LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 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-BF022218.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 2.122 3 6 16 rVB 199506 260602 6.79% 0.753%
2 5.116 512 515 524 rBV 75734 110699 2.88% 0.320%
3 5.504 577 581 596 rVB 3252029 3495525 91.09% 10.096%
4 6.522 749 754 770 rBVY 3055858 3837562 100.00% 11.083%
5 6.651 772 776 780 rVV 3345898 3365416 87.70% 9.720%
6 6.698 782 784 791 rVB2 48388 51524 1.34% 0.149%
7 6.875 811 814 821 rBVY 1130385 1053230 27.45% 3.042%
8 7.033 837 841 848 rBVY 2795666 2609122 67 .99% 7 .536%
9 7.445 907 911 921 rBVY 2250605 2221991 57.90% 6.417%
10 8.163 1029 1033 1036 rBvV 1467425 1326611 34.57% 3.831%
11 8.880 1150 1155 1161 rBV 57133 66271 1.73% 0.191%
12 8.975 1168 1171 1177 rVB 37266 38732 1.01% 0.112%
13 9.233 1211 1215 1224 rBV 3026552 2947442 76.81% 8.513%
14 9.304 1224 1227 1230 rVV 82088 75547 1.97% 0.218%
15 9.498 1257 1260 1266 rBV3 28197 49570 1.29% 0.143%

16 9.627 1276 1282 1289 rVB 190416 228917 5.97% 0.661%
17 9.780 1305 1308 1313 rBV 79644 80277 2.09% 0.232%
18 9.833 1313 1317 1320 rVB 163265 126017 3.28% 0.364%
19 9.922 1328 1332 1335 rBV 1190733 1101907 28.71% 3.182%

20 9.951 1335 1337 1345 rVB 76074 86856 2.26% 0.251%
21 10.127 1363 1367 1369 rBV2 50627 57651 1.50% 0.167%
22 10.157 1369 1372 1375 rVB4 42710 46780 1.22% 0.135%
23 10.333 1399 1402 1405 rVB 199203 154453 4.02% 0.446%
24 10.469 1422 1425 1432 rVB 51858 65584 1.71% 0.189%
25 10.551 1435 1439 1442 rVV2 65458 72990 1.90% 0.211%

26 10.716 1463 1467 1475 rBV 1364211 1427145 37.19% 4.122%
27 10.804 1480 1482 1492 rVB 151140 220911 5.76% 0.638%
28 11.221 1550 1553 1556 rBV 37568 42234 1.10% 0.122%
29 11.257 1556 1559 1562 rVvVv 140727 135710 3.54% 0.392%
30 11.416 1582 1586 1588 rBV 929152 915975 23.87% 2.645%

31 11.439 1588 1590 1594 rVvVv 548479 464984 12.12% 1.343%
32 11.492 1595 1599 1603 rVB 133338 142288 3.71% 0.411%
33 11.651 1621 1626 1629 rBV2 45089 64159 1.67% 0.185%
34 11.680 1629 1631 1634 rVB 46030 38554 1.00% 0.111%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 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:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.921 1668 1672 1674 rBV2 122610 152264 3.97% 0.440%

36 11.945 1674 1676 1681 rVB2 122197 124211 3.24% 0.359%

37 11.992 1681 1684 1687 rBV 50561 50024 1.30% 0.144%
38 12.027 1687 1690 1693 rBV2 133102 156651 4.08% 0.452%
39 12.210 1718 1721 1724 rBV 62349 58559 1.53% 0.169%
40 12.245 1725 1727 1732 rVB2 50345 50467 1.32% 0.146%
41 12.463 1762 1764 1769 rBV2 67720 106867 2.78% 0.309%
42 12.563 1777 1781 1784 rBV3 55684 77726 2.03% 0.224%
43 12.633 1789 1793 1796 rBV 988181 864222 22.52% 2.496%
44 12.798 1820 1821 1826 rVB2 75091 67590 1.76% 0.195%
45 12.862 1826 1832 1837 rBVY 845544 983244 25.62% 2.840%
46 12.910 1838 1840 1844 rVB2 47327 45202 1.18% 0.131%
47 12.998 1851 1855 1858 rBV 1996009 1810591 47.18% 5.229%
48 13.027 1858 1860 1864 rVB 52923 55659 1.45% 0.161%

