LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

3?22'6 : H3395-13 STA-946-PL ATFORM(0-4
ALS Vial : 20 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 1.747 12 14 23 rvVB 152860 289767 7 .59% 1.126%
2 1.873 23 25 54 rVB 1964127 3819892 100.00% 14.839%
3 4.982 294 297 300 rBV 89879 132020 3.46% 0.513%
4 5.404 331 334 336 rBY 1668558 1757118 46.00% 6.826%
5 6.445 423 425 428 rVB 1530029 1456822 38.14% 5.659%
6 6.582 434 437 439 rBVY 1650517 1804043 47.23% 7.008%
7 6.810 455 457 459 rBV 859248 681868 17.85% 2.649%
8 6.970 468 471 473 rBV 1497448 1377748 36.07% 5.352%
9 7.382 504 507 509 rBV 826516 1170268 30.64% 4 .546%
10 8.102 568 570 572 rBV 943181 906359 23.73% 3.521%

11 9.176 661 664 666 rBY 1908935 1741272 45.58% 6.764%
12 9.565 696 698 700 rvB 259727 207638 5.44% 0.807%

13 9.702 708 710 713 rVB 35196 41156 1.08% 0.160%
14 9.851 720 723 724 rBV 905546 880855 23.06% 3.422%
15 10.285 759 761 763 rvVB2 56118 48196 1.26% 0.187%
16 10.388 769 770 773 rVB 44428 41778 1.09% 0.162%
17 10.628 789 791 793 rBV 878577 834901 21.86% 3.243%
18 10.754 800 802 806 rvB 75179 78906 2.07% 0.307%
19 11.325 850 852 853 rBvV 865297 740719 19.39% 2.877%
20 11.394 856 858 860 rvv 94093 99453 2.60% 0.386%
21 11.554 869 872 874 rBV 55664 66622 1.74% 0.259%
22 11.828 893 896 897 rBvV 66983 77054 2.02% 0.299%
23 11.851 897 898 900 rvv 122347 122536 3.21% 0.476%
24 11.897 900 902 903 rvv 52679 51644 1.35% 0.201%
25 11.931 903 905 910 rVvB 119115 184286 4.82% 0.716%
26 12.034 910 914 917 rBv4 37361 77477 2.03% 0.301%
27 12.137 919 923 927 rVB3 60210 114031 2.99% 0.443%
28 12.297 936 937 940 rVB 27553 40906 1.07% 0.159%
29 12.377 942 944 945 rBV 61392 76715 2.01% 0.298%
30 12.411 945 947 949 rvv2 30796 55525 1.45% 0.216%
31 12.457 949 951 953 rvB2 41874 51429 1.35% 0.200%
32 12.525 955 957 960 rVB 456452 633181 16.58% 2.460%
33 12.594 960 963 964 rBV2 24685 44504 1.17% 0.173%
34 12.628 964 966 967 rVB 47462 41787 1.09% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

3?22'6 : H3395-13 STA-946-PL ATFORM(0-4
ALS Vial : 20 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

35 12.685 967 971 973 rBV3 25850 58521 1.53% 0.227%
36 12.754 973 977 980 rBV 514992 709615 18.58% 2.757%
37 12.811 980 982 984 rvVvB2 20130 38500 1.01% 0.150%
38 12.902 988 990 993 rVB 967149 1086871 28.45% 4.222%
39 12.982 993 997 998 rBvV2 46230 75542 1.98% 0.293%
40 13.085 1002 1006 1008 rVB 102996 140542 3.68% 0.546%
41 13.154 1010 1012 1013 rVB 63049 61536 1.61% 0.239%
42 13.188 1013 1015 1016 rBV 90633 97744 2.56% 0.380%
43 13.280 1022 1023 1024 rVB 56178 38538 1.01% 0.150%
44 13.314 1024 1026 1028 rBV2 40701 39872 1.04% 0.155%
45 13.382 1030 1032 1037 rVB 61145 60458 1.58% 0.235%
46 13.485 1039 1041 1044 rBV3 37184 73686 1.93% 0.286%
47 13.588 1048 1050 1052 rVV 57019 71025 1.86% 0.276%

48 13.702 1057 1060 1061 rBV2 85374 129786 3.40% 0.504%
49 13.805 1067 1069 1073 rVvB2 112117 201597 5.28% 0.783%
50 13.954 1079 1082 1083 rBV2 770486 1186951 31.07% 4.611%

