1026986 1667419 24.09% 2.358%

Sum of corrected areas: 70703993
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\

BF107416.D

16 Jul 2018 21:34

JussJ

J3820-03

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

7000000
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4000000

3000000

2000000

1000000
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 7

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

5.21 8.52 ng 518789 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 3-Heptadecanol 256 C17H360 084534-30-5 23

Abundance Scan 488 (5.207 min): BF107416.D (-485) (-) m/z 43.00 100.00%
43.0
5000
o o5 abe a0 SHD kD
Ol AL4 2128 2767 8310 4003 51681 Thn/z 59.10  50.28%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS SRS LR S
480 500 520 5.40 5.60
m/z 101.10 22.03%
101.0
Ol'wau'“WM"'l”"l"”I""P"'I"”I""P"'I'”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
480 500 520 540 560
5000 m/z 57.95 17.76%
101.0
L B I L B L L WL I WL
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122483: Succinic acid, heptyl 2-methoxyethy! ester
54.0 480 500 520 5.40 5.60
m/z 39.00 8.28%
5000 101.0
159.0
0 | . \19\9'0 244'0
mz-> 0 50 100 150 200 250 300 350 400 450 500 | | 4.80 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 2

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

6.75 68.61 ng 4179350 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 22
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 14
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 14

Abundance Scan 750 (6.748 min): BF107416.D (-745) (-) m/z 132.00 100.00%
132.0
68.1
5000
A mmma i s
6.40 6.60 6.80 7.00
0 bl g 1696 2165 92384810 sz 68.10  58.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R AR AR A R
69.0 6.40 6.60 6.80 7.00
m/z 66.10 38.02%
0|!||||||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0 132.0
6.40 6.60 6.80 7.00
5000 98.0 m/z 134.00 34.13%
189.0
S A LA L WL WL UL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl- R e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 28.86%
5000 67.0
0"“LM“'“""|'”'|""|""|'”'|"" LN SRS SRS UL SRR
m/z--> 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.91 3.78 ng 283435 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 81
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 58
3 Benzoic acid. 3-(4-tolvisulfonvl... 291 C14H13N0O4S 1000294-09-8 47
4 Benzenesulfonvl chloride. 4-methvl- 190 C7H7ClI02S 000098-59-9 47
5 Toluene-4-sulfonic acid, 2-benzy... 366 C18H2206S 118653-93-3 43
Abundance Scan 1458 (10.913 min): BF107416.D (-1454) (-) m/z 91.00 100.00%
91.0
5000
185.1 .
39.0J y 10.60 10.80 11.00 11.20 |
ob gl by £330 1 2208 28953337 3890 4796 77 6505  30.58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000
10.60 10.80 11.00 11.20
30.0 185.0 m/z 185.10 24 .51%
OI"JWJL"I“P?gé”"l""I""I”"I""I""P"'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
91.0
10.60 10.80 11.00 11.20
5000 185.0 m/z 155.10 20.01%
30.0
139.0
L S L L WL UL UL B UL I
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #136707: Benzoic acid, 3-(4-tolylsulfonylamino)-
91.0 10.60 10.80 11.00 11.20
m/z 92.10 16.79%
5000
39.0 155.0
. e | ‘ 7o 2910
m/z--> 6 55 160 1%0 260 2%0 360 3%0 460 4%0 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Pentadecanoic acid, 14-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.89 19.15 ng 1435660 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91

