LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On > 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 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-BF083018 .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 6.678 734 738 741 rBV2 16771 19322 1.09% 0.135%
2 6.801 752 759 764 rBV9 10200 33557 1.89% 0.234%
3 6.995 788 792 806 rBV 110984 293556 16.56% 2.049%
4 7.089 806 808 814 rvv2 33356 47129 2.66% 0.329%
5 7.148 814 818 836 rVB 35960 94862 5.35% 0.662%
6 8.272 1006 1009 1035 rBV 207688 457474 25.81% 3.192%
7 9.348 1188 1192 1206 rBV 39816 87823 4 .95% 0.613%
8 9.736 1251 1258 1264 rBV 18327 23802 1.34% 0.166%
9 10.030 1304 1308 1324 rBV 453695 536257 30.25% 3.742%
10 10.836 1442 1445 1455 rBV4 17487 37372 2.11% 0.261%
11 10.995 1468 1472 1474 rBV 17520 21283 1.20% 0.149%
12 11.172 1499 1502 1506 rvv2 16116 18436 1.04% 0.129%
13 11.207 1506 1508 1512 rVvVv 18415 23994 1.35% 0.167%
14 11.254 1513 1516 1524 rVB 13816 20136 1.14% 0.141%

15 11.530 1559 1563 1565 rBV 405590 440384 24.84% 3.073%

16 11.554 1565 1567 1582 rVV 292381 533202 30.08% 3.721%

17 11.660 1582 1585 1596 rVB4 20715 56804 3.20% 0.396%
18 11.789 1602 1607 1616 rBV2 31483 84228 4._75% 0.588%
19 12.036 1645 1649 1651 rBV 16313 20472 1.15% 0.143%
20 12.066 1651 1654 1660 rVV3 26265 42675 2.41% 0.298%
21 12.148 1664 1668 1677 rBV2 61561 110373 6.23% 0.770%
22 12.330 1695 1699 1702 rBVZ2 21890 27809 1.57% 0.194%
23 12.366 1702 1705 1715 rVVv2 43560 96564 5.45% 0.674%
24 12.460 1719 1721 1727 rVB2 35043 36249 2.04% 0.253%
25 12.583 1739 1742 1745 rBV2 19187 24651 1.39% 0.172%
26 12.683 1754 1759 1766 rBV6 21213 43141 2.43% 0.301%
27 12.754 1766 1771 1781 rBV 1288113 1772707 100.00% 12.371%
28 12.907 1792 1797 1803 rVB 35732 67527 3.81% 0.471%

29 12.983 1803 1810 1816 rBV 1034161 1436498 81.03% 10.025%
30 13.113 1828 1832 1837 rBV2 141812 198705 11.21% 1.387%

31 13.201 1842 1847 1852 rVB3 42033 75349 4._.25% 0.526%
32 13.313 1857 1866 1873 rBV 142980 281067 15.86% 1.961%
33 13.377 1874 1877 1880 rBV2 119245 143563 8.10% 1.002%
34 13.507 1897 1899 1902 rBV 28102 35416 2.00% 0.247%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On > 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.542 1902 1905 1913 rVB4 44041 61839 3.49% 0.432%
36 13.618 1916 1918 1923 rVB4 24192 29165 1.65% 0.204%
37 13.736 1935 1938 1943 rBV 27248 36980 2.09% 0.258%
38 13.824 1951 1953 1962 rVB 53167 82053 4.63% 0.573%

39 13.936 1968 1972 1974 rBV 140727 166412 9.39%% 1.161%
40 13.960 1974 1976 1978 rVV 110278 120049 6.77% 0.838%

41 13.983 1978 1980 1987 rVvv3 107783 234805 13.25% 1.639%
42 14.036 1987 1989 1996 rVB 71161 110231 6.22% 0.769%
43 14.124 2001 2004 2007 rVvVv 167983 153130 8.64% 1.069%
44 14.189 2007 2015 2017 rVvv2 685056 1240380 69.97% 8.656%
45 14.212 2017 2019 2030 rVvV 720646 881576 49.73% 6.152%

