LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 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-BF060716.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 1.758 14 15 24 rVB 93186 169465 6.78% 0.507%
2 1.884 24 26 38 rVB 1634897 2500671 100.00% 7.488%
3 4.993 295 298 302 rBV 82946 99730 3.99% 0.299%
4 5.416 332 335 337 rVB 1355023 1243154 49.71% 3.722%
5 6.456 423 426 428 rBVY 1323986 1224619 48.97% 3.667%
6 6.593 435 438 440 rBV 1464027 1377115 55.07% 4.124%
7 6.822 456 458 461 rBV 762913 787211 31.48% 2.357%
8 6.982 469 472 474 rBV 1292783 1055323 42.20% 3.160%
9 7.393 505 508 510 rBV 586721 802512 32.09% 2.403%
10 8.113 568 571 572 rBVY 1411582 1193948 47.75% 3.575%
11 8.136 572 573 575 rVB 71440 50167 2.01% 0.150%
12 8.822 631 633 635 rBV 53014 44092 1.76% 0.132%
13 8.925 640 642 644 rBB 46861 38208 1.53% 0.114%
14 9.187 663 665 668 rVB 1112289 1406026 56.23% 4.210%
15 9.450 686 688 691 rBV 23293 29746 1.19% 0.089%
16 9.530 692 695 696 rBV 44449 46043 1.84% 0.138%
17 9.587 698 700 702 rVB 154865 122106 4 .88% 0.366%
18 9.725 710 712 714 rBV 55969 48482 1.94% 0.145%

19 9.873 722 725 726 rBV 1233990 1214412 48.56% 3.636%
20 9.896 726 727 729 rVB 162978 192350 7.69% 0.576%

21 10.068 740 742 744 rVB 111271 116173 4._.65% 0.348%

22 10.273 758 760 762 rBV2 16034 31737 1.27% 0.095%
23 10.410 771 772 775 rVB 181317 185685 7.43% 0.556%
24 10.479 775 778 779 rBV 36738 50953 2.04% 0.153%
25 10.548 781 784 785 rvv2 21083 40194 1.61% 0.120%
26 10.570 785 786 789 rVB 61437 57680 2.31% 0.173%
27 10.650 791 793 796 rBV2 624661 783349 31.33% 2.346%
28 10.788 802 805 808 rvB 34348 52866 2.11% 0.158%
29 10.959 817 820 824 rBV3 58372 117601 4._.70% 0.352%
30 11.039 824 827 829 rvVB2 17853 37487 1.50% 0.112%
31 11.096 829 832 836 rBv2 33078 102881 4.11% 0.308%
32 11.153 836 837 840 rVvB 59779 57565 2.30% 0.172%
33 11.211 840 842 843 rBV 38943 69477 2.78% 0.208%

34 11.245 843 845 852 rvB2 94490 126454 5.06% 0.379%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.359 852 855 856 rBvV 851879 1318918 52.74% 3.949%

36 11.382 856 857 859 rvv 1658392 1175593 47.01% 3.520%
37 11.428 859 861 863 rvv 493141 412791 16.51% 1.236%

38 11.462 863 864 866 rvB 44912 35214 1.41% 0.105%
39 11.588 871 875 876 rBv2 82392 130897 5.23% 0.392%
40 11.656 879 881 882 rBV 40969 38465 1.54% 0.115%

41 11.851 896 898 900 rBV 131877 205076 8.20% 0.614%
42 11.885 900 901 903 rVvB 242195 176687 7.07% 0.529%
43 11.931 903 905 906 rBvV 123261 113566 4._.54% 0.340%
44 11.965 906 908 912 rVvB2 320676 437769 17.51% 1.311%

45 12.056 913 916 920 rBv4 25692 67330 2.69% 0.202%
46 12.148 923 924 928 rVB2 126395 214194 8.57% 0.641%
47 12.296 935 937 939 rBV 39786 52516 2.10% 0.157%
48 12.399 944 946 948 rBV 70265 109363 4._.37% 0.327%
49 12.445 948 950 952 rvv2 54403 94590 3.78% 0.283%
50 12.491 952 954 957 rvB2 70340 97526 3.90% 0.292%