4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002

005129-58-8 87

5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1624 (11.889 min): BF107416.D (-1621) (-) m/z 74.00 100.00%
74.0
5000
142.9 L e L
227.2 11.60 11.80 12.00 12.20
185.1 270.3
o 3195 392 4108 "m/z 87.10 70.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119423: Pentadecanoic acid, 14-methyl-, methy! ester
74.0
5000 43.0
11.60 11.80 12.00 12.20
m/z 43.00 38.52%
| ‘ M | 111.0M30 1850 2270 2700
ol e, L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 41.05 31.61%
Ol T e T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #119400: Hexadecanoic acid, methyl ester
74.0 11.60 11.80 12.00 12.20
m/z 55.00 29.68%
5000
43.0
143.0
‘ M ” 1110 \ 185.0 227.0 270.0
0..‘.‘.,‘.‘..J'.,.‘".{..,‘..‘.‘.‘,...‘.‘,.l..,....,....,..
m/z--> 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.03 23.39 ng 1753450 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1648 (12.030 min): BF107416.D (-1642) (-) m/z 73.00 100.00%
.0
43.
5000
256.2 " 11.80 12.00 12.20 12.40
o 3023410 4088 Tnm/z 54.95 84.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0
129 0 11.80 12.00 12.20 12.40
213.0 m/z 60.00 81.41%
‘ ‘ ‘ 171.0 ‘
0:‘:“ MHH HH ‘H \u‘\\ I\ ||||“||‘|‘|||‘|||||||||||||||||
m/z--> 15 200 250 300 350 400
Abundance
73.0
43.0 " 1180 12.00 12.20 12.40
m/ 43.05 77 .91%
5000 1290 4 0
185.0 228.0
0"'I""I""""""""""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #95855: Pentadecanoic acid
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.00 73.50%
5000 129.0
‘ 199.0 242.0
OllllllJHh“lll$3p{l : T
m/z--> 50 150 200 250 300 350 400 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl2.12 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.12 4.63 ng 346752 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 41
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 41
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 38
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
Abundance Scan 1663 (12.118 min): BF107416.D (-1661) (-) m/z 192.10 100.00%
19p.1
5000
e Ly
825 a0 11180 1200 120 150
ol 39 ' 264 S071 4428 h/77191.10  58.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 189.00 40.99%
0 “4%0 Loyl “ 137.0 | ‘h
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance
192.0
11.80 12.00 12.20 12.40
5000 m/z 190.05 30.55%
82.0
39.0 139.0
e S L UL W B UL UL SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #54752: Phenanthrene, 1-methyl-
19p.0 11.80 12.00 12.20 12.40
m/z 165.10 20.24%
5000
95.0
o 51.0 139.0
miz--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40

8270-BF071618_.M Tue Jul 17 13:55:45 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Benzene, 1,1"-(1,2-propadie... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.15 3.16 ng 236494 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1l.2-propadienvlid... 192 C15H12 014251-57-1 80
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 72
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 72
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 72
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
Abundance Scan 1668 (12.148 min): BF107416.D (-1666) (-) m/z 192.05 100.00%
190.1
5000
63.1 9‘}'6 151. 237.12723 3224 378.9 419.0 11.80 12.00 12.20 12.40
Ottt gy et b e e e e m/z 191.00 63.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54761: Benzene, 1,1'-(1,2-propadienylidene)bis-
192.0
5000
11.80 12.00 12.20 12.40
040 m/z 165.00 17.86%
260 630 7 1390 | “H
m/z--> 50 100 150 200 250 300 350 400
Abundance
192.0
11.80 12,00 12.20 12,40
5000 m/z 94.60 14 .56%
95.0
28.0 63.0 139.0
mz-> 50 100 150 200 250 300 350 400
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 193.10 11.95%
5000
94.0
o270 630 "° 1529 |
LR AL L L L R R
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40

8270-BF071618_.M Tue Jul 17 13:55:45 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.47 ng 185064 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 87
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 83
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 80
4 I141Annullene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 72
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 64
Abundance Scan 1726 (12.489 min): BF107416.D (-1723) (-) m/z 206.10 100.00%
206.1
5000
431 1020 jeag 12.20 12.40 12.60 12.80
o 12000 3003 3692 43784801 1 sz 191.10  43.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000
12.20 12.40 12.60 12.80
102.0 m/z 205.05 34 .50%
0}?9"?%RVM%'"'ﬁQ%S“N'"'|'"'|""|""|""|""|"
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
206.0
12.20 12.40 12.60 12.80
5000 m/z 189.10 34.48%
o 63.0102.0 1650
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0 12.20 12.40 12.60 12.80
m/z 207.00 19.76%
5000
101.0 165.0
OI”'§¥9mi#""PM"I”" N S N S S B SR AN SUNRILS UL SR
mz-> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80

