LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 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-BF092016.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 1.644 4 5 58 rVvB 2896107 9288864 100.00% 26.241%
2 4_.536 256 258 267 rBV 155467 194593 2.09% 0.550%
3 5.027 298 301 303 rBV 838051 1013998 10.92% 2.865%
4 6.124 395 397 405 rBV 856227 1084547 11.68% 3.064%
5 6.239 405 407 410 rVvV 1294744 1180949 12.71% 3.336%
6 6.479 425 428 430 rBV 568153 783612 8.44% 2.214%
7 6.627 439 441 444 rBV 1074769 946084 10.19% 2.673%
8 7.039 475 477 480 rBV 484789 612255 6.59% 1.730%
9 7.759 538 540 543 rBV 891122 1039171 11.19% 2.936%
10 8.833 632 634 637 rBY 1008690 1280598 13.79% 3.618%

11 9.233 668 669 672 rBvV 254682 347501 3.74% 0.982%
12 9.359 678 680 683 rBv 210983 184260 1.98% 0.521%
13 9.496 690 692 694 rBvV 937820 1083578 11.67% 3.061%
14 10.285 758 761 763 rBvV2 526939 668386 7.20% 1.888%
15 10.868 810 812 818 rVB2 53201 97599 1.05% 0.276%

16 10.971 818 821 822 rBV 934511 1150082 12.38% 3.249%
17 10.993 822 823 825 rvv 1022702 732633 7.89% 2.070%
18 11.039 825 827 829 rVB 233530 208407 2.24% 0.589%
19 11.199 840 841 846 rBV 63298 115410 1.24% 0.326%
20 11.462 862 864 866 rBvV 138397 196480 2.12% 0.555%

21 11.496 866 867 869 rvB 200634 148102 1.59% 0.418%
22 11.542 869 871 872 rBv2 78767 115512 1.24% 0.326%
23 11.576 872 874 878 rVvB2 213949 362018 3.90% 1.023%
24 11.782 889 892 895 rvB2 112968 191409 2.06% 0.541%
25 12.011 910 912 914 rBV 120531 157599 1.70% 0.445%

26 12.091 918 919 923 rVvB2 113336 116540 1.25% 0.329%
27 12.171 923 926 928 rBV 1266293 1384088 14.90% 3.910%
28 12.308 936 938 943 rBV3 88949 153474 1.65% 0.434%
29 12.388 943 945 948 rBV 1297233 1354986 14.59% 3.828%
30 12.548 957 959 962 rVvVB 1059915 976451 10.51% 2.758%

31 12.616 962 965 966 rBv2 118867 169347 1.82% 0.478%
32 12.719 969 974 976 rvB2 170185 313344 3.37% 0.885%
33 12.788 976 980 981 rBV 103040 130920 1.41% 0.370%
34 12.822 981 983 985 rBV 178781 209235 2.25% 0.591%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 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-BF092016.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.914 989 991 992 rBV 78765 97149 1.05% 0.274%

36 13.222 1015 1018 1022 rBV 149792 197611 2.13% 0.558%
37 13.325 1025 1027 1028 rBV 161849 180142 1.94% 0.509%
38 13.359 1028 1030 1032 rVVv2 93435 184461 1.99% 0.521%
39 13.428 1035 1036 1038 rVB 145160 121468 1.31% 0.343%
40 13.474 1038 1040 1044 rBVZ2 76338 157759 1.70% 0.446%

41 13.577 1046 1049 1055 rBV4 1093193 2358866 25.39% 6.664%
42 13.725 1059 1062 1064 rBV3 48409 113608 1.22% 0.321%
43 13.965 1081 1083 1084 rBV 129504 120473 1.30% 0.340%
44 14.102 1092 1095 1097 rBV4 78210 174328 1.88% 0.492%
45 14.559 1133 1135 1140 rBVY 544655 1158365 12.47% 3.272%

46 14.799 1154 1156 1159 rBV 351774 370822 3.99% 1.048%
47 14.857 1159 1161 1163 rBVY 348586 485725 5.23% 1.372%
48 14.902 1163 1165 1170 rBV2 555493 745022 8.02% 2.105%
49 15.451 1211 1213 1220 rVB4 82083 177113 1.91% 0.500%
50 15.794 1240 1243 1248 rVB4 78155 178833 1.93% 0.505%

51 16.045 1262 1265 1268 rVB2 184350 330531 3.56% 0.934%
52 16.377 1291 1294 1298 rBV 147935 254226 2.74% 0.718%

Sum of corrected areas: 35398534
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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: BF090270.D
1164