51 12.571 958 961 963 rVB 1648508 1661789 66.45% 4_.976%
52 12.628 963 966 967 rBV2 35855 59078 2.36% 0.177%
53 12.719 970 974 977 rBV3 55550 149452 5.98% 0.448%
54 12.799 977 981 983 rBV2 1197496 1733937 69.34% 5.192%
55 12.845 983 985 988 rvB2 68439 98554 3.94% 0.295%

56 12.914 988 991 992 rBV 106952 130397 5.21% 0.390%
57 12.936 992 993 996 rVB 799728 1079174 43.16% 3.231%
58 13.016 996 1000 1001 rBV2 99079 148860 5.95% 0.446%
59 13.119 1004 1009 1011 rVB2 223178 323981 12.96% 0.970%
60 13.188 1013 1015 1016 rBV 192173 154511 6.18% 0.463%

61 13.222 1016 1018 1020 rVvVv 160664 173814 6.95% 0.520%

62 13.314 1024 1026 1028 rBV 68518 55024 2.20% 0.165%
63 13.348 1028 1029 1031 rVB2 74068 60503 2.42% 0.181%
64 13.416 1034 1035 1038 rBV3 28949 39516 1.58% 0.118%

65 13.531 1041 1045 1050 rBv4 45186 177961 7.12% 0.533%

66 13.622 1050 1053 1056 rBVZ2 87952 146971 5.88% 0.440%
67 13.736 1060 1063 1064 rBV 114573 153274 6.13% 0.459%
68 13.771 1064 1066 1067 rVvVv 106927 150840 6.03% 0.452%
69 13.828 1070 1071 1075 rVB2 56979 116410 4.66% 0.349%
70 13.988 1082 1085 1090 rBV2 1167293 2318360 92.71% 6.942%

71 14.091 1092 1094 1096 rBVZ2 79795 121837 4._.87% 0.365%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.182 1100 1102 1103 rBV2 36794 57516 2.30% 0.172%
73 14.217 1103 1105 1107 rVB2 50364 67681 2.71% 0.203%
74 14.377 1115 1119 1121 rBV 132855 202763 8.11% 0.607%
75 14.411 1121 1122 1124 rVV 73729 60175 2.41% 0.180%
76 14.468 1125 1127 1128 rVV 68808 74829 2.99% 0.224%
77 14.525 1128 1132 1133 rVB4 50542 125480 5.02% 0.376%
78 14.674 1143 1145 1147 rBV2 46021 72606 2.90% 0.217%

79 15.017 1172 1175 1179 rBV 439963 965580 38.61% 2.891%
80 15.108 1182 1183 1185 rVB 95905 111306 4._.45% 0.333%

81 15.302 1197 1200 1203 rVB 245474 354184 14.16% 1.061%
82 15.359 1203 1205 1208 rBV 369247 467718 18.70% 1.400%
83 15.428 1208 1211 1212 rBV 461546 705216 28.20% 2.112%
84 15.565 1221 1223 1227 rBV4 32189 78082 3.12% 0.234%
85 16.514 1304 1306 1312 rVB3 50684 105699 4.23% 0.316%

86 16.811 1329 1332 1336 rVB2 144274 296386 11.85% 0.887%
87 17.223 1365 1368 1375 rBV 104147 240781 9.63% 0.721%

88 17.451 1385 1388 1391 rVB 25732 52527 2.10% 0.157%
89 19.360 1551 1555 1563 rVB2 34885 147970 5.92% 0.443%

Sum of corrected areas: 33396719
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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:\HPCHEM1I\BNA F\DATA\BF060816\

BF087823.D

8 Jun 2016 21:47

UM/SsJ

H3379-12 2X

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

1.7§

TIC: BF087823.D

1.88

6.59
6.46
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Time-->

A
LA B B B B B R | T T T

3.50
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T
4.50
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3000000

