LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 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-BF010918.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 4.928 478 483 493 rVB 179220 259401 7.32% 0.748%
2 5.334 547 552 555 rBVY 3241800 3419460 96.53% 9.859%
3 6.363 721 727 737 rVB 3082558 3527015 99.57% 10.169%
4 6.492 744 749 752 rBVY 3607532 3425166 96.69% 9.876%
5 6.716 784 787 791 rBV 1032447 914304 25.81% 2.636%
6 6.875 810 814 817 rBVY 2971940 2632051 74.30% 7 .589%
7 7.287 878 884 887 rBVY 2124811 2158938 60.95% 6.225%
8 7.998 1001 1005 1009 rBVY 1288636 1202412 33.94% 3.467%
9 8.557 1096 1100 1104 rBV 56196 47676 1.35% 0.137%
10 9.081 1183 1189 1192 rBVY 3885544 3542263 100.00% 10.213%

11 9.475 1251 1256 1259 rBV 327563 299037 8.44% 0.862%
12 9.616 1275 1280 1287 rBV 188053 159730 4_.51% 0.461%

13 9.686 1287 1292 1294 rVB 62620 48216 1.36% 0.139%
14 9.757 1299 1304 1307 rBV 1226136 1192557 33.67% 3.438%
15 10.186 1374 1377 1378 rBV2 44815 38314 1.08% 0.110%
16 10.404 1409 1414 1420 rBv4 31308 46769 1.32% 0.135%

17 10.469 1420 1425 1432 rVB 117550 119827 3.38% 0.345%
18 10.545 1432 1438 1441 rBV 1855539 1742170 49.18% 5.023%
19 10.657 1454 1457 1461 rBV3 47009 58495 1.65% 0.169%
20 11.239 1552 1556 1558 rBV 1138724 987460 27.88% 2.847%

21 11.257 1558 1559 1565 rVvVv 70596 69002 1.95% 0.199%
22 11.310 1565 1568 1571 rVB 71007 59005 1.67% 0.170%
23 11.739 1638 1641 1643 rBV 69920 61551 1.74% 0.177%
24 11.763 1643 1645 1649 rVB 72741 70484 1.99% 0.203%
25 11.845 1656 1659 1662 rBV2 94428 105232 2.97% 0.303%
26 11.869 1662 1663 1667 rVB 52456 43399 1.23% 0.125%
27 12.180 1711 1716 1719 rBV2 49548 63517 1.79% 0.183%
28 12.210 1719 1721 1724 rVV 74785 69670 1.97% 0.201%
29 12.239 1724 1726 1728 rVB 56452 43312 1.22% 0.125%
30 12.286 1728 1734 1737 rBV 194608 203828 5.75% 0.588%
31 12.322 1737 1740 1742 rVV2 83682 97087 2.74% 0.280%
32 12.369 1746 1748 1753 rBV2 62869 78101 2.20% 0.225%
33 12.445 1758 1761 1765 rVvV 223369 198829 5.61% 0.573%
34 12.539 1775 1777 1780 rVB 67254 55557 1.57% 0.160%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 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-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.616 1786 1790 1794 rBvV4 32232 52324 1.48% 0.151%

36 12.674 1796 1800 1802 rVV 391524 335814 9.48% 0.968%
37 12.698 1802 1804 1807 rVV 123140 113288 3.20% 0.327%
38 12.733 1807 1810 1813 rVB 146148 145373 4._.10% 0.419%
39 12.827 1821 1826 1829 rBV 2464392 2420921 68.34% 6.980%
40 12.892 1834 1837 1844 rBV4 94435 154504 4_36% 0.445%