8270-BF071618_.M Tue Jul 17 13:55:46 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 67.11 ng 5030100 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 93
5 11-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 90
Abundance Scan 1741 (12.577 min): BF107416.D (-1735) (-) m/z 66.95 100.00%
67.0
5000
9.0
64.0206.1 2623 12.20 12.40 12.60 12.80
- 316.7 399.7441.1 496.2 543.8 n/z 81.05 75 750
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 UNBSAARARAARR IR
12,20 12.40 12.60 12.80
WOQO m/z 41.10 62.51%
OI — ‘\I‘H‘I\\ H‘leh\lu‘l‘ J“‘.““.]W,Gﬁ'(.). —— |26|2|'q| L
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
67.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 62.41%
109.0
15.0 1640 p0 2240
Ol g Fe e e e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0 12.20 12.40 12.60 12.80
m/z 95.05 53.67%
5000
09.0 294.0
0 |\I|]1640 220.0 |
mz-> 0 50 100 150 200 250 300 350 400 450 500 1220 12.40 12.60 12.80

8270-BF071618_.M Tue Jul 17 13:55:46 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 9-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.61 92.35 ng 6922140 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
2 8-0Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 98
3 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 97
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 95
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 93

Abundance Scan 1747 (12.613 min): BF107416.D (-1744) (-) m/z 55.05 100.00%

5000

12.20 12.40 12.60 12.80 13.00

0 m/z 69.05 68.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141275: 9-Octadecenoic acid, methyl ester
55.0
5000 87.0 RUARSAABAUMABLA
264.0 12:20 12.40 12.60 12.80 13.00

m/z 41.05 67 .49%

23.0 222 0
A
0 - by A . T
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
12.20 12.40 12.60 12.80 13.00
5000 87.0 m/z 74.00 55.24%
264.0
123.0 222.0
180.0 296.0
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141274: 7-Octadecenoic acid, methyl ester
55.0 12.20 12.40 12.60 12.80 13.00
m/z 83.05 52.75%
5000 87.0
264.0
23.0 222.0
18?'0 l 296.0
o’ '“;J...,..” — T P e
m/z--> 50 100 150 200 250 300 350 400 12 20 12. 40 12 60 12. 80 13. OO

8270-BF071618_.M Tue Jul 17 13:55:47 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M

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 unknownl2.65

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.65 3.02 ng 226552 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 4-bromo-1-chloro-2-methvl- 204 C7H6BrcCI 054932-72-8 49

2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 38
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 35
4 T141Annulene. 1.6:8.13-bis(metha... 206 C16H14 085385-68-8 35
5 1,3-Butadiene, 1,4-diphenyl-, (E... 206 Cl16H14 000538-81-8 25

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance Scan 1753 (12.648 min): BF107416.D (-1751) (-) m/z 206.05 100.00%
206.1
5000
2673 3390 527 6 12.40 12.60 12.80 13.00
0 m/z 204.00 78.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #64708: Benzene, 4-bromo-1-chloro-2-methyl-
206.0
5000 125.0
12.40 12.60 12.80 13.00
m/z 191.00 72.19%
630‘ H
o,u.d‘ﬂ “;.n”,............ N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
206.0
12.40 12.60 12.80 13.00
5000 m/z 176.00 42.68%
102.0
51.0 165.0
O e e e e e e

Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0 12.40 12.60 12.80 13.00
m/z 205.05 36.57%
108.0
5000 161.0
410 lJ
Oh H‘Ml ¥ M

m/z--> 0 50 100 150 200 250 300 350 400 450 500

12.40 12.60 12.80 13.00

8270-BF071618_.M Tue Jul 17 13:55:48 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknownl12.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.81 5.28 ng 395735 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 35
2 Pentadecanoic acid 242 C15H3002 001002-84-2 35
3 Heptanoic acid 130 C7H1402 000111-14-8 30
4 Dodecanoic acid 200 C12H2402 000143-07-7 30
5 5-Hexadecanol 242 C16H340 021078-87-5 27
Abundance Scan 1781 (12.813 min): BF107416.D (-1779) (-) m/z 60.00 100.00%
5000
1851 241.2
284.5 12.40 12.60 12.80 13.00 13.20
0 L8 | H0 AL “m/z 57.05  91.79%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43.0
5000 129.0
3.0 12.40 12.60 12.80 13.00 13.20
185.0 p4q o 2840 m/z 55.05 86.06%
o) I | “k‘“h.“l‘.‘l‘..‘.“.‘l.‘.‘..‘l‘...‘.l....l....l....l....
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 73.00 86.06%
242.0
129.0
p3.0 199.0
L S L L UL WL WL UL WL B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #13415: Heptanoic acid
60.0 12.40 12.60 12.80 13.00 13.20
m/z 69.05 84 .10%
5000
0"“'““!ﬂpﬁﬂ"I""I'”'I""I'”'I""I'”'I"" SNSRI SRR SR I
miz--> 0 50 100 150 200 250 300 350 400 450 12.40 12.60 12.80 13.00 13.20

8270-BF071618_.M Tue Jul 17 13:55:49 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 11H-Benzo[b]fluorene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.17 3.01 ng 280081 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 55
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 52
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 38
Abundance Scan 1842 (13.171 min): BF107416.D (-1839) (-) m/z 216.05 100.00%
216.1
5000
53.0 94.4 130, 1178} | 27313119 367.9 4910 12.80 13.00 13.20 13.40
oLtk b o by SO08119 S679 491 m/z 215.10 86.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000
12.80 13.00 13.20 13.40
108.0 m/z 213.05 31.02%
57.0 I \“ 163 0 i b
m/z--> 50 100 1%0 200 250 300 350 400 450 '
Abundance
216.0
12.80 13.00 13.20 13.40
5000 m/z 220.20 22 .48%
108.0
63.0 163.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #74416: Pyrene, 1-methyl-
216.0 12.80 13.00 13.20 13.40
m/z 217.10 13.48%
5000
108.0
0l27.0 630, l 163.0 |
m/z--> 50 100 150 200 250 300 350 400 450 ' 12:80 13.00 13.20 13.40

8270-BF071618_.M Tue Jul 17 13:55:50 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 15 9-Octadecenoic acid, methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.34 4.37 ng 405643 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 76
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 53
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 38
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 38
5 10-Undecenoic acid, methyl ester 198 C12H2202 000111-81-9 35

Abundance Scan 1871 (13.342 min): BF107416.D (-1865) (-) m/z 215.20 100.00%

5000

13.00 13.20 13.40 13.60
m/z 216.20  85.58%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)-
55.

5000
13.00 13.20 13.40 13.60
m/z 67.95 72.41%
Ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
e e
13.00 13.20 13.40 13.60
5000 97.0 m/z 74.00 71.88%
180.0222.0264.0
O Ny e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141277: 6-Octadecenoic acid, methyl ester
.0 13.00 13.20 13.40 13.60

m/z 55.00 65.11%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 00 13 20 13. 40 13 60