46 14.295 2030 2033 2039 rvv2 100580 126888 7.16% 0.885%
47 14.607 2083 2086 2091 rVB3 71853 85283 4._.81% 0.595%
48 14.701 2100 2102 2104 rBV 37584 37909 2.14% 0.265%
49 14.930 2136 2141 2145 rBV3 64420 112954 6.37% 0.788%
50 15.277 2195 2200 2216 rVvV 541967 1329085 74.97% 9.275%

51 15.389 2217 2219 2232 rVB 46263 96314 5.43% 0.672%
52 15.607 2251 2256 2263 rVB 248827 419330 23.65% 2.926%
53 15.677 2263 2268 2274 rBV 268535 484780 27.35% 3.383%
54 15.742 2275 2279 2282 rBV 164488 235636 13.29% 1.644%
55 16.159 2347 2350 2355 rVB 74669 112509 6.35% 0.785%

56 16.706 2439 2443 2449 rBV3 53970 88844 5.01% 0.620%
57 17.353 2546 2553 2565 rBV3 182165 487794 27 .52% 3.404%
58 17.559 2584 2588 2593 rBV5 21769 46487 2.62% 0.324%

59 17.848 2632 2637 2647 rBV2 108605 306942 17.31% 2.142%

Sum of corrected areas: 14329762
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Data Path
Data File
Aca On

Sample
Misc
ALS Vial

Quant Method
Quant Title

TIC Library

Operator ; JU/SJ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\

BF108756.D
4 Sep 2018 22:11

24

J4748-06 10X

Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 11

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

7.09 3.21 ng 47129 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(l1-methv... 138 C10H18 001124-27-2 90
2 Cvclohexene. 4-methvl-1-(1-methyv... 138 C10H18 000500-00-5 83
3 Cvclohexene. 1-methvl-4-(l1-methyvy... 138 C10H18 005502-88-5 64
4 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000619-52-3 64
5 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 43

Abundance Scan 808 (7.089 min): BF108756.D (-806) (-) m/z 95.10 100.00%
811 931
67.0
5000 39.1 55.1 138.1
123.2 A
|” i || | 6.80 7.00 7.20 7.40
Obrrprrrrprrrrrrr it L L .',....,.'!..,....,....,....,....,.... m/z 81.10 83.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81.0 95.0
67.0
5000 55.0 BN I L I I
138.0 6.80 7.00 7.20 7.40
41.0 123.0 ' m/z 67.00 66.74%
X O O
O'W'”'P”'P'”I ll“ 'hﬂ' L "ﬁq“l“'h“'w'“'v'“v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16986: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95.0
8L.0 LB UL L
6.80 7.00 7.20 7.40
5000 m/z 55.10 41.81%
41.0 550 67.0 123.0 138.0
27.0 ‘ ‘ 109.0 ‘
0'W'”'P“'P'”“””I”'W”'m'”ﬂ'”'ﬁw”l”'h”'ﬁ'“'P'WP'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16979: Cyclohexene, 1-methyl-4-(1-methylethyl)- R B
95.0 6.80 7.00 7.20 7.40
m/z 138.10 37.02%
68.0
5000
27.0 55.0 81.0 138.0
123.0
90 0 Ll e
0"I""'I"'l" M""‘ IHII ‘ IIIII"‘l"l""‘l""l""I""‘IIIII rrTTyTTrTTTTET T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.15 5.01 ng 110373 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 91
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 59
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 56
4 Methvl diselenide 190 C2H6Se2 007101-31-7 55
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 1668 (12.148 min): BF108756.D (-1664) (-) m/z 190.10 100.00%
5000 $
94.5
39.0 63.1 111.0 163.0 11.80 12.00 12.20 12.40
,....,....,.”.,...m,....,..F???...“...,.- m/z 189.10 92.62%

94.0 11.80 12.00 12.20 12.40
' m/z 191.10 20.46%

0 390 630 780 \h 1100 1370 1630
I i B e L o o e e o o e o e B B B R A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
190.0

