LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 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-BF031518.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 2.322 33 40 47 rVB 92357 127160 3.94% 0.381%
2 5.222 528 533 545 rBV 76495 126626 3.93% 0.379%
3 5.610 594 599 631 rBY 2138820 3029406 93.94% 9.066%
4 6.604 763 768 788 rBVY 2181570 3171463 98.35% 9.491%
5 6.745 788 792 807 rVB 2846369 3071443 95.25% 9.192%
6 6.969 827 830 845 rVB 825530 868069 26.92% 2.598%
7 7.128 853 857 872 rBVY 2538644 2402855 74.51% 7.191%
8 7.534 921 926 935 rBVY 1608669 1853804 57.49% 5.548%
9 8.251 1044 1048 1064 rBvV 1122548 1180703 36.61% 3.533%
10 9.328 1224 1231 1234 rBV 3484701 3224765 100.00% 9.650%
11 9.716 1291 1297 1303 rBV 204961 210274 6.52% 0.629%
12 9.875 1321 1324 1329 rBV 65595 63929 1.98% 0.191%
13 9.922 1329 1332 1336 rVB 78943 60292 1.87% 0.180%
14 10.010 1343 1347 1351 rBV2 1278936 1172125 36.35% 3.508%
15 10.039 1351 1352 1356 rVB 43049 33539 1.04% 0.100%
16 10.169 1368 1374 1378 rBVvV4 23789 36875 1.14% 0.110%
17 10.422 1411 1417 1421 rBV 121172 103558 3.21% 0.310%
18 10.639 1447 1454 1457 rBvV2 52169 78755 2.44% 0.236%

19 10.804 1478 1482 1491 rBV 1716306 1812217 56.20% 5.423%
20 10.904 1495 1499 1503 rBV2 377115 381621 11.83% 1.142%

21 11.004 1512 1516 1519 rBV3 42624 51256 1.59% 0.153%
22 11.033 1519 1521 1523 rBV 45306 48933 1.52% 0.146%
23 11.139 1537 1539 1542 rBvV4 41621 40442 1.25% 0.121%
24 11.198 1546 1549 1551 rVVv2 77730 73295 2.27% 0.219%
25 11.239 1554 1556 1559 rVB2 50280 44152 1.37% 0.132%
26 11.357 1572 1576 1578 rBV2 170445 197019 6.11% 0.590%
27 11.433 1587 1589 1594 rVB6 25320 34059 1.06% 0.102%
28 11.504 1594 1601 1604 rBV 1122103 1079462 33.47% 3.230%
29 11.580 1610 1614 1615 rBV 92138 85937 2.66% 0.257%
30 11.592 1615 1616 1619 rVvV 89285 74462 2.31% 0.223%
31 11.645 1622 1625 1628 rVB2 73771 78407 2.43% 0.235%
32 11.769 1644 1646 1649 rVB2 47465 42281 1.31% 0.127%
33 11.839 1655 1658 1663 rVB6 34908 48041 1.49% 0.144%

34 12.010 1683 1687 1690 rBV3 192069 197751 6.13% 0.592%

8270-BF031518.M Wed Mar 28 14:40:23 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 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-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.122 1702 1706 1713 rVB4 123971 152030 4.71% 0.455%

36 12.180 1713 1716 1719 rVB2 42649 40837 1.27% 0.122%
37 12.233 1720 1725 1730 rBV7 45305 88486 2.74% 0.265%
38 12.333 1739 1742 1744 rVB3 42593 39508 1.23% 0.118%
39 12.427 1753 1758 1760 rBV6 28595 43810 1.36% 0.131%
40 12.557 1777 1780 1784 rBV2 49249 72230 2.24% 0.216%
41 12.598 1784 1787 1792 rVB2 45496 56604 1.76% 0.169%

42 12.645 1792 1795 1803 rBV3 83587 156414 4._.85% 0.468%
43 12.722 1804 1808 1811 rBV 390132 353471 10.96% 1.058%
44 12.757 1811 1814 1817 rVB2 46483 53223 1.65% 0.159%
45 12.798 1817 1821 1822 rBV3 27098 37319 1.16% 0.112%