49 13.080 1865 1869 1873 rBV2 64859 128760 3.36% 0.372%
50 13.192 1886 1888 1894 rVB2 135705 115283 3.00% 0.333%

51 13.257 1896 1899 1901 rBV2 82362 68791 1.79% 0.199%
52 13.298 1904 1906 1908 rVB 68017 49430 1.29% 0.143%
53 13.421 1925 1927 1932 rBV2 59847 73118 1.91% 0.211%
54 13.709 1973 1976 1979 rBV 76787 77444 2.02% 0.224%

55 13.880 2001 2005 2009 rBV3 184500 239216 6.23% 0.691%

56 14.015 2026 2028 2031 rBV 261919 208739 5.44% 0.603%
57 14.068 2032 2037 2039 rVVv2 783310 1081366 28.18% 3.123%
58 14.092 2039 2041 2045 rVB 407252 343090 8.94% 0.991%
59 15.133 2215 2218 2221 rBV 250509 340050 8.86% 0.982%
60 15.574 2291 2293 2297 rVB 275728 312421 8.14% 0.902%

Sum of corrected areas: 34624221
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103390.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3
R.T. EstConc Area Relative to ISTD R.T.

212 4.95ng 260602  1,4-Dichlorobenzene-da 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
ilane. tetramethvl- 88 C4H12Si 000075-76-3 35
,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 28

Abundance Scan 6 (2.122 min): BF103390.D (-3) (-) m/z 73.00 100.00%

73
5000 8
87

36| | | 109 135 2.20 2.30 2.40 2.50
T T P T S e e m/z 43.00 39.13%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI L L L L LB L B}
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 29.87%
29 ‘ ‘
S N N OO A - N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
73
PR 87 7220 2.30 240 250
5000 m/z 87.00 22 .44%
29
15 97
mmwwmmwwwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R R R
73 2.20 2.30 2.40 2.50

m/z 41.00 13.62%

5000 55
43
27
15 ) M‘\ 63 |, 8 98 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.12 2.10 ng 110699 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Propvlamine 59 C3HSN 000107-10-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (5.122 min): BF103390.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101
53 83 | 480 5.00 5.20 5.40
SRDEESNESEPESSSESMENSSSUMRMIN 1 SSSES S ¥4 SRS PSS UM m/z 59.00 63.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR LA A
59 480 500 520 540
m/z 101.00 20.80%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 17.58%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248:Propy|amine LA L LB L N BB |
30 480 5.00 5.20 5.40
m/z 40.95 10.78%
5000
59
17 a5 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 63.91 ng 3365420 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103390.D (-772) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 6 " '6.40 6.60 6.80 7.00
104 . . . .
..,....,....,...-.l'!.‘.‘?,!!..61' -.| BN S W . S [ N m/z 68.00 42.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A\
5000 U IR I L
6.40 6.60 6.80 7.00
78 m/z 134.00 32.61%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" '6.40 6.60 6.80 7.00
5000 m/z 66.00 29.45%
33 44 97 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e .k.. R
132 6.40 6.60 6.80 7.00
m/z 69.00 17.06%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 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:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 13

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

9.83 2.29 ng 126017 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1316 (9.827 min): BF103390.D (-1313) (-) m/z 57.00 100.00%
57
43
5000
99 113 9. 60 9. 80 10 00 10 20
o 127 m/z 43.00 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & RIS A RN B B
g5 9.60 9.80 10 00 10 20
29 m/z 71.00 48 .81%
| L L w 99 113 127 141 155 160 183 197 226
IIII"''I"''I'"'I""I""I""I""""""""IIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 RSN U UL BN B
71 9.60 9.80 10.00 10.20
5000 g5 m/z 41.00 33.73%
29 99
15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #48835: Tridecane A e B e R
43 97 9.60 9.80 10.00 10.20
m/z 85.00 32.28%
71
5000
85
29
15 ‘\ L Lo %9 113 127 141 155 184
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownll.26 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.96 ng 135710 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 49
2 Eicosane 282 C20H42 000112-95-8 46
3 Hexadecane 226 C16H34 000544-76-3 46
4 Heptadecane 240 C17H36 000629-78-7 46
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 1560 (11.263 min): BF103390.D (-1556) (-) m/z 57.00 100.00%