51 14.057 1089 1091 1093 rBV 48903 48692 1.27% 0.189%
52 14.960 1168 1170 1175 rBV 239113 493735 12.93% 1.918%
53 15.245 1193 1195 1198 rVB 150767 189226 4._.95% 0.735%
54 15.303 1198 1200 1203 rVV 176601 259322 6.79% 1.007%
55 15.360 1203 1205 1211 rVB2 379408 633526 16.58% 2.461%

56 16.720 1321 1324 1328 rVB2 71943 147223 3.85% 0.572%
57 17.131 1357 1360 1365 rVB 67317 150828 3.95% 0.586%

Sum of corrected areas: 25741812
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

Sample : H3395-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF087887.D
3000000

2500000

2000000l 187
5.40 58
6.49

1500000 6.97

1000000 6.81 738

500000

1.79

Kéq 4.98

R e R T L L e

T
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: BF087887.D

3000000
2500000
2000000 9.18
1500000
1000000 8.10 9.85 10.63 11.33

500000
9.56

9.70 102839 ||10.75 30 55

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: BF087887.D

3000000

2500000

2000000

1500000

13.95

1000000

500000
16.72

17.13

O T T T T T T T ]

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\BF061016\
Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

Sample : H3395-13

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

STA-946-PLATFORM(0-4

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

4.98 3.87 ng 132020 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 297 (4.982 min): BFO87887.D (-294) (-) m/z 43.05 100.00%
43
59
5000
101
83 460 4.80 5.00 5.20 5.40
Y AN | OO T | RSN NN N m/z 59.10 63.63%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR AN U LR R
460 4.80 5.00 5.20 5.40
m/z 101.10 24 .56%
o 25 3L 37 83 o3 10
I I S L I S I IR I W
m/z--> 10 40 50 70 80 90 100
Abundance
59
460 480 500 520 5.40
5000 31 43 73 m/z 58.00 17.46%
25 37 53 67 84 101
S L U S S SIS SURILILS IR IS UL B
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #8358: 2-Hexanol, 2-methyl- B B e R
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.59%
5000
31 101
0 "|'%§'|"'M“""Jjﬂj"|??Mhi"'é?'"'lﬁé"l""l""l
m/z--> 10 20 30 50 70 80 90 100 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknown6.58 Concentration Rank 2

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

6.58 52.91 ng 1804040 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 437 (6.582 min): BF087887.D (-434) (-) m/z 132.00 100.00%
32
5000
68
05 || w® s o0 ok 66 6k 750
O e L L e B B m/z 134.00 33.70%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S R R
6.20 6.40 6.60 6.80 7.00
31 51 m/z 68.10 32 .44%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 20.51%
158 189
e L S A L UL B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil s Raamm B
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.24%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.13 ng 78906 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 60
4 Octadecane 254 C18H38 000593-45-3 53
5 Heneicosane 296 C21H44 000629-94-7 53
Abundance Scan 802 (10.754 min): BF087887.D (-800) (-) m/z 57.10 100.00%
57
43
71
5000

10.40 10.60 10.80 11.00

0 m/z 43.10 74 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane
43 57
71
5000 LA L L B L L L L L L L
85 10.40 10.60 10.80 11.00
29 m/z 71.10 62.80%
s | ousenass s
T e T e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71 e e e e R ARA R
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 42.28%
99 113 140 168

154 | 183197211225239253267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48852: Dodecane, 3-methyl- M
57 10.40 10.60 10.80 11.00
m/z 41.10 33.12%
43 71
5000 85
29 155
99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Phenanthrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.08 ng 77054 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 95
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94

Abundance Scan 896 (11.828 min): BF087887.D (-893) (-) m/z 192.10 100.00%

192

5000 L\M

11,60 11.80 12.00 12.20
m/z 191.10 60.30%

395163 82 9 1190 133 150

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

Abundance #54746: Phenanthrene, 1-methyl- \/\F’L\N\N
192

5000
nmnmnmnm
m/z 189.10 33.60%

165
27 39 51 63 82 9 115127139152 | 177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
R ARAEEEEmmE L
11.60 11.80 12.00 12.20
5000 m/z 190.10 16.39%
9 165
82
o 27 39 51 63 115127139152 | 177
T T T T T T T T [T T T e [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54740: Anthracene, 1-methyl- B  EEmE e
192 11.60 11.80 12.00 12.20
m/z 193.10 16.14%
5000