41 12.986 1849 1853 1854 rBV2 73504 95736 2.70% 0.276%
42 13.110 1870 1874 1877 rVB 141941 123711 3.49% 0.357%
43 13.174 1882 1885 1887 rBV3 34473 39764 1.12% 0.115%
44 13.198 1887 1889 1892 rVV 129958 106245 3.00% 0.306%
45 13.227 1892 1894 1897 rVB 110556 96323 2.72% 0.278%
46 13.269 1897 1901 1904 rBVZ2 53612 55628 1.57% 0.160%
47 13.510 1939 1942 1947 rVB 96113 108708 3.07% 0.313%
48 13.568 1950 1952 1956 rVB 75565 71872 2.03% 0.207%
49 13.610 1956 1959 1961 rBV2 92130 109152 3.08% 0.315%
50 13.674 1968 1970 1974 rBV2 31602 57551 1.62% 0.166%

51 13.716 1974 1977 1981 rVB2 162347 178666 5.04% 0.515%
52 13.874 1998 2004 2007 rBV2 1038480 1151441 32.51% 3.320%

53 13.898 2007 2008 2010 rVB 181456 99160 2.80% 0.286%
54 13.957 2016 2018 2023 rVB4 47167 44974 1.27% 0.130%
55 14.186 2055 2057 2060 rBV3 33609 39445 1.11% 0.114%
56 14.221 2061 2063 2065 rVv2 55023 51482 1.45% 0.148%
57 14.257 2065 2069 2072 rVvV 142632 176414 4.98% 0.509%
58 14.292 2072 2075 2079 rVB 86414 78252 2.21% 0.226%
59 14.380 2088 2090 2092 rVB2 58994 49762 1.40% 0.143%

60 14.621 2129 2131 2136 rVB2 114714 136159 3.84% 0.393%

61 14.886 2173 2176 2180 rBV2 139645 224303 6.33% 0.647%
62 14.992 2191 2194 2197 rBV 51961 59564 1.68% 0.172%
63 15.174 2222 2225 2230 rVB 124983 143859 4._.06% 0.415%
64 15.233 2231 2235 2240 rBV 160040 190491 5.38% 0.549%
65 15.298 2241 2246 2249 rBV 577302 704221 19.88% 2.030%

66 16.674 2476 2480 2486 rVB2 51976 99970 2.82% 0.288%
67 17.092 2546 2551 2558 rVB2 61860 127827 3.61% 0.369%

Sum of corrected areas: 34682739
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012018\

BF102271.D

20 Jan 2018 17:41

SJ/Ju

J1228-26

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102271.D
6.49

5.33

6.36 6.87

7.29

6.72

4.93

0
Time-->

5.00

5.50

6.00

6.50

Abundance
3500000
3000000
2500000
2000000
1500000 8.00

1000000

500000

TIC: BF102271.D

12.83

10.55

9.76 11.24

%ﬁ bO.GG 11p61 1.

A
L R

0

T
Time--> 8.00

T
10.50 11.00 11.50 12.00 13.00

12.50

Abundance
3500000
3000000
2500000
2000000
1500000
1000000

500000

TIC: BF102271.D

16.67 17.09

17.00 17.50

18.00 18.50 19.00

14.50 15.00

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 3

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

4.93 5.67 ng 259401 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 483 (4.928 min): BF102271.D (-478) (-) m/z 43.00 100.00%
43
59
5000
1 460 480 500 520
o...,....,....,....','.'...,??4!,....,....,??..,...:,|....,. m/z 59.10 56.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 101.00 18.85%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 5.00 520
5000 43 m/z 58.10 14 .56%
31
15 69 87
e S S UL SULIULS SUSIILS IS IULIULS SULILS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime EEAm T e R
43 4.60 4.80 5.00 5.20
m/z 41.00 8.96%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 74.92 ng 3425170 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102271.D (-744) (-) m/z 132.00 100.00%
5000 68
40 [ 7 6 620 640 6.60 6.80
54 104 - - - -
o 1 ol A 1 el S [ m/z 68.05 39.29%
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
5000 RS RS AR S A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.75%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24 .45%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R R e