2500000
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1500000
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Time-->

TIC: BF087823.D

11.38 12.57

8.11

D.O 10.
20070 5

10.00

8.50 12.50

13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087823.D

13.99

19.36

Or——
Time-->

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.99 2.53 ng 99730 1,4-Dichlorobenzene-d4 6.82
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 298 (4.993 min): BF087823.D (-295) (-) m/z 43.00 100.00%
43
59
5000
101 ISR B U
460 4.80 5.00 5.20 5.40
83
...,....,....,....','::..??.-rl,....,....,.~...,...:,....,....,....,....,...., m/z 59.10 63.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR SRS UL LS
460 480 500 520 540
m/z 101.10 23.98%
"'I”"I'”'?%'”I'"W""I”"I'”'Ig?”lg?"ﬁ%"P"'l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.00 16.17%
68
50 126 142
WWWTWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A RARman s
43 460 4.80 5.00 5.20 5.40
m/z 41.10 10.00%
5000
101
15 31 502 69 86
I A 0 S 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.59 Concentration Rank 2

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

6.59 34.99 ng 1377120 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 438 (6.593 min): BF087823.D (-435) (-) m/z 132.00 100.00%
5000
68
40 % 620 640 6.60 6.80 7.00
54 75 104 . . . . .
S i -0 - W S [ N m/z 68.10 35.50%
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 AR SR RN LS R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.36%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 22.83%
41 97
53 2 117
34 60 89 105 124
mﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.19%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 3.11 ng 205076 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 95
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
Abundance Scan 898 (11.851 min): BF087823.D (-896) (-) m/z 192.10 100.00%
192
5000
94 165 C e T
82 11.60 11.80 12.00 12.20
63
39 51 115126 130120 209 m/z 191.10  57.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192 M
5000 LRI SIS BN I ---
1160 11.80 12.00 12.20
165 m/z 189.10 30.79%
27 39 51 63 8 %' 115156130152 | 176
m/z--> 20 40 60 80 100 120 140 1éo 1§o 200
Abundance
192
1160 11. 8'0' 12.00 12.20
5000 m/z 193.10 18.19%
165
27 39 50 63 74 g5 96 115126 139152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl- BUPIDA-VI OV B A= N
192 1160 11.80 12.00 12.20
m/z 190.10 16.39%
5000
15 27 39 51 63 8 9 115196139 150 | 176 ‘M\
m/z--> 20 40 60 80 100 120 140 1éo 1§o 200 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Phenanthrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.88 2.68 ng 176687 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
Abundance Scan 901 (11.885 min): BF087823.D (-900) (-) m/z 192.10 100.00%
192
5000
165 11,60 11.80 12.00 12.20
94 181
i3 63 82 A0 110 125 139192 | Sl 208 1 7z 191.10  55.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 ||||AJ\M

11.60 11.80 12.00 12.20
m/z 189.10  28.21%

165
27 39 50 63 74 86 96 115126 139 152 | 176 ‘w‘ Aﬁ\
L m s A = B

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

192

11.60 11.80 12.00 12.20
5000 m/z 193.10 16.68%

165
27 39 51 63 82 94 115196 139 152 176

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

Abundance #54736: Anthracene, 2-methyl- ...,./\.\./".‘,....,....,....

192 11.60 11.80 12.00 12.20
m/z 190.10 14 .04%

5000
165
2839 51 63 82 % 115106 139 152 1°176 i

e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.96 6.64 ng 437769 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 53
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 25
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 25