8270-BF071618_.M Tue Jul 17 13:55:51 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 16 Pyrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.39 3.46 ng 321427 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 Pvrene. 4-methvl- 216 C17H12 003353-12-6 83
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
Abundance Scan 1879 (13.389 min): BF107416.D (-1876) (-) m/z 216.10 100.00%
216.1
5000
94.6 13.00 13.20 13.40 13.60 13.80
147.2 : : : :
ol Sti li w72 | J | 2820 334137314135 4831 o Sin 05 73.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74412: Pyrene, 1-methyl-
216.0
5000
13.00 13.20 13.40 13.60 13.80
94.0 m/z 94.60 15.72%
0 "§q9"'JW""%ngJ‘IJ"'I"' S N DI B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
216.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 189.00 15.72%
107.0
L —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #74425: Fluoranthene, 2—methy|— LSS BLELLELE BN BN N
216.0 13.00 13.20 13.40 13.60 13.80
m/z 213.00 14 _.14%
5000

108.0
26.0 630 | 1630

e NN

m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.20 13.40 13.60 13.80

8270-BF071618_.M Tue Jul 17 13:55:52 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 17 Octadecane, 1-(ethenyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.98 6.80 ng 631779 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 70
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 64
3 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 62
4 Cvclopentadecane 210 C15H30 000295-48-7 59
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 58
Abundance Scan 1979 (13.977 min): BF107416.D (-1974) (-) m/z 43.05 100.00%
44,
5000
292 9 3965 4736 13.60 13.80 14.00 14.20
Oy m/z 57.00 99.57%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #141404: Octadecane, 1-(ethenyloxy)-
43.0
5000 RN AR SULLIN BULIE B
13.60 13.80 14.00 14.20
70 m/z 55.05 80.41%
0 ! ‘\ MH ‘ i ‘1540 252.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 69.10 72 .98%
111.0
ol 167.0 225.0281.0 341.0 401.0 460.0 532.0 678.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #203464: Oxalic acid, allyl octadecy! ester R R ma e AR
41.0 13.60 13.80 14.00 14.20
m/z 83.10 72 .03%
5000
7.0
0 N | 153.0 297.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 18 7H-Benz[de]anthracen-7-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.33 ng 308991 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 53
2 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 47
3 Benzoic acid. 3-(6-methvl-4-oxo-... 230 C13H1004 295364-59-9 43
4 p-Terphenvl 230 C18H14 000092-94-4 27
5 8-Chlorobenzo[h][1,6]-naphthyrid... 230 C12H7CIN20 025100-26-9 27
Abundance Scan 2034 (14.301 min): BF107416.D (-2031) (-) m/z 230.05 100.00%
57.0 230.1
5000
73.0 321.4358.3394.2 14.00 14.20 14.40 14.60
ol '.u';' b 4344 4815 "m/z 57.00 98.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86245: 7TH-Benz[de]anthracen-7-one
230.0
5000 AR UL SRR AR
101.0 Mmmmmmmm
m/z 202.05 62.29%
0 500 1 ‘\‘ H \137-017‘\1'0 h\
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo
Abundance
230.0
14.00 14.20 14.40 14.60
5000 m/z 71.00 54 _.39%
101.0
27.0 63.0 137.0174.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #85891: Benzoic acid, 3-(6-methyl-4-oxo-4H-pyran-2-yl)- L L A R B |
202.0 14.00 14.20 14.40 14.60
m/z 85.00 50.20%
5000
129.0
390 g9 ‘
0"Ui"h”|'”'mk”" U N UL DAL SULL L S UL AU BN AR B
m/z--> 50 100 150 200 250 300 350 400 450 14. 00 14 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 19 Triphenylene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.44 ng 319453 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 90
2 2-Methvlchrvsene 242 C19H14 003351-32-4 89
3 Chrvsene. 1l-methvl- 242 C19H14 003351-28-8 89
4 Chrvsene. 6-methvl- 242 C19H14 001705-85-7 86
5 4b,10b-Dihydro-4b,10b-methanochr... 242 C19H14 071949-03-6 83
Abundance Scan 2075 (14.542 min): BF107416.D (-2071) (-) m/z 242.10 100.00%
2491
5000
119.8
67.1 176.1 14.20 14.40 14.60 14.80
o w201 3643 4498 54041 T/77539.05  29.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96045: Triphenylene, 2-methyl-
242.0
5000
14.20 14.40 14.60 14.80
m/z 241.10 27 .12%
o400 a000
m/z--> 55 100 150 200 250 300 350 400 450 500
Abundance
242.0
14.20 14.40 14.60 14.80
5000 m/z 243.10 17.30%
120.0
28.0 75.0 187.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96039: Chrysene, 1-methyl- B B e
242.0 14.20 14.40 14.60 14.80
m/z 240.10 14 _.53%
5000
120.0
0 63.0 , .| 202.0,
m/z--> 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107416.D