132 6.20 6.40 6.60 6.80
m/z 69.10 15.27%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.01 ng 119827 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 59
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 46
4 1.2-Propanedione. l1l-phenvl- 148 C9H802 000579-07-7 43
5 Phenylglyoxal 134 C8H602 001074-12-0 43
Abundance Scan 1425 (10.469 min): %F102271.D (-1420) (-) m/z 105.00 100.00%
105
77
5000 182
51 S | U
152 10.20 10.40 10.60 10.80
Ol BT 95 118126 mE A5l Tm/z 77.00  63.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 HSRUNLR SR BN SR
10.20 10.40 10.60 10.80
o1 m/z 182.10 51.75%
o 27 39 J 63 | 126 192 !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77
10.20 10.40 10.60 10.80
5000 m/z 51.00 26.25%
51 182
o 27 39 64 91 105115 128 139 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34635: N-Methoxy-N-methylbenzamide
105 10.20 10.40 10.60 10.80
m/z 181.00 9.09%
77
5000
51
ol 15 28 39 | 63 | 91 | 118 134 165
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.13 ng 105232 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 94
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 93
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 86
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81

Abundance Scan 1660 (11.851 min): BF102271.D (-1656) (-) m/z 192.10 100.00%

2

5000

11.60 11.80 12.00 12.20
m/z 189.10 64.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.60 11.80 12.00 12.20

m/z 191.10 64 .44%

04
m/z--> 2 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

192
11.60 11.80 12.00 12.20
5000 m/z 190.10 57.27%
95 165
39 63 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54751: Phenanthrene, 4-methyl-

11.60 11.80 12.00 12.20
m/z 165.10 20.05%

5000

95

o 125139
’ I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 4

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

12.29 4.13 ng 203828 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 98
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 97
3 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 93
4 Phenanthrene. 1.7-dimethyl- 206 C16H14 000483-87-4 93
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 93

Abundance Scan 1735 (12.292 min): BF102271.D (-1728) (-) m/z 206.10 100.00%
6
5000
12.00 12.20 12.40 12.60
01 m/z 191.05 55.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000
189 12.00 12.20 12.40 12.60
101 m/z 189.05 27.43%
b 8L 1O gm0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
e EARRRE SRR SRR
12.00 12.20 12.40 12.60
5000 m/z 205.10 21.73%
ol14 39 63 111127 149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 207.15 19.25%
5000
189
76 102
A= 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.73 2.53 ng 145373 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 94
5-(2.5-Dimethoxv-phenvl)-2H-pvra... 220 C11H12N203 1000278-26-9 64
3 2-Benzofurancarboxvlic acid. 6-m... 220 C12H1204 1000349-99-8 58
4 7-Nitro-6-methoxv-2.3-dimethvlin... 220 C11H12N203 068289-71-4 58
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 53
Abundance Scan 1809 (12.727 min): BF102271.D (-1807) (-) m/z 220.10 100.00%
0

5000

101

12.40 12.60 12.80 13.00

128 145 165

289303

0! m/z 205.10 43.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
205
5000
12.40 12.60 12.80 13.00
101 m/z 189.05 21.84%
ol 129 150165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
220
e AR B AR
12.40 12.60 12.80 13.00
5000 m/z 221.15 21.80%
205
161 177
oL 3751 76 91 119134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77080: 2-Benzofurancarboxylic acid, 6-methoxy-3-methyl-, ...
220 12.40 12.60 12.80 13.00
m/z 202.10 18.59%
189
5000
62 205
63 ‘ 133 ‘
103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.89 2.68 ng 154504 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 98
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 86
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 62

Abundance Scan 1837 (12.892 min): BF102271.D (-1834) (-) m/z 216.10 100.00%

6

5000

12.60 12.80 13.00 13.20
m/z 215.10 98.53%

o 300317
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74412: Pyrene, 1-methyl-

2

5000
12.60 12.80 13.00 13.20

m/z 213.10 23.96%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

216
12.60 12.80 13.00 13.20
5000 m/z 220.15 23.52%
108
57 139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl-

12.60 12.80 13.00 13.20
m/z 217.10 22.88%

5000

108

o 123139 163 189
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Chrysene, l1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.26 3.06 ng 176414 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l1l-methvl- 242 C19H14 003351-28-8 94
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 93
3 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 90
4 Benzlalanthracene. 1l-methvl- 242 C19H14 002498-77-3 89
5 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 89