46 12.957 1841 1848 1853 rVV 749478 769633 23.87% 2.303%
47 13.004 1853 1856 1859 rVB2 44349 50194 1.56% 0.150%
48 13.092 1866 1871 1874 rBV 2521218 2309000 71.60% 6.910%
49 13.169 1881 1884 1890 rBV3 84612 125964 3.91% 0.377%
50 13.269 1896 1901 1905 rBV3 104348 197660 6.13% 0.592%

51 13.345 1912 1914 1917 rVB 40365 34377 1.07% 0.103%
52 13.386 1917 1921 1924 rBV 162660 158021 4_90% 0.473%
53 13.480 1934 1937 1940 rBV 139221 150562 4.67% 0.451%
54 13.510 1940 1942 1945 rVB 101977 94214 2.92% 0.282%
55 13.627 1959 1962 1965 rBV 89886 100841 3.13% 0.302%

56 13.704 1973 1975 1978 rVB2 70227 52809 1.64% 0.158%
57 13.792 1987 1990 1994 rVB2 67958 86351 2.68% 0.258%
58 13.963 2016 2019 2024 rBV5 162208 185393 5.75% 0.555%
59 14.157 2047 2052 2055 rBV2 883377 1009923 31.32% 3.022%
60 14.180 2055 2056 2062 rVB 176023 154769 4._80% 0.463%

61 14.551 2114 2119 2121 rBV 93574 128262 3.98% 0.384%
62 14.639 2131 2134 2137 rVB2 67189 72899 2.26% 0.218%
63 15.004 2194 2196 2201 rVB 99334 94068 2.92% 0.282%
64 15.239 2232 2236 2240 rBV 248247 399821 12.40% 1.196%
65 15.568 2288 2292 2298 rVB 154069 205274 6.37% 0.614%

66 15.633 2300 2303 2309 rVB 182267 211507 6.56% 0.633%
67 15.704 2310 2315 2319 rBV 467953 625572 19.40% 1.872%

Sum of corrected areas: 33416022
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.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: BF103982.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12

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

2.32 2.93 ng 127160 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 40 (2.322 min): BF103982.D (-33) (-) m/z 73.10 100.00%
3
5000 J\
43 55 87 0/ NS
220 240  2.60
Ol et st et e e e || M7z 43.05  33.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L IO N
43 220 240  2.60
55 87 m/z 87.10 25.87%
0 ﬁ 35 \‘ 67 ||, 80
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73 /\
87 [rrrr
220 240  2.60
5000 41 55 m/z 55.00 25.06%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73 220 240 260
m/z 71.00 11.82%
5000
45
29
o 89 %S e 101
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13

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

5.22 2.92 ng 126626 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
4 2-Nonanone 142 C9H180 000821-55-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 533 (5.222 min): BF103982.D (-528) (-) 43.00 100.00%
43
59
5000
101 e eana i oY
| 51I| 83 4.80 Mmsmsmosmo
o+ttt e ey m/z 59.00 60.29%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59

480 5.00 520 5.40 5.60
m/z 101.10 23.17%

31 83 o3 l?l
Ol e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R B o
4.80 5.00 5.20 5.40 5.60
5000 a1 m/z 58.00 17.72%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- EAmE L e e A RER
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.44%
41
5000
86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 1