5000

11.00 11.20 11.40 11.60
m/z 41.00 83.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57
43
71
5000 LIS L L L LB L B
85 11.00 11.20 11.40 11.60
29 m/z 98.90 81.82%
99
15 | L L | | 113127141155169133 212
e e  m a m o e R AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 11.00 11.20 11.40 11.60
5000 m/z 125.00 72.95%
85
29 %
113127141155169183197211225239253 282
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane Rt MMMV
57 11,00 1120 1140 11.60
43 m/z 43.00 66 .84%
71
5000 85
| L | | | 7 113127141155169183197 226
R e e R AR A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,00 1120 1140 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Anthracene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.92 3.32 ng 152264 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 78
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 78
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 60
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60

Abundance Scan 1672 (11.921 min): BF103390.D (-1668) (-) m/z 192.10 100.00%

192

5000

\

11.60 11.80 12.00 12.20
m/z 191.05 63.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
1

5000
11.60 11.80 12.00 12.20

m/z 73.00 60.76%

83 96

1
63 139152

115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 43.00 56.01%

39 63 81 % 115 139152165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl- e AREEEEEaSEE
192 11.60 11.80 12.00 12.20

m/z 60.00 53.67%

5000

1
115 139152
T Ty SR R
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:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.71 ng 124211 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 91
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91

Abundance Scan 1675 (11.939 min): BF103390.D (-1674) (-) m/z 192.00 100.00%

192

5000

-
LI LN N B O

11.60 11.80 12.00 12.20
m/z 191.05  58.28%

165

82 9,05 126138 152

50 62

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.00  28.00%

165
27 39 50 63 74 85 96 115106 139 152 | 176
e T L e

T
m/z--> 20 40 60 80 100 120 140 160 180 200

T
220

Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.10 17.71%

96 165
28 39 51 63 83 115126 139 152 176

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-

192 11.60 11.80 12.00 12.20
m/z 190.00 15.52%

5000

165
94
27 39 51 63 8 7' 115126 130 152 | 176

T
m/z--> 20 40 60 80 100 120 140 160 180 200

|
220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.03 3.42 ng 156651 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 43
4 Methvl diselenide 190 C2H6Se2 007101-31-7 35
5 Megastigmatrienone 190 C13H180 038818-55-2 18
Abundance Scan 1690 (12.027 min): BF103390.D (-1687) (-) m/z 190.00 100.00%
0

5000

11.80 12.00 12.20 12.40
m/z 189.00  98.73%

111 126139152 L 243

204 218

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 —!%-!?FMW\WW#WM/L
94 11.80 12.00 12.20 12.40
m/z 192.05 55.91%
27 3951 63 81 | 110122 137150163 178 ||
T T T e T e T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
11.80 12.00 12.20 12.40
m/z 191.10 47 .87%
5000
94
81 163
T T e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189 11.80 12.00 12.20 12.40

m/z 94.45 31.88%

5000

42 122

54 8 g0 95107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40

8270-BF022218 .M Mon Mar 05 06:48:59 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9,10-Dimethylanthracene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.46 2.33 ng 106867 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
2 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 93
3 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 92
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 91
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90

Abundance Scan 1764 (12.463 min): BF103390.D (-1762) (-) m/z 206.10 100.00%
206
5000

12.20 12.40 12.60 12.80

224 245259
m/z 191.00 45_07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66249: 9,10-Dimethylanthracene
206
5000 191 LN L L L L L B