Abundance Scan 2070 (14.263 min): BF102271.D (-2065) (-) m/z 242.10 100.00%

242

5000

120 14.00 14.20 14.40 14.60

137 160176 202 226 |l 258 281 305323

0 m/z 241.10 32.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96037: Chrysene, 1-methyl-
242

5000
14.00 14.20 14.40 14.60

m/z 239.10 32.11%

120
139 163 186202 226

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
242
14.00 14.20 14.40 14.60
5000 m/z 243.10 18.93%
119
ol 50 7894 139 163 185202 226
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96045: Triphenylene, 2-methyl- B BEEEE Ba R e
242 14.00 14.20 14.40 14.60
m/z 240.05 17.03%
5000
121
139 163 185200 226

44 63 87 106
- TTT I TTr T TrTT Tr T I Trri1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.87 ng 136159 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Octanamide 143 C8H17NO 000629-01-6 64
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
5 Octadecanamide 283 C18H37NO 000124-26-5 53
Abundance Scan 2131 (14.621 min): BF102271.D (-2129) (-) m/z 59.00 100.00%
5000
4
8 11 157 1440 14.60 14.80 15.00
137 193 214231 324 : : :
ol aipuiga | A74209 210200 201 213292 53432 "m/z 72.05  61.64%
m/z--> 50 100 150 200 250 300
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 R B S SO B
14.40 14.60 14.80 15.00
81 m/z 55.05 43.58%
o) 18 H L, mﬁ u\¥%6‘ 154 184 221238 264281
m/z--> 50 100 150 200 250 300 '
Abundance
59
1440 14.60 14.80 15.00
5000 m/z 43.10 35.24%
41
oL 18 79 97 128 45166184 5?2’
m/z--> 50 100 150 200 250 300 '
Abundance #20317: Octanamide RS EmmEs o L
50 14.40 14.60 14.80 15.00
m/z 41.05 30.47%
5000
4 86
m/z--> 50 100 150 200 250 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102271.D

Aca On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample : J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.17 4.09 ng 143859 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 90
4 Benzolalovrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2224 (15.168 min): BF102271.D (-2222) (-) m/z 252.10 100.00%
252
5000
126
14.80 15.00 15.20 15.40
157 224
o356 .8 1‘?9.". ol ABO198 A% L 269291318 336356 | /5705005 | 29.53%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
126 m/z 253.10 24 _48%
oL 41 6380 100M \H‘ 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.80 15.00 15.20 1540
5000 m/z 126.00 20.22%
126
ol26 51 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104213:Perylene L LI L L L BN B
252 14.80 15.00 15.20 15.40
m/z 125.05 18.31%
5000
126
oL 39 63 84 105 ” 150 174 200 224 .H
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF010918.M Mon Jan 22 12:32:14 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102271.D

Acq On : 20 Jan 2018 17:41

Operator : SJ/JU

Sample - J1228-26

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4 .93 5.7 ng 259401 1 6.72 914304 20.0
unknown6 .49 6.49 74.9 ng 3425170 1 6.72 914304 20.0
Benzophenone 10.47 2.0 ng 119827 3 9.75 1192560 20.0
Phenanthrene, 2-m... 11.85 2.1 ng 105232 4 11.24 987460 20.0
Phenanthrene, 2,5... 12.29 4.1 ng 203828 4 11.24 987460 20.0
Phenanthrene, 2,3... 12.73 2.5 ng 145373 5 13.87 1151440 20.0
Pyrene, 1l-methyl- 12.89 2.7 ng 154504 5 13.87 1151440 20.0
Chrysene, 1-methyl- 14.26 3.1 ng 176414 5 13.87 1151440 20.0
9-Octadecenamide, ... 14.62 3.9 ng 136159 6 15.30 704221 20.0
Benzo[e]pyrene 15.17 4.1 ng 143859 6 15.30 704221 20.0
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