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

6.75 70.77 ng 3071440 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 793 (6.751 min): BF103982.D (-788) (-) m/z 132.00 100.00%
132
5000 68 A\
0 54 || s 106110 '6.40 6.60 6.80 7.00
01 e B m/z 68.05 35.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR S SR
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 33.78%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 '6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 21.56%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 96.00 14.03%
5000
15 28 39 52 %3 77 00 104, |
miz--> '"zb""io""éo""sb""160'"'12'0" 140 160 180 '6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,4,6-Trimethoxyacetophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.90 7.07 ng 381621 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trimethoxvacetophenone 210 C11H1404 000832-58-6 53
2 Benzenamine. 3-(2-phenvlethenvl)... 195 C14H13N 014064-82-5 52
3 9-Anthracenamine. 9.10-dihvdro- 195 C14H13N 097825-91-7 52
4 Fluorenone oxime 195 C13H9NO 002157-52-0 50
5 Stilbene, 4-amino- (E)- 195 C14H13N 004309-66-4 49
Abundance Scan 1498 (10.898 min): BF103982.D (-1495) (-) m/z 195.10 100.00%
195
5000 57
210
103115 133 152 10.60 10.80 11.00 11.20
0 m/z 57.05 49 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69013: 2,4,6-Trimethoxyacetophenone
195
5000 RN SRR U
10.60 10.80 11.00 11.20
180 210 m/z 71.05 37.52%
27 P58 8979 o4 108122 BT 12165 0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 '
Abundance
195
10.60 10.80 11.00 11.20
5000 m/z 210.10 32.36%
0 4151 65 77 89 107 115 128139 152 1%° 118
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #57301: 9-Anthracenamine, 9,10-dihydro-
195 10.60 10.80 11.00 11.20
m/z 43.05 32.24%
5000
165 ;.-
ol 27 39 50 63 77 89 101 115 128139 152 |
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,5,6,7-Tetramethyl-3-pheny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.36 3.65 ng 197019 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.6.7-Tetramethvl-3-phenvlbicv... 224 C17H20 126584-00-7 81
2 1.4.7-Trimethvl-2-azafluorene 209 C15H15N 062736-78-1 64
3 Carbazole. 1.5.7-trimethvl- 209 C15H15N 078787-84-5 64
4 Carbazole. 2.4.7-trimethvl- 209 C15H15N 078787-89-0 64
5 Carbazole, 1,3,4-trimethyl- 209 C15H15N 078787-82-3 58
Abundance Scan 1577 (11.363 min): BF103982.D (-1572) (-) m/z 209.10 100.00%
209
5000 224
179 194
51 g5 78 91103115 129 1435, 167 236 11.00 11.20 11.40 11.60
o} m/z 224.10 42 _.40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: l,5,6,7—Tetramethy|—3—phenylbicyclo[3.2.0]hept$—2,...
209
5000 224
194 11.00 11.20 11.40 11.60
77 179 m/z 194.00 25.28%
41 53 65 103115128141 15516( ‘
0....l‘..‘..lu‘...lu.“..luuu‘ \I\\H il \‘ |H|||=|||‘|‘|||||
m/z--> 40 60 8 100 120 140 160 180 200 220 240
Abundance
209
11.00 11.20 11.40 11.60
5000 m/z 179.00 24 .30%
42 63 152 165 194
76 g9 104115 150139 178
O B e o 1 o et
m/z--> 40 60 8 100 120 140 160 180 200 220 240
Abundance #68724: Carbazole, 1,5, 7-trimethyl- M
209 11.00 11.20 11.40 11.60
m/z 221.10 17.01%
5000 194
0 40 51 63 84 102115127139 152 165 180 J .
m/z--> 40 60 85 160 120 140 160 180 200 220 240 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.01 3.66 ng 197751 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1687 (12.010 min): BF103982.D (-1683) (-) m/z 73.00 100.00%

143107171 097 256 11.60 11.80 12.00 12.20 12.40
m/z 60.00 82.32%

(o]

43 60 B
5000
129 102
LJ“ 97 115 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20 12.40
m/z 43.05 81.30%

o m ‘ Al

213
143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
R e RS B e
43 11.60 11.80 12.00 12.20 12.40
5000 m/z 57.05 72.54%
129
29 87 115 171 . 214
ol 15 i 152 198
L AR B o B B e RABARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B o
3 60 78 11.60 11.80 12.00 12.20 12.40
m/z 55.00 64.41%
5000 129
29
199
‘ 143 157171185 242
O L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

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

12.12 2.82 ng 152030 Phenanthrene-d10 11.50

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 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38

4 Sarcosine. n-pentafluoropropionv... 319 C12H18F5NO03 1000320-93-8 16
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 12

Abundance Scan 1706 (12.122 min): BF103982.D (-1702) (-) m/z 189.10 100.00%
9

5000

i

11.80 12.00 12.20 12.40

113 130 150163176

o} m/z 190.05 96.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.80 12.00 12.20 12.40
m/z 191.10 26.10%
oL 27305163 81 | 110122 137150163 178 |
B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
R
11.80 12.00 12.20 12.40
5000 m/z 94.50 25.18%
94
81 163
o BN N " S| S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) e A REEEEEasS
189 11.80 12.00 12.20 12.40

m/z 192_.10 21.67%

5000

42 122

54 8 g0 95107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
1265 2.90ng 156414  Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopenta(defyphenanthrenone 204 C15H80 005737-13-3 97