12.20 12.40 12.60 12.80
m/z 189.00  27.10%

15 39 63 76 89 103 127 1521?517\8 li H\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206
12.20 12.40 12.60 12.80
5000 m/z 205.05 25.96%
191
39 63 7689102 ¢ 139152165178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66278: 1,3-Diphenyl-3-methylcyclopropene
206 12.20 12.40 12.60 12.80
m/z 207 .05 19.28%
191
5000
91 12
29 178
...,.‘l‘..‘,‘....ﬁf"..l‘ A 12 ““‘ SRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80

8270-BF022218 .M Mon Mar 05 06:49:00 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.08 2.38 ng 128760 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 83
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 64
Abundance Scan 1869 (13.080 min): BF103390.D (-1865) (-) m/z 216.05 100.00%
216
5000
% 189
55 71 130 161 302 12.80 13.00 13.20 13.40
49 L 2 224,283 m/z 215.10  93.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74412: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
04 189 m/z 213.10 24.13%

39 63 79 11 137 163

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

216

12.80 13.00 13.20 13.40
5000 m/z 94.30 20.05%

107
39 63 937 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-

12.80 13.00 13.20 13.40
m/z 217.10 20.03%

5000

108

122139 163 189
S i S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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[a]fluorene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.13 ng 115283 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 94
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 80
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
Abundance Scan 1888 (13.192 min): BF103390.D (-1886) (-) m/z 216.10 100.00%
216
94
187 12.80 13.00 13.20 13.40 13.60
0<wmw%ww3 o IR S 231246 269 29 | m/z 215.10 67.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74419: 11H-Benzo[a]fluorene
216
5000
12.80 13.00 13.20 13.40 13.60
m/z 94.50 20.80%
107
27 44 63 81 | | 122139 163 189
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
216
12:80 13.00 13.20 13.40 13.60
5000 m/z 213.05 19.53%

107
39 63 81 122139 163 189

Wwwmrmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74412: Pyrene, 1-methyl- Tl A A i
12.80 13.00 13.20 13.40 13.60

m/z 217.10 18.23%

3

5000

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103390.D

Aca On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.88 4.42 ng 239216 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 62
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 55
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 55
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 49
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 49
Abundance Scan 2005 (13.880 min): BF103390.D (-2001) (-) m/z 57.00 100.00%
57
229
5000
13.60 13.80 14.00 14.20
337
_— 266302 m/z 43.00 77.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 SR AR SR SR SR
29 13.60 13.80 14.00 14.20
e m/z 229.10 74.81%
.‘-H- ,\H\,M‘I J‘,L, Mt %8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 55.00 70.46%
125
29 153 182 219 252 280 325 426
m/z--> 55 160 1éo 260 2éo 360 3éo 460
Abundance #209361: Eicosyl! trifluoroacetate A B
57 9 13.60 13.80 14.00 14.20
! m/z 83.05 57.56%
5000
125
PLLLL 1{ |133.182 210 252280 325 376
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 35'30 4(')0 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030218\
Data File : BF103390.D

Acq On : 3 Mar 2018 2:19

Operator : SJ/JU

Sample : J1724-13

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.12 5.0 ng 260602 1 6.88 1053230 20.0
2-Pentanone, 4-hy... 5.12 2.1 ng 110699 1 6.88 1053230 20.0
unknown6 .65 6.65 63.9 ng 3365420 1 6.88 1053230 20.0
Hexadecane 9.83 2.3 ng 126017 3 9.92 1101910 20.0
unknownll.26 11.26 3.0 ng 135710 4 11.42 915975 20.0
Anthracene, 2-met... 11.92 3.3 ng 152264 4 11.42 915975 20.0
Phenanthrene, 1-m... 11.94 2.7 ng 124211 4 11.42 915975 20.0
4H-Cyclopenta[def... 12.03 3.4 ng 156651 4 11.42 915975 20.0
9,10-Dimethylanth... 12.46 2.3 ng 106867 4 11.42 915975 20.0
Pyrene, l-methyl- 13.08 2.4 ng 128760 5 14.07 1081370 20.0
11H-Benzo[a]fluorene 13.19 2.1 ng 115283 5 14.07 1081370 20.0
1-Docosene 13.88 4.4 ng 239216 5 14.07 1081370 20.0
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