2500000
2000000
1500000
1000000 503 6.1

500000 7.04
| ﬂ€4 \

e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF090270.D

2500000
2000000

1500000 12 1712.39 s

0.9
1000000/ 7.76 8.83 9.50 07

10.28
500000

13134384

o T 37 BATEA
RS 1 78121010012 l' 15

9.23 36 1 } !
0 . ‘ N oo I 10:81() 1120 NA A A and

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090270.D

2500000
2000000
1500000

1000000 1456 14.90

500000 15.45 15791605 1638

e H—

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 6

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

4.54 4.97 ng 194593 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 258 (4.536 min): BF090270.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 S I NS
83 420 4.40 4.60 4.80
bbb e e e e e e || M7z 59.10  64.90%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBENARBESEBESSRBE SRR
420 4.40 4.60 4.80
59 m/z 101.10 24.52%
0 |?7"|""|'7}'??"??%"'|""|"“|""|"" [rrrr T
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
420 440 460 480
5000 AT m/z 58.10 16.66%
a5 159
o 23 114128 145 177199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e REE RN RS R
50 420 4.40 4.60 4.80
m/z 41.10 9.25%
5000 41
I Y (I 126 142 .
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 420 440 460 480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.24 Concentration Rank 2

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

6.24 30.14 ng 1180950 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 407 (6.239 min): BF090270.D (-405) (-) m/z 132.10 100.00%
32
5000 68
6 TTTTTTTTTT T T T T T T T T
40 54 104 6.00 6.20 6.40 6.60
0....,....:':..4.8,....,6.2.1.,....,..E.;?,..!.,....,.l.l?.,...., | | m/z 68.10 39.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 RSN UL R R
a1 o7 6.00 6.20 6.40 6.60
53 - 117 m/z 134.00 32.23%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 w8 7o 8 % 160 110 150 10 10
Abundance
132
89 o 600 620 6.40 6.60
5000 m/z 66.10 23.28%
78
31 38 4, 51
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T {L., P
132 6.00 6.20 6.40 6.60
m/z 96.10 14.98%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""Ih" T AU SRR R
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.46 3.42 ng 196480 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 864 (11.462 min): BF090270.D (-862) (-) m/z 192.10 100.00%
192
5000
82 % e e "% 1140 1160 1130
o} m/z 191.10 58.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54732: Anthracene, 1-methyl-
192
5000
11.20 11.40 11.60 11.80
83 os 165 m/z 189.10 32 .55%
15 27 3950 70 | | 115126 139 152 176 ‘M\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 193.10 17.74%
95 165
o 28 39 51 63 O3 115126 139 152 | 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192 11.20 11.40 11.60 11.80
m/z 190.10 17.54%
5000
165
oL, 15 27 39 51 63 83 96 115106 139 152 | 176 ‘M A -
m/z--> 20 40 60 8 100 120 140 160 180 200 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.50 2.58 ng 148102 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 94
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94

Abundance Scan 867 (11.496 min): BF090270.D (-866) (-) m/z 192.10 100.00%

192
5000

16
g 94 139 152 208 11.20 11,40 11.60 11.80
0 41 51 63 115 127 m/z 191.10 57.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
19
5000

11.20 11.40 11.60 11.80
m/z 189.10  28.46%

N

165
27 39 50 63 74 86 96 115126 139 152 | 176 H

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

Abundance
192
AR E iy
11.20 11.40 11.60 11.80
5000 m/z 193.10 15.35%
%6 165
ol 27 39 51 63 82 115126 139 152 176
L e B e L L B W e e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54743: Phenanthrene, 2-methy!- Ay BYASNDY B litinYon
192 11. 20 11. 40 11. 60 11. 80

m/z 190.10 13.67%

5000
165
27 30 51 63 82 94 115126139 152 | 176 |||
R e R B A

m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.01 ng 115512 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
3 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
Abundance Scan 871 (11.542 min): BF090270.D (-869) (-) m/z 192.10 100.00%
192
5000
39 51 63 02 % 115106157149 195 170 210223 11.20 11.40 1160 1180 __
o m/z 191.10 50.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.20 11.40 11.60 11.80
165 m/z 189.10 25.92%
94
o 2739 5163 8 7 115126 139 152 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
1120 11.40 11.60 11.80
5000 m/z 193.10 18.72%
82 94 165
ol 16 27 39 51 63 115126139150 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192 11.20 11.40 11.60 11.80
m/z 165.10 13.23%
5000
165
oL 2739 5163 83 9 115126 139 152 [ 176 ||
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 1120 11.40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.58 6.30 ng 362018 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
3 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 52
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 43
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 43
Abundance Scan 874 (11.576 min): BF090270.D (-872) (-) m/z 189.10 100.00%
1