2 Isoauinoline. 1-phenvl-
3 3.4-Biphenvldicarbonitrile

205 C15H11N
204 C14H8N2

4 (BE)-Ethvl 3-o0xo0-2-(pvrid-2-vDme... 219 C12H13NO3

5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24

003297-72-1 64
004128-63-6 59
1000147-59-7 50
137235-51-9 49

Abundance

5000

(o]

Scan 1796 (12.651 min): BF103982.D (-1792)
2

)

m/z 204.00 100.00%

12.40 12.60 12.80 13.00

m/z 176.00 32.83%

12.40 12.60 12.80 13.00

m/z 205.05 16.40%

12.40 12.60 12.80 13.00

m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000
176
88 o
0 62 7JS | ;92 122 1? A ‘
B B o o e o o I o o N o o o
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
204
5000
39 51 63 75 88 192 155139151 176,09
L I e o o B o e B e N e e ARRREEE
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64243: 3,4-Biphenyldicarbonitrile

S

20

4

m/z 203.05 16.35%

12.40 12.60 12.80 13.00

m/z 202.05

15.75%

5000

39

o

50

75 88 176
63 102
113125138 151 165

189 |

m/z--> 40

T
60 80 100 120 140 160 180 200 220

12.40 12.60 12.80 13.00

8270-BF031518.M Wed Mar 28 14:40:29 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11H-Benzo[b]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.49 ng 125964 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 89
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 76
Abundance Scan 1884 (13.169 min): BF103982.D (-1881) (-) m/z 216.10 100.00%
216
5000
s e Bl 94108123 47150 173 189,05 231945 260 12.80 13.00 13.20 13.40
0 137 m/z 215.10 90.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74422: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
108 m/z 213.05 20.01%
o 57 9 130 163 1§9 ﬂﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 17.52%
95 108 189
ol14 27 5063 82 122135 150163176 202
U RN LR AR LN SRR BN BRARE LR SRR B DAL BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74413: Pyrene,ZmethyI L LI L L L N DL B
216 12.80 13.00 13.20 13.40
m/z 94.50 16.56%
5000 95
108
189
o 53 67 81 | “ 122 150163 1
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.39 3.13 ng 158021 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 96
2 Pvrene. 4-methvl- 216 C17H12 003353-12-6 95
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 95
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 89
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87

Abundance Scan 1922 (13.392 min): BF103982.D (-1917) (-) m/z 216.10 100.00%

216
5000

94
108 189 13.00 13.20 13.40 13.60 13.80
63 123 149 1747 202 || 231246260
- 80 246200 281 m/z 215.10 57.58%

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

Abundance #74415: Pyrene, 1-methyl-
216
5000
13.00 13.20 13.40 13.60 13.80
m/z 217.10 17.74%
108 189
o 63 81 947 | 122136150163 202
1 IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
S BEmas B
13.00 13.20 13.40 13.60 13.80
5000 m/z 94.60 15.42%
108 189
3952 74 94 122136150163 202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74413: Pyrene, 2-methyl- B B E e
216 13.00 13.20 13.40 13.60 13.80
m/z 213.10 15.05%

5000

150163 .
S Ena R e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid, pe... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.96 3.67 ng 185393 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 86
2 1l-Heneicosanol 312 C21H440 015594-90-8 86
3 1l-Heptacosanol 396 C27H560 002004-39-9 70
4 Behenic alcohol 326 C22H460 000661-19-8 70
5 n-Tetracosanol-1 354 C24H500 000506-51-4 70

Abundance Scan 2019 (13.963 min): BF103982.D (-2016) (-) m/z 57.10 100.00%
g7 226
5000 W/\/\/\/L\ﬂ
13.60 13.80 14.00 14.20
Ol m/z 226.10 95.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
1 13.60 13.80 14.00 14.20
m/z 83.10 95.85%
29 169
ol — “. i I‘ e ‘l‘\ I\M}?\lg - ‘. L ZJI-OI ; |25|5| T —— .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 89.42%
29
0 v 167 19 238 206 294 /\M'L/\M
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol LA B o
57 |97 13.60 13.80 14.00 14.20
m/z 97.10 83.91%
5000
125
o 29 ‘l‘ | i L /153 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF031518.M Wed Mar 28 14:40:30 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benz[a]anthracene, 7-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.54 ng 128262 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 94
2 Chrvsene. 1-methvl- 242 C19H14 003351-28-8 93
3 Chrvsene. 5-methvl- 242 C19H14 003697-24-3 90
4 Chrvsene. 6-methvl- 242 C19H14 001705-85-7 89
5 Benz[a]anthracene, l-methyl- 242 C19H14 002498-77-3 89

