LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 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-BF050916.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 1.735 11 13 62 rvB 3362169 7024551 100.00% 23.496%
2 4.719 272 274 287 rBV 61991 117849 1.68% 0.394%
3 5.187 313 315 329 rBVY 1472439 1794884 25.55% 6.004%
4 6.273 408 410 417 rBV 1946729 1924039 27.39% 6.436%
5 6.376 417 419 422 rBV 1967627 1800957 25.64% 6.024%
6 6.604 436 439 445 rVB 639496 585648 8.34% 1.959%
7 6.765 450 453 455 rBV 1021428 1330883 18.95% 4._.452%
8 7.176 487 489 495 rBV 1211872 1142692 16.27% 3.822%
9 7.896 549 552 554 rBV 763977 731835 10.42% 2.448%
10 8.970 644 646 649 rBVY 1969722 1718997 24._.47% 5.750%
11 9.370 680 681 684 rBV 116120 133454 1.90% 0.446%
12 9.508 690 693 695 rVB 77271 76530 1.09% 0.256%
13 9.588 698 700 702 rBV 105176 84846 1.21% 0.284%
14 9.645 702 705 707 rBV 726967 695322 9.90% 2.326%
15 10.091 742 744 745 rVB 63903 84604 1.20% 0.283%

16 10.433 771 774 776 rBV 862611 917699 13.06% 3.070%
17 10.559 783 785 789 rVB 103945 126606 1.80% 0.423%
18 10.742 798 801 806 rBvV2 23961 73699 1.05% 0.247%
19 11.005 822 824 830 rvB2 55780 98605 1.40% 0.330%
20 11.119 832 834 835 rBV 701688 615645 8.76% 2.059%

21 11.199 838 841 843 rvVv 120534 139926 1.99% 0.468%

22 11.622 875 878 879 rBvV 96969 97411 1.39% 0.326%
23 11.668 879 882 883 rvv2 84432 165716 2.36% 0.554%
24 11.691 883 884 886 rvv 58466 77201 1.10% 0.258%
25 11.725 886 887 893 rVvB 144724 258419 3.68% 0.864%
26 11.919 901 904 905 rBV 63363 73087 1.04% 0.244%
27 12.171 923 926 927 rBV 82985 93565 1.33% 0.313%
28 12.205 927 929 932 rVB3 52041 83655 1.19% 0.280%
29 12.331 938 940 942 rBV 1104710 1103810 15.71% 3.692%
30 12.422 947 948 949 rBV 97084 71378 1.02% 0.239%
31 12.548 956 959 962 rBV2 685545 1040044 14.81% 3.479%
32 12.605 962 964 967 rvVvB2 41751 70871 1.01% 0.237%
33 12.674 968 970 971 rBV 70656 84272 1.20% 0.282%

34 12.708 971 973 975 rVB 1100076 1245131 17.73% 4.165%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.777 976 979 981 rBV2 90988 155146 2.21% 0.519%

36 12.879 985 988 990 rBV 178896 280768 4._00% 0.939%
37 12.948 992 994 996 rBV 182901 177702 2.53% 0.594%
38 12.982 996 997 1001 rVB 116748 134983 1.92% 0.452%
39 13.497 1040 1042 1043 rBV2 91739 117924 1.68% 0.394%
40 13.748 1061 1064 1068 rBV2 829287 1641107 23.36% 5.489%

41 14.754 1149 1152 1158 rBVY 320146 752415 10.71% 2.517%
42 15.062 1177 1179 1182 rBV 305857 386922 5.51% 1.294%
43 15.120 1182 1184 1190 rVB2 339477 565603 8.05% 1.892%

Sum of corrected areas: 29896401
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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\BF051616\
BF0O87080.D

16 May 2016 14:39

UM/SJ

H2968-07 2X

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1|74

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087080.D

5.19
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6.5738

7.18

Ot——
Time-->

D
L B |

I
4.50 5.00

T
2.00

2.50

3.00

3.50

4.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Or——

7.90

TIC: BF087080.D

8.97

10.43
9.64

9.39 5y 10560 74 11.0

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Or——

TIC: BF087080.D

14.75 13982

13.75

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\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7

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

4.72 4.02 ng 117849 1,4-Dichlorobenzene-d4 6.60
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 274 (4.719 min): BF087080.D (-272) (-) m/z 43.10 100.00%
431
5000 59.1
mo 10 ah 1k k0 st
Y 1 USRSV .. NN NN m/z 59.10 45.66%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I U
59.0 440 460 480 500
m/z 58.05 11.85%
31.0 ‘ 830 o30 1010
O T T e e o T L T e e
mz-> 20 30 40 50 60 70 8 9 100
Abundance
43.0
440 460 4.80 500
5000 57.0 m/z 101.10 11.26%
29.0
101.0
78.0
S L S UL LIS SR SIS FUL LI BUR B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl- B e
43.0 440 4.60 4.80 5.00
m/z 41.10 8.21%
5000
29.0 ‘ 55.0 83.0 98.0
U L SR L S SIS S SIS SR SR IR SN R LR
m/z--> 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.38 Concentration Rank 2