Abundance Scan 908 (11.965 min): BF087823.D (-906) (-) m/z 189.05 100.00%
149
5000
94
63 81 165 11.60 11.80 12.00 12.20
o2 B 20 L il 1122 139150 176 . 210 1 sz 190.05  97.96%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 .,....,fA.. NSRRI
o4 11.60 11.80 12.00 12.20
m/z 192.10 44 .59%
27 3050 63 8 | 110122 137 150 163 178 |
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 260 '
Abundance
190
® 146 R UL SR U DU I
11.60 11.80 12.00 12.20
5000 82 m/z 191.10 39.88%
117
57
162
35 69 92 107 = 130 172
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
9 190 11.60 11.80 12.00 12.20
m/z 94.50 27.03%
51 91
77
5000 65 115 133 161
105
‘ ‘ 147 175
‘\IH H ““.‘ I‘H |.‘M...|‘...‘.|..‘..|....| Rl s e
m/z--> m 4 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Naphthalene, 2-phenyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.15  3.25ng 214194  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Naphthalene. 2-phenvl- 204 Cl16H12 000612-94-2 93

034373-96-1 91
005672-97-9 83
006572-60-7 81
000605-02-7 70

2 9.10-Bis(bromomethyl)anthracene 362 C16H12Br2
3 5.16I17.2"1:8.13I1"".2""1-Dibenz... 408 C32H24
4 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12
5 Naphthalene, 1-phenyl- 204 Cl6H12

Abundance Scan 924 (12.148 min): BF087823.D (-923) (-) m/z 204.10 100.00%
204
5000
101
51 /6 126 150 176 11.80 12.00 12.20 12.40
L L e o B B m/z 202.10 37.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64594: Naphthalene, 2-phenyl-
204
5000 T T T LI L B L B
11. 80 12. 00 12.20 12.40
101 m/z 203.05 31.25%
%mﬁwmmmw
-t —t 17
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
11.80 12.00 12.20 12.40
5000 m/z 205.10 16.88%
101
27 51 76 126149 176 283 364
e e T
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #215197: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy... R e e S
204 11.80 12.00 12.20 12.40
m/z 101.00 16.25%
5000
39 63 101 155 152176 313 408 A
e e T e e
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.79 ng 323981 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 95
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 94
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1009 (13.119 min): BF087823.D (-1004) (-) m/z 216.10 100.00%
216
5000
107 189 12.80 13.00 13.20 13.40
39 51 63 81 122 137150163176 7201 234 m/z 215.10 84 _19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74424: Fluoranthene, 2-methyl-
216
5000
12.80 13.00 13.20 13.40
g5 108 m/z 213.10 21.84%
5163 8L | | 122135 1501631769202 L
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.71%
g4 107
28 50 63 81 122 139151163176189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 107.60 16.48%
5000
95 108 189
14 27 50 63 82 | " 122134 150163175 | 201 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4
R.T. EstConc Area Relative to ISTD R.T.
15.30 10.04 ng 354184 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1200 (15.302 min): BF087823.D (-1197) (-) m/z 252.10 100.00%
252
5000
51 74 99 115 159177 198 224 272 295315 342 365 12.00.15:20 1540 1560
e A A il m/z 250.10 28.95%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 19.79%

50 74 99 i M 146 174 200 224 |
B e e o
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 14.81%
125
17 39 74 99 150 174 200 224
L e e S T e
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene B I Ll
252 15.00 15.20 15.40 15.60
m/z 126.00 12.32%
5000
126
26 51 74 1°°u ﬂ 150 174 200 224
LA B L L L B LI LI BB B I T AL I B L _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl5.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.21 ng 78082 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hv... 296 C18H3203 1000298-98-4 30
2 Androst-5-en-4-one 272 C19H280 013583-72-7 15
3 Quinoxaline. 6-(3-nitrobenzvlide... 278 C15H10N402 302800-55-1 15
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 15
5 4-Butyl-5-(3-methylbutyl)-6-(1-m... 262 C17H2602 1000306-51-4 11
Abundance Scan 1223 (15.565 min): BF087823.D (- 1221) ) m/z 191.10 100.00%
191 278
55 153
79
5000 123 057
217 238 208316 355 Cp ey
178 15.20 15.40 15.60 15.80
‘ m/z 95.10 95 _.52%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
55 81 191
5000 LR DAL DL UL BRI B
236 mmmmmmmm
m/z 81.10 94.48%
LD LJM,M,ﬂhJj,m“,J”M“,;,,” e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
» 149 272
95 UL SRR SRR SR I
77 15.20 15.40 15.60 15.80
5000 m/z 278.10 88.05%