82 94 165
27 3951 63 | || 115127139152 | 177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.85 3.31 ng 122536 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
Abundance Scan 898 (11.851 min): BF087887.D (-897) (-) m/z 192.10 100.00%
192
5000
1 IIIIIIIIIIIIIIAIIIII
60 83 95 11.60 11.80 12.00 12.20
o H 110 1ze13e130 m/z 191.10  56.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.10 29.02%
g2 94 176 ‘
O rrr 2, 306163 %2 | usiz6139182 | 176 [
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 16.26%
165
oL 15 27 39 51 63 83 96 195106 139152 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.10 14 .38%
5000
165
o 27 3950 63 74 85 96 115126 139152 | 176 |
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 2(')0 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.93 4.98 ng 184286 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 86
2 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 50
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 50
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 46
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 41

Abundance Scan 905 (11.931 min): BF087887.D (-903) (-) m/z 192.10 100.00%
2
5000
165 EEDUDYNEE L1 'L I 1D N AD
139150 11.60 11.80 12.00 12.20
o 110, 138 m/z 189.10  97.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000
11.60 11.80 12.00 12.20
95 m/z 190.10 91.37%
o 27 435363 74 g5 | 111122 137 150 83174 |
m/z--> 20 Jo éo 85 100 120 140 160 180 200
Abundance
192
"w"w"“l'“'l“'A?
11.60 11.80 12.00 12.20
5000 165 m/z 191.10 73.10%
o 39 51 63 82 95105115126 139 152 | 176
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54751: Phenanthrene, 4-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.70 35.42%
5000
95 165
o 51 63 8 | 125 139 152 | H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl12.03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.09 ng 77477 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 30
2 Tetracosane 338 C24H50 000646-31-1 30
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 27
4 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 27
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 27

Abundance Scan 914 (12.034 min): BF087887.D (-910) (-) m/z 57.10 100.00%

g7

5000

11.80 12.00 12.20 12.40

0 m/z 71.10 71.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57
85
5000 LIS I L L L L L L L L
11. 80 12. OO 12. 20 12. 40
0
29 113 m/z 43.10 58.49%
onwﬂnpuhﬂhﬁ”.uﬁ.”w””“”.””.”.””.”.””.“q”““”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R B B B
11.80 12.00 12.20 12.40
5000 85 m/z 167.00 54 .16%

29 113
141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124147: 2-Bromotetradecane P e
57 11.80 12.00 12.20 12.40
m/z 85.10 48.09%
85
5000
29
| ‘ U3 1m 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

8270-BF060716.M Mon

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

Sample : H3395-13

Misc :

ALS Vial : 20 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 9,10-Anthracenedione Concentration Rank 10

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

12.14 3.08 ng 114031 Phenanthrene-d10 11.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 90
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
4 9.10-Phenanthrenedione 208 C14H802 000084-11-7 53
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 53

Abundance Scan 923 (12.137 min): BF087887.D (-919) (-) m/z 208.10 100.00%
152 180 208
5000
197 11.80 12.00 12.20 12.40
(o} m/z 152.10 92 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67896: 9,10-Anthracenedione
152 180 208
5000 76 B o e e R
11.80 12.00 12.20 12.40
50 126 m/z 180.10 88.59%
L8| 90 102
I I Y i S N | NN NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152 180
11.80 12.00 12.20 12.40
5000 m/z 151.10 47 .96%
63 6 126
27 39 51 87 102113 139 167
L s S s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45753: 9H-Fluoren-9-one e
180 11.80 12.00 12.20 12.40
m/z 76.00 43.29%
5000
152
63 76
27 39 50 93 | 90 102113 126 L
e e L B
miz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40

Jun 13 18:56:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.38 2.07 ng 76715 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 91
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 90
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 89
5 1H-Indene, 2-methyl-3-phenyl- 206 C16H14 035099-60-6 89
Abundance Scan 944 (12.377 min): BF087887.D (-942) (-) m/z 206.10 100.00%
206
5000
43 55 76 89 101,13 126 139 154165178 12.00 12.20 12.40 12.60
0 m/z 191.10 54 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 NS SN U I
12.00 12.20 12.40 12.60
g9 101 m/z 189.10 28.37%
0 27 39 5163 6 | M 115 127 139 152 165 178 M‘ h“
m/z--> 25 Jo éo éo 100 150 150 1éo 1§0 260 '
Abundance
206
12.00 12.20 12.40 12.60
5000 m/z 205.10 23.71%
191
o 27 39 51 63 76 89 102115127139 152 165 178
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 260 '
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 190.10 17.47%
5000 191
o2 27 39 51 63 16 I |, 115126 139 152 165 178 h“ N
m/z--> 25 Jo éo éo 160 150 150 1éo 1§0 260 ' 12.00 12.20 12.40 12)60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.37 ng 140542 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 87
Abundance Scan 1006 (13.085 min): BF087887.D (-1002) (-) m/z 216.10 100.00%
216
5000
107 189 12.80 13.00 13.20 13.40
B U O I Sl 240 22 "m/z 215.10  80.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74411: Pyrene, 1-methyl-
216
5000
12.80 13.00 13.20 13.40
95 m/z 213.10 21.96%
189
ol14 39 63 0 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 17.46%
108
o 39 74 94 123139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: llH—Benzo[b]quorene LI L L L B L L BB
216 12.80 13.00 13.20 13.40
m/z 107 .40 15.86%
5000
108