Abundance Scan 2119 (14.551 min): BF103982.D (-2114) (-) m/z 242.10 100.00%

2

5000

119 296
ol 41 69 95 149 168 19120 259 284 313 341

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96048: Benz[a]anthracene, 7-methyl-

14.20 14.40 14.60 14.80
m/z 241.10 28.53%

5000
14.20 14.40 14.60 14.80

m/z 239.10 26.76%

119
oL 50 78 94 139 163 185202 226

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance

242
14.20 14.40 14.60 14.80
5000 m/z 243.10 22.62%
120
0 63 79 95 139 163 186202 226

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #96040: Chrysene, 5-methyl- R B
242 14.20 14.40 14.60 14.80

m/z 119.40 13.84%

5000

120 215
39 62 78 100 ) 139 163 187

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.01 ng 94068 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 83
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 56
Abundance Scan 2195 (14.998 min): BF103982.D (-2194) (-) m/z 69.05 100.00%
6o
5000
41
15 17 175 203 233254275297 323343 1460 14.80 15.00 15.20 15.40
LSS N O P 0wt Pl B i PR m/z 81.00 46.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 AL BRI BUARR U B
14,60 14.80 15.00 15.20 15.40
41 o 137 m/z 41.10 23.73%
0 L gl 347 ] 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance
69
1460 14.80 15.00 15.20 15.40
5000 m/z 95.10 15.47%
41
% 121 149
0 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol N e o
69 14.60 14.80 15.00 15.20 15.40
m/z 68.05 12.43%
5000
41
95 137
oL L, J luws  Ses B ——
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103982.D

Aca On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample : J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.57 6.56 ng 205274 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 91
Abundance Scan 2292 (15.568 min): BF103982.D (-2288) (-) m/z 252.10 100.00%
282
5000
125 15.20 15.40 15.60 15.80
224 : : : :
oL 43 69 99 157 183200 271 297 321 341360 m/z 250.05 30.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104217: Benzo[e]pyrene
252
5000

15.20 15.40 15.60 15.80
m/z 253.10 22.17%

125
oL 50 74 99 | 146 174 200 224 J
s Eaa e B R ARAARARAR LA L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
252
T TR
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.44%
126
0 39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #104227: Benz[e]acephenanthrylene L BT o e
252 15.20 15.40 15.60 15.80
m/z 126.00 13.94%
5000
126
0L39 63 83100, | 150 174 200 224 I
A LR aa T e L A LARARRARAX RIS AL L AR R REE T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103982.D

Acq On : 27 Mar 2018 20:47

Operator : JU/SJ

Sample - J2052-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M
Quant Title : 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... 2.32 2.9 ng 127160 1 6.97 868069 20.0
2-Pentanone, 4-hy... 5.22 2.9 ng 126626 1 6.97 868069 20.0
unknown6.75 6.75 70.8 ng 3071440 1 6.97 868069 20.0
2,4,6-Trimethoxya... 10.90 7.1 ng 381621 4 11.50 1079460 20.0
1,5,6,7-Tetrameth... 11.36 3.6 ng 197019 4 11.50 1079460 20.0
n-Hexadecanoic acid 12.01 3.7 ng 197751 4 11.50 1079460 20.0
4H-Cyclopenta[def... 12.12 2.8 ng 152030 4 11.50 1079460 20.0
Cyclopenta(def)ph... 12.65 2.9 ng 156414 4 11.50 1079460 20.0
11H-Benzo[b]fluorene 13.17 2.5 ng 125964 5 14.16 1009920 20.0
Pyrene, l-methyl- 13.39 3.1 ng 158021 5 14.16 1009920 20.0
Heptafluorobutyri... 13.96 3.7 ng 185393 5 14.16 1009920 20.0
Benz[a]lanthracene... 14.55 2.5 ng 128262 5 14.16 1009920 20.0
Supraene 15.00 3.0 ng 94068 6 15.70 625572 20.0
Benzo[e]pyrene 15.57 6.6 ng 205274 6 15.70 625572 20.0
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