5000

4

11. 20 11. 40 11. 60 11. 80
139
ol 118 127299151 m/z 190.10 93.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000

11.20 11.40 11.60 11.80

165

o4 m/z 192.10 66.67%
o 27 3950 63 8l | 110122 137150163 178
L B e B B e e AR RRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
189
I REA T R
11.20 11.40 11.60 11.80
5000 m/z 191.10 49 .84%
94
81 163
O L L o B o i e e B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-

11.20 11.40 11.60 11.80
m/z 94.60  22.19%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.33 ng 191409 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 96
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 92
3 Benzolclcinnoline 180 C12H8N2 000230-17-1 92
4 9.10-Phenanthrenedione 208 C14H802 000084-11-7 60
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 50
Abundance Scan 892 (11.782 min): BF090270.D (-889) (-) m/z 208.10 100.00%
152 180 208
5000
196 11.40 11.60 11.80 12.00 12.20
ol Jea -0k tm/z 180.10  93.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76
11.40 11.60 11.80 12.00 12.20
50 126 m/z 152.10 89.68%
0|....3|9..“..|‘...H.‘l..‘..1|0.2...|.“...|.. ‘.l....“....l. —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
180
11140 11,60 11.80 12.00 12.20
5000 m/z 151.10 42 .52%
76 152
o 39 50 93 90 102113 126 139 168
m/z--> ﬁo Jo éo 85 160 150 150 160 180 260 '
Abundance #45694: Benzo[c]cinnoline e B oo o S E e e
152 180 11.40 11.60 11.80 12.00 12.20
m/z 76.00 39.43%
5000
63 76 126
27 39 51 °° | 87 102113 | 139 ‘\ 167 |
m/z--> ﬁo Jo éo 85 160 150 150 1éo 1éo 260 ' 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.01 2.74 ng 157599 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 94
2 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 94
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
4 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 89

Abundance Scan 912 (12.011 min): BF090270.D (-910) (-) m/z 206.15 100.00%

206
5000

11.60 11.80 12.00 12.20 12.40

1
115126 139 152 165 178

01 m/z 191.10 47 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206
11.60 11.80 12.00 12.20 12.40
m/z 189.10 27 .48%
o 27 39 51 63 76 ‘\‘ H 115126139152165178 1.
s B B B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206
11.60 11.80 12.00 12.20 12.40
5000 m/z 205.15 22.94%
g 102 191
o 39 5162 115127 139 152 165 178
T B B e e S R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66266: Phenanthrene, 3,6-dimethyl- 4y . A A AR R e B
206 11. 60 1180 1200 12 20 1240

m/z 207.15 15.64%

5000 191
102
89
15 27 39 51 63 ?F || | 115126 139 152165 178 || MM

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. 00 12 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 Cyclopenta(def)phenanthrenone Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.09 2.03ng 116540  Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclopenta(defyphenanthrenone 204 C15H80 005737-13-3 94

004128-63-6 72
001591-30-6 59
004341-02-0 50

2 3.4-Biphenvldicarbonitrile 204 C14H8N2
3 I1.1"-Biphenvl1-4.4"-dicarbonitrile 204 C14H8N2
4 T1.1"-Biphenvl1-2.2"-dicarbonitrile 204 C14H8N2

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

137235-51-9 49

Abundance Scan 919 (12.091 min): BF090270.D (-918) (-) m/z 204.10 100.00%
204
5000 176 \
8 150 191 80 12.00 12.20 12.40
43 57 75 102113 127 165 11.80 12.00 12.20 12.4
0 18 Lfasr m/z 176.10 36.66%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000 |||||||||||||||||||
176 11,80 12.00 12.20 12.40
o8 m/z 205.10 18.72%
62 T | 102 1 10
S I G m e s S
miz-> 20 40 80 100 120 140 160 180 200
Abundance
204
”.,”........”,.”.
11.80 12.00 12.20 12.40
5000 m/z 206.20 15.15%
176
2939 51 63 7 88 10211, 175 138 151 165 | 189
N i
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64247: [1,1'-Biphenyl]-4,4'-dicarbonitrile
204 11.80 12.00 12.20 12.40
m/z 88.05 13.67%
5000
7 150
39 50 63 ° g7 102113 127 140 H ]
e
mz--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

8270-BF092016.-M Wed Sep 28 14:41:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.66 ng 313344 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 96
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72

Abundance Scan 974 (12.719 min): BF090270.D (-969) (-) m/z 216.20 100.00%

216

5000

=

12.40 12.60 12.80 13.00
m/z 215.10 83.63%

94108

ol 50 63 80 123138 163 233 273

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74422: 11H-Benzo[b]fluorene

:

5000
12.40 12.60 12.80 13.00
108 m/z 213.10 23.03%
0 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
R o AR
12.40 12.60 12.80 13.00
5000 m/z 217.20 18.50%
95 189
o 14 39 63 110 134149163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74424: Fluoranthene, 2-methyl- I AR Amaamas s S

216 12.40 12.60 12.80 13.00

m/z 107.90 15.11%

5000

189

49 63 77 122 139 163
e e T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl5.45 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.45 4.75 ng 177113 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehv... 191 C9H6FN30 051306-43-5 27
2 1.4-Benzenediol. 2-T(1.4.4a.5.6.... 314 C21H3002 039707-55-6 25
3 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 15
4 4-Fluoro-2-trifluromethvlbenzoic... 376 C20H28F402 1000338-49-1 14
5 2-Fluoro-3-trifluoromethylbenzoi... 376 C20H28F402 1000338-51-1 14
Abundance Scan 1213 (15.451 min): BF090270.D (-1211) (-) m/z 191.15 100.00%
191
5000 8
123 165 264
» 1 4 212 235 295314 338356 383 1520 15.40 15.60 15.80
o} m/z 81.10 54 _.31%
m/z--> 50 100 150 200 250 300 350
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191
109
5000 82 LB UL IS UL S
1520 15.40 15.60 15.80
136 m/z 95.10 53.53%
L e
OIIIu!\hlul“lIHII\IHIIIMII e e RS
m/z--> 50 100 150 200 250 300 350
Abundance
191
4l 123 U SUNILE B BRI SUM
95 15.20 15.40 15.60 15.80
5000 69 m/z 177.20 45 _44%
161 314
L L L L (L WL S
m/z--> 50 100 150 200 250 300 350
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... e RARREEE RS
191 15.20 15.40 15.60 15.80
42 m/z 123.10 39.39%
65
5000
o1 133 162
0 ']iﬁ>u ” ‘\ \ ‘IIIII T e e AR ERmaE e
m/z--> 50 100 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090270.D

Aca On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample : H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl15.79 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.79 4.80 ng 178833 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 3-Fluoro-4-trifluoromethvlbenzoi... 284 C14H8F402 1000357-93-7 38
3 Anthracene. 9-I2.2-bis(hvdroxvme... 280 C19H2002 144000-85-1 38
4 5-Fluoro-2-trifluoromethvlbenzoi... 284 C14H8F402 1000357-62-7 38

5 Silane, dimethyl(dimethyl(2,6-di... 356 C18H3603Si2 1000347-91-3 35

Abundance Scan 1243 (15.794 min): BF090270.D (-1240) (-) m/z 191.20 100.00%

5000

15.40 15.60 15.80 16.00 16.20

0 m/z 95.10 42 .21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000/ 28 B B e e
15.40 15.60 15.80 16.00 16.20
o5 135 163 m/z 81.10 33.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
R B A B
15.40 15.60 15.80 16.00 16.20
5000 m/z 123.10 32.33%
163
oL 39 65 093113 143 284
B L e o o i
m/z--> 50 100 150 200 250 300 350 400
Abundance #127698: Anthracene, 9-[2,2-bis(hydroxymethyl)-1-propyl]- R Ra e e
191 15.40 15.60 15.80 16.00 16.20
m/z 284.10 26.68%
5000
280
0 31 57 87108 139 165 || 215 48 |
T T T T e s e e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090270.D

Acq On : 27 Sep 2016 23:37

Operator : UM/SJ

Sample > H4949-09 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.54 5.0 ng 194593 1 6.48 783612 20.0
unknown6 .24 6.24 30.1 ng 1180950 1 6.48 783612 20.0
Anthracene, 1l-met... 11.46 3.4 ng 196480 4 10.97 1150080 20.0
Phenanthrene, 1-m... 11.50 2.6 ng 148102 4 10.97 1150080 20.0
Phenanthrene, 2-m... 11.54 2.0 ng 115512 4 10.97 1150080 20.0
4H-Cyclopenta[def... 11.58 6.3 ng 362018 4 10.97 1150080 20.0
9,10-Anthracenedione 11.78 3.3 ng 191409 4 10.97 1150080 20.0
Phenanthrene, 2,3... 12.01 2.7 ng 157599 4 10.97 1150080 20.0
Cyclopenta(def)ph... 12.09 2.0 ng 116540 4 10.97 1150080 20.0
11H-Benzo[b]fluorene 12.72 2.7 ng 313344 5 13.58 2358870 20.0
unknown15.45 15.45 4.8 ng 177113 6 14.90 745022 20.0
unknown15.79 15.79 4.8 ng 178833 6 14.90 745022 20.0
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