11. 80 12. 00 12 20 12.40

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
5000
T

5000 m/z 187.00 19.90%
97.0
157.0 173.0
20 A0S e B Ll
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.80 12.00 12.20 12.40
m/z 94_.50 19.70%
5000
94.0
163.0 ‘
Y NS
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 4 9,10-Anthracenedione Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.37 4.39 ng 96564 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
3 Benzolhlcinnoline 180 C12H8N2 000230-31-9 90
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 70
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 70
Abundance Scan 1706 (12.371 min): BF108756.D (-1702) (-) m/z 208.10 100.00%
180.1 208.1
152.1
5000
76.0
50.0
98.1 126.0 “ 12.00 12.20 12.40 12.60
0 SEMBNEY | BESNIS WD - m/z 180.10 89.58%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152.0 18p.0 208.0
5000 76.0
12.00 12.20 12.40 12.60
50.0 126.0 m/z 152.05 76.31%
o . , 102.0 ‘ .
R UL N SRR WAL DAL UL DAL S B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45753: 9H-Fluoren-9-one
180.0
12.00 12.20 12.40 12.60
5000 m/z 151.10 44 .11%
152.0
76.0
ol270 500 , | 980 126.0 ‘
m/z--> ﬁo 45 eb 85 160 150 150 1éo 180 260
Abundance #45695: Benzo[h]cinnoline
180.0 12.00 12.20 12.40 12.60
152.0 m/z 76.00 33.48%
5000
76.0
126.0
b RO e T
miz-> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Pyrene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.31 4.53 ng 281067 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 91
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 91
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 86

Abundance Scan 1866 (13.313 min): BF108756.D (-1857) (-) m/z 216.10 100.00%

216.1
5000

. —— e
571 ggq 1971 150.1167.0 1891 13.00 13.20 13.40 13.60

1
owﬁﬁﬁrﬂrﬁwﬁk—ﬁ—rﬁrﬁmﬁw% m/z 215.10 76.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0

5000 L e N  mmE maa
13. OO 13 20 13. 40 13 60

m/z 213.10 23.12%

95.0 189.0
ol 140 39.0 63.0 122.0139.0 163.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0

13.00 13 20 13. 40 13.60

5000 m/z 217.05 17.35%
107.0
o 39.0 630 810 , 1390 1630 1890 |/
ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl- i K L
216.0 13. 00 13 20 13. 40 13 60

m/z 107.70 12 _.52%

5000
108.0
430 630 810 | ) 1300 1630 1% |
2 S0 e 300 2630 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.68 ng 166412 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.1-d1thiophene 234 C16H10S 000239-35-0 94
2 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 91
3 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 90
4 Phenanthro(2.1-b)thiophene 234 C16H10S 000219-25-0 89
5 Anthra(2,3-b)thiophene 234 C16H10S 022108-55-0 87
Abundance Scan 1973 (13.942 min): BF108756.D (-1968) (-) m/z 234.10 100.00%
2341
5000
202.1 260 1380 1400 1420
117.0 13.60 13.80 14.00 14.20
. . 163.1
o329 0L 80 1581 1649 m/z 235.10  19.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000

13.60 13.80 14.00 14.20
m/z 202.10 12.33%

o320 630 910 17.0 1390 1630 803080
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89178: Anthra(1,2-b)thiophene
234.0
I i
13.60 13.80 14.00 14.20
5000 m/z 232.10 9.71%
117.0 189.0
ol 400 7ra0or0 | 1%01%0 12080
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89184: Benzo[b]naphtho[2,3-d]thiophene R L Bam e et
234.0 13.60 13.80 14.00 14.20
m/z 117.00 7.60%
5000 117.0
189.0
5.0 600 9 | 1%01%0 2080 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Cyclopenta[cd]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.98 3.79 ng 234805 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 62
2 Benzolahilfluoranthene 226 C18H10 000203-12-3 49
3 Anthracene. 1.8-diethvnvl- 226 C18H10 078053-58-4 28
4 Diheptvlisobutvlamine 269 C18H39N 1000310-32-0 25
5 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4 037436-39-8 9
Abundance Scan 1979 (13.977 min): BF108756.D (-1978) (-) m/z 226.10 100.00%
226.1
5000 571
a0 851 1181 141 1730 197.2 257 1 13.60 13.80 14.00 14.20
(o} f : m/z 57.10 38.16%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83067: Cyclopenta[cd]pyrene
226.0
5000 R A L B I B