Aca On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample = J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 20 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.55 3.65 ng 304288 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Pervlene 252 C20H12 000198-55-0 89
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 81
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2246 (15.548 min): BF107416.D (-2244) (-) m/z 252.10 100.00%
25p.1
5000
125.0
57.1 191.0 15.20 15.40 15.60 15.80
o Y W .J.LI,A-. bl 300130133863 46115025 1 07958 00 21.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzo[e]pyrene
252.0
5000 L AL B UL SRR B
15.20 15.40 15.60 15.80
m/z 250.15 20.14%
125.0
0,390 830 | 2000 h
miz-> 0 50 100 150 200 250 300 350 400 450 500 |
Abundance
252.0
15.20 15.40 15.60 15.80
5000 m/z 253.15 20.03%
125.0
oll7.0 830 2000
mz-> 0 50 100 150 200 250 300 350 400 450 500 |
Abundance #104228: Benz[e]acephenanthrylene SR e S
25p.0 15.20 15.40 15.60 15.80
m/z 95.10 13.54%
5000
126.0
ol 39.0 840, 200.0,
mz-> 0 50 100 150 200 250 300 350 400 450 500 | 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107416.D

Acq On : 16 Jul 2018 21:34

Operator : JU/SJ

Sample - J3820-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.21 8.5 ng 518789 1 6.98 1218230 20.0
unknown6.75 6.75 68.6 ng 4179350 1 6.98 1218230 20.0
Benzenesulfonamid... 10.91 3.8 ng 283435 4 11.51 1499050 20.0
Pentadecanoic aci... 11.89 19.1 ng 1435660 4 11.51 1499050 20.0
n-Hexadecanoic acid 12.03 23.4 ng 1753450 4 11.51 1499050 20.0
unknownl12.12 12.12 4.6 ng 346752 4 11.51 1499050 20.0
Benzene, 1,1°-(1,... 12.15 3.2 ng 236494 4 11.51 1499050 20.0
Phenanthrene, 3,6... 12.49 2.5 ng 185064 4 11.51 1499050 20.0
9,12-Octadecadien... 12.58 67.1 ng 5030100 4 11.51 1499050 20.0
9-Octadecenoic ac... 12.61 92.3 ng 6922140 4 11.51 1499050 20.0
unknownl12 .65 12.65 3.0 ng 226552 4 11.51 1499050 20.0
unknownl12.81 12.81 5.3 ng 395735 4 11.51 1499050 20.0
11H-Benzo[b]fluorene 13.17 3.0 ng 280081 5 14.16 1857980 20.0
9-Octadecenoic ac... 13.34 4.4 ng 405643 5 14.16 1857980 20.0
Pyrene, l-methyl- 13.39 3.5 ng 321427 5 14.16 1857980 20.0
Octadecane, 1-(et... 13.98 6.8 ng 631779 5 14.16 1857980 20.0
7H-Benz[de]anthra... 14.30 3.3 ng 308991 5 14.16 1857980 20.0
Triphenylene, 2-m... 14.54 3.4 ng 319453 5 14.16 1857980 20.0
Benzo[e]pyrene 15.55 3.6 ng 304288 6 15.69 1667420 20.0
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