124
239
175 201

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

Abundance #125689: Quinoxaline, 6-(3-nitrobenzylidenamino)-

75 278 15.20 15.40 15.60 15.80

102 m/z 109.10 70.58%
50 129
5000
156 231
177 205 ‘

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15. 40 15. 60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 _beta.-iso-Methyl ionone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.51 3.00 ng 105699 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
4 3-Fluoro-4-trifluoromethvlbenzoi... 284 C14H8F402 1000357-93-7 38
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 37
Abundance Scan 1306 (16.514 min): BF087823.D (-1304) (-) m/z 191.15 100.00%
191
5000 95
a1, 09 123 163 L —
218 I I I I 1
4 39 258 284301 oo 16.20 16.40 16.60 16.80
m/z 95.10 45.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 UL AR SRR
16.20 16.40 16.60 16.80
135 163 m/z 81.10 26 .90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

F

191

16.20 16.40 16.60 16.80

5000 57 m/z 69.10  25.34%

107 149
a1 8l 133 173

B L L B L L L L L R B R R RN RN RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen R R e R B
191 16.20 16.40 16.60 16.80

m/z 55.10 25.13%

5000

123 149

27 “ U Ll \‘ \L \‘\ \\1715 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087823.D

Aca On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample : H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 16 1,2:4,5-Dibenzopyrene Concentration Rank 7

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

19.36 4.20 ng 147970 Perylene-di12 15.43

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 76
2 1.2.9.10-Dibenzopvrene 302 C24H14 000191-30-0 70
3 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 68
4 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 64
5 Indeno[1,2,3-fg]naphthacene 302 C24H14 000203-11-2 59

Abundance Scan 1555 (19.360 min): BF087823.D (-1551) (-) m/z 302.10 100.00%
2
5000 ///q\\\}//\L
S
a1 2 81 99 123 187205 247 276 328 19.00 19.20  19.40
m/z 151.00 26.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146696: 1,2:4,5-Dibenzopyrene
302
5000 ||||||||||||
150 11900 19.20  19.40
m/z 300.10 26.67%
100 124, 248 274
e e R Rt [Riea taan
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
302
e
19.00 19.20 19.40
5000 m/z 303.10 26 .57%
150
17 39 75 100 124 185 223 248 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146695: 3,4:8,9-Dibenzopyrene L e e
302 19.00 19.20 19.40
m/z 150.05 21.81%
5000
151
51 74 101 125, A 168 108 224 248 274 || “’W[va\/—\\A
T TR T TR T [ R T [T S e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19,00 1920  19.40

8270-BF060716.M Thu Jun 09 18:16:05 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060816\
Data File : BF087823.D

Acq On : 8 Jun 2016 21:47

Operator : UM/SJ

Sample - H3379-12 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.99 2.5 ng 99730 1 6.82 787211 20.0
unknown6 .59 6.59 35.0 ng 1377120 1 6.82 787211 20.0
Phenanthrene, 2-m... 11.85 3.1 ng 205076 4 11.36 1318920 20.0
Phenanthrene, 1-m... 11.88 2.7 ng 176687 4 11.36 1318920 20.0
4H-Cyclopenta[def... 11.96 6.6 ng 437769 4 11.36 1318920 20.0
Naphthalene, 2-ph... 12.15 3.3 ng 214194 4 11.36 1318920 20.0
Fluoranthene, 2-m... 13.12 2.8 ng 323981 5 14.00 2318360 20.0
Benzo[e]pyrene 15.30 10.0 ng 354184 6 15.43 705216 20.0
unknownl15.57 15.57 2.2 ng 78082 6 15.43 705216 20.0
-beta.-iso-Methyl... 16.51 3.0 ng 105699 6 15.43 705216 20.0
1,2:4,5-Dibenzopy... 19.36 4.2 ng 147970 6 15.43 705216 20.0
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