13.60 13.80 14.00 14.20
m/z 224.05  30.75%

113.0
0 87.0 | 174.0 198.0 ’
T T e T e e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83068: Benzo[ghi]fluoranthene
226.0
13.60 13.80 14.00 14.20
5000 m/z 43.10 28.32%
113.0
oL 390 630 870, 150.0 174.0 198.0 ”
R e R o o o R AREEAREEEEE Sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83069: Anthracene, 1,8-diethynyl- R R ma e AR
226.0 13.60 13.80 14.00 14.20
m/z 71.10 26.85%
5000
112.0
270 500 870 ‘ 150.0 1740 2090

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 60 13 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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(cd)pyrene, 3,4-d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.05 ng 126888 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(cd)pvrene. 3.4-dihvdro- 228 C18H12 025732-74-5 55
2 Dimethvl-T4-T2-(3-methvlisoxazol... 228 C14H16N20 1000306-39-6 47
3 Benzolclphenanthrene 228 C18H12 000195-19-7 45
4 Triphenvlene 228 C18H12 000217-59-4 38
5 Chrysene 228 C18H12 000218-01-9 35
Abundance Scan 2032 (14.289 min): BF108756.D (-2030) ( ) m/z 228.10 100.00%

%

5000
14.00 14.20 14.40 14.60
143.2166.0 200.1
o m/z 227.10 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84665: Cyclopenta(cd)pyrene, 3,4-dihydro-
228.0
5000 LA L L L L L B L L
14.00 14.20 14.40 14.60
m/z 226.10 72.21%
114.0
o 87.0 150.0 174.0 200.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84431: Dimethyl-[4-[2-(3-methylisoxazol-5-yl)vinyl]phenyl...
228.0
14.00 14.20 14.40 14.60
5000 m/z 113.10 31.27%
69.0 91.0 130 1440 1740 199
Ot ettt e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84664: Benzo[c]phenanthrene I B
228.0 14.00 14.20 14.40 14.60
m/z 224.10 18.59%
5000
113.0
oL 16.0 44.0 660 88.0 150.0 174.0 200.0
- IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.39 8.17 ng 96314 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 90
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 89
3 Benzolalpvrene 252 C20H12 000050-32-8 76
4 Benzolklfluoranthene 252 C20H12 000207-08-9 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2219 (15.389 min): BF108756.D (-2217) (-) m/z 252.10 100.00%
252.1
5000
711 113.1 155.1 219.1 2820 15.00 15.20 15.40 15.60 15.80
N e m/z 250.10  32.05%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60 15.80
195.0 m/z 253.10 26.47%
0 mo7u)%o,n1m0ﬂummoﬂu)l
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104228: Benz[e]acephenanthrylene
252.0

15.00 15.20 15.40 15.60 15.80
m/z 113.05 8.06%

5000

26.0 51.0 74.0 100.0 150.0 174.0 200.0224.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104218: Benzo[a]pyrene L a L B S B S
252.0 15.00 15.20 15.40 15.60 15.80
m/z 251.10 T7.77%
5000
126.0
0 50.0 740 1000, | 14901740 20002240 ‘
R A B S e RS Ad RARRS LRSS L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.16 9.55 ng 112509 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 89
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 83
3 Tetracosane 338 C24H50 000646-31-1 74
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 2350 (16.159 min): BF108756.D (-2347) (-) m/z 57.10 100.00%
57.1
5000 g5 1
e ooz e 15180 16,00 16,20 1640
obrrrrrrretbod ol il 2080, (2002 2900 2962 12 U43 10 63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141424: Heneicosane
57.0
5000 85.0 L BN SO B B B
15. 80 16. oo 16 20 16.40
m/z 71.10 57.78%
. 290 i .|1ll3 °J14} 0169.0197.0 22502530 296 0
m/z--> 2'0 4'0 60 8|0 100 120 14'10 1('30 180 200 220 240 260 280 300 32'0 34'10
Abundance #105893: Heptadecane, 2-methyl-
43.0
15.80 16.00 16.20 16140
5000 71.0 m/z 85.10 35.77%
. 1] ‘99012701550133021102390
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 32'0 34'10
Abundance #175557: Tetracosane R mE T o R
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22 .22%
5000 85.0
290 113.0
0 J L 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16 20 16. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 13 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.71 7.54 ng 88844 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Eilcosane 282 C20H42 000112-95-8 78
3 Octacosane 394 C28H58 000630-02-4 60
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 53
5 Heneicosane 296 C21H44 000629-94-7 53