139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\

Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

ﬁ?ggle i H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzo[b]naphtho[2,3-d]thiop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.19 ng 129786 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 95
2 Benzolblnaphthol2.1-dTthiophene 234 C16H10S 000239-35-0 94
3 Benzolblnaphtholl.2-dTthiophene 234 C16H10S 000205-43-6 90
4 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 87
5 Phenanthro(2,1-b)thiophene 234 C16H10S 000219-25-0 74
Abundance Scan 1060 (13.702 min): BF087887.D (-1057) (-) m/z 234.10 100.00%
234
5000 7
117 171 202 13.40 13.60 13.80 14.00
57
N U A B - e 203 20 s m/z 235.10  18.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89184: Benzo[b]naphtho[2,3-d]thiophene
234
rNn
5000 117 13.40 13.60 13.80 14.00
m/z 117.00 11.20%
. 5160 % | 130 163 ?9208 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance
234
13.40 13.60 13.80 14.00
5000 m/z 202.10 11.07%

189
32 63 91 M7 339 163 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89188: Benzo[b]naphtho[1,2-d]thiophene e
234 13.40 13.60 13.80 14.00
m/z 189.10 10.88%
5000

28 117
127 45 63 94, | 130 163 189508

A e —— e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061016\
Data File : BF087887.D

Aca On : 10 Jun 2016 21:17

Operator : UM/SJ

Sample : H3395-13

Misc :

ALS Vial : 20 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 Heptafluorobutyric acid, n-... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.81 3.40 ng 201597 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 90
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90

Abundance Scan 1069 (13.805 min): BF087887.D (-1067) (-) m/z 57.10 100.00%
57 83
5000 ',.A/\~_~\A~,f\vdAw——J\~J”~
N 1340 13,60 13130 1400 1420
0 m/z 83.10 88.65%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
83
5000 11 LN RIS SUNIILE B B
13.40 13.60 13.80 14.00 14.20
29 169 ., m/z 55.10 86.45%
okl L ,\h | ‘-““-1?0. A L . -
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 TTTT T T T T T T T T T
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 80.93%
29 125
0 77 154 196 224 269 320
mz-> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester LI o e o
57 g3 13.40 13.60 13.80 14.00 14.20
m/z 97.10 75.64%
5000 111
29
AEREREEN 240 368 296 gy 342
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061016\

Data File : BF087887.D

Acq On : 10 Jun 2016 21:17

Operator : UM/SJ

3?22'6 - H3395-13 STA-946-PLATFORM(0-4
ALS Vial : 20 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._.98 3.9 ng 132020 1 6.81 681868 20.0
unknown6 .58 6.58 52.9 ng 1804040 1 6.81 681868 20.0
Tridecane 10.75 2.1 ng 78906 4 11.33 740719 20.0
Phenanthrene, 1-m... 11.83 2.1 ng 77054 4 11.33 740719 20.0
Phenanthrene, 2-m... 11.85 3.3 ng 122536 4 11.33 740719 20.0
4H-Cyclopenta[def... 11.93 5.0 ng 184286 4 11.33 740719 20.0
unknown12.03 12.03 2.1 ng 77477 4 11.33 740719 20.0
9,10-Anthracenedione 12.14 3.1 ng 114031 4 11.33 740719 20.0
Phenanthrene, 2,5... 12.38 2.1 ng 76715 4 11.33 740719 20.0
Pyrene, l-methyl- 13.09 2.4 ng 140542 5 13.95 1186950 20.0
Benzo[b]naphtho[2... 13.70 2.2 ng 129786 5 13.95 1186950 20.0
Heptafluorobutyri... 13.81 3.4 ng 201597 5 13.95 1186950 20.0
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