Abundance Scan 2444 (16.712 min): BF108756.D (-2439) (-) m/z 57.10 100.00%

57.1

i

5000
284.1 Tryrrrryrrrryrrrryrrorrr
142.0 197.1 237.0 16.40 16.60 16.80 17.00
0! 1 m/z 43.10 66.20%
m/z--> 50 100 150 200 250 300 350
Abundance #105885:; Octadecane
57.0
5000 LA L L L L L L LB LB |
16.40 16.60 16.80 17.00
‘ ’ m/z 71.10 53.02%
270
oL J LI40 1830 20502540
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
R I RERREEEE RS RSy
16.40 16.60 16.80 17.00
5000 m/z 85.10 45 .82%
99.0
0 2ﬂo¢ L ), 1410 1830 2250 2820 MﬂhwvhwwrWM/\MN/mvuprvu
L o o e L A o e e e B LA B e o o o S |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A E
57.0 16.40 16.60 16.80 17.00
m/z 55.10 25.67%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R e N RS
m/z--> 50 100 150 200 250 300 350 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108756.D

Aca On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 unknownl7.56 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17 .56 3.95 ng 46487 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(Diethvlamino)-3-methvlpvridol... 278 C17H18N4 1000331-84-4 43
2 Aspidospermidine. 1.2.6.7-tetrad... 278 C19H22N2 032975-46-5 38
3 Estra-1.3.5.7.9.15-hexaen-17-one... 278 C19H1802 056588-53-5 38
4 Pentacene 278 C22H14 000135-48-8 38
5 8-Methoxy-11-methyl-11H-indolo[3... 278 C17H14N202 116618-53-2 35
Abundance Scan 2588 (17.559 min): BF108756.D (-2584) (-) m/z 278.20 100.00%

5000

17.20 17.40 17.60 17.80

(o} m/z 267.10 38.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126005: 1-(Diethylamino)-3-methylpyrido[1,2-a]benzimidazo...
278.0
5000 233.0 e
17.20 17.40 17.60 17.80
194.0 m/z 81.10 37.86%
Ol 20 T4 1R .1,?:?.-%....1*?7.-.9-,1...1.,:lh..nil....‘L,..,l..,!...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126169: Aspidospermidine, 1,2,6,7-tetradehydro-, (5.alpha...
278.0

41.0 |||||||IIII|IIII|IIII|I
17.20 17.40 17.60 17.80

m/z 279.10 37.81%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126144: Estra-1,3,5,7,9,15-hexaen-17-one, 3-methoxy- A mE T e L R
278.0 17.20 17.40 17.60 17.80
m/z 276.15 37.72%
5000

550 820 1150139.0 1650  209.0235.0

i—v—v—v—v—rrv—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090418\
Data File : BF108756.D

Acq On : 4 Sep 2018 22:11

Operator : JU/SJ

Sample : J4748-06 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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]
Cyclohexane, 1-me... 7.09 3.2 ng 47129 1 7.00 293556 20.0
4H-Cyclopenta[def... 12.15 5.0 ng 110373 4 11.53 440384 20.0
9,10-Anthracenedione 12.37 4.4 ng 96564 4 11.53 440384 20.0
Pyrene, 1l-methyl- 13.31 4.5 ng 281067 5 14.19 1240380 20.0
Benzo[b]naphtho[2... 13.94 2.7 ng 166412 5 14.19 1240380 20.0
Cyclopenta[cd]pyrene 13.98 3.8 ng 234805 5 14.19 1240380 20.0
Cyclopenta(cd)pyr... 14.29 2.0 ng 126888 5 14.19 1240380 20.0
Benzo[e]pyrene 15.39 8.2 ng 96314 6 15.74 235636 20.0
Heneicosane 16.16 9.6 ng 112509 6 15.74 235636 20.0
Octadecane 16.71 7.5 ng 88844 6 15.74 235636 20.0
unknownl7 .56 17.56 4.0 ng 46487 6 15.74 235636 20.0
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