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

6.38 61.50 ng 1800960 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 419 (6.376 min): BF087080.D (-417) (-) m/z 132.10 100.00%
13p.1
5000 68.1
Gloaa || 9 J S0 650 o0 6k ok
0 OSSO I .2 S | m/z 68.10 50.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ENAEBE R SRR SRR
6.00 6.20 6.40 6.60 6.80
310 510 m/z 66.05 35.17%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.0 640 6.60 6.80
5000 97.0 m/z 134.00 32.28%
70.0
31.0
0 44.0 116.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e L M o
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.25%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 14

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

9.59 2.44 ng 84846 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 700 (9.588 min): BF087080.D (-698) (-) m/z 57.05 100.00%
57.0
5000
85.0
113.1 920 9.40 9.60 9.80 10.00
(o} m/z 43.05 88.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0

5000 e S R
920 9.40 9.60 9.80 10.00

29.0 ‘ 850 m/z 71.10 49.39%
Ll

Dl ‘ 113.0 141.0 169.0 197.0 226.0
e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
510 /\«/\V\,\

9.20 9.40 9.60 9.80 10.00

o

5000 m/z 41.10 45.18%
85.0
29.0
o 113.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane R e R R R R R
57.0 920 940 960 980 1000

m/z 85.05 29.05%

5000
85.0
29.0
| ‘\ h Iy 1180 1410 169.0 282.0
[ SNTVES NP M -5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.56 4_.11 ng 126606 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Eicosane 282 C20H42 000112-95-8 74
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 68
4 Octadecane 254 C18H38 000593-45-3 64
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 785 (10.559 min): BF087080.D (-783) (-) m/z 57.10 100.00%
57.1
5000
1131 1401 169.2 10,20 10.40 10.60 10.80
Ob e m/z 43.10 79.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45542: Tridecane
57.0
5000 U AR SRR R B
29.0 85.0 1020 10.40 10.60 1080
m/z 71.10 50.26%
s % b 6 B0 100 'iéc')' '1'216' 160 '1'86' 200 220 240 260 280
Abundance
57.0
10,20 10.40 10.60 10.80
5000 m/z 41.10 38.85%

85.0
29.0
113.0 1410 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36165: Undecane, 2-methyl- R e EEaE L
43.0 10.20 10.40 10.60 10.80
m/z 85.10 32.79%
71.0
5000
99.0 127.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9-Methoxyfluorene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.39 ng 73699 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methoxvfluorene 196 C14H120 019126-15-9 58
2 Perimidine., 2-ethvl- 196 C13H12N2 028478-13-9 43
3 Phenol. 3-(2-phenvlethenvl)-. (E)- 196 C14H120 017861-18-6 38
4 Pvridine. 2-T2-(4-aminophenviet... 196 C13H12N2 001694-46-8 38
5 8-Dimethylaminonaphthalene-1-car... 196 C13H12N2 128644-69-9 38
Abundance Scan 801 (10.742 min): BF087080.D (-798) (-) m/z 196.10 100.00%
165.1 196.1
180.1
5000 57.1
43.1 71.1
85.0 151.1
115.1 10.40 10.60 10.80 11.00
o} m/z 165.10 84 .05%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #53567: 9-Methoxyfluorene
165.0
196.0
5000 AU AR UGS
181.0 10.40 10.60 10.80 11.00

m/z 195.10 81.79%
51.0 760 9109 1150 137, 015ﬂ [ | |

Ot el lll
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
196.0
10.40 10.60 10.80 11.00
5000 m/z 180.10 55.35%
168.0
98.0 113.0 140.0
390 630 g ' 154.0 182.0
o) NI MW+ AN MM [N NS AN B |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #53597: Phenol, 3-(2-phenylethenyl)-, (E)-
196.0 10.40 10.60 10.80 11.00
m/z 57.10 47 .45%
5000
165.0
0 \ 63\'0 | 8.0 M50 1390 \ ]ﬁ\lo |
N A R [ ! | bduinc s A A e
m/z--> 40 60 80 100 120 140 160 180 200 10. 40 10 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.16 ng 97411 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
Abundance Scan 878 (11.622 min): BF087080.D (-875) (-) m/z 192.10 100.00%
1
5000 M
11,40 11.60 11.80 12.00
0 m/z 191.10 59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192.0
5000 LR BN B UL R
1140 11.60 11.80 12.00
165.0 m/z 189.10 33.50%
o 390 630 9.0 1150 1390 | |
miz--> % 40 € 80 100 10 1o 160 180 200
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 190.10 17.49%
83.0
165.0
0L 15.0 39.0 630 99.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50614: Anthracene, 9-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 193.10 16.49%
5000
o 30.0 630 799 J 115.0 139.0 1§0 ‘M
m/z--> 20 4'0 60 80 100 120 140 160 15';0 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 5.38 ng 165716 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Butyraldehyde, semicarbazone 129 C5H11N30 013183-21-6 50
Abundance Scan 882 (11.668 min): BF087080.D (-879) (-) m/z 43.10 100.00%
431
60.0
5000 ﬂvﬁ¢g~Ay4v,vﬂ\~vfkw~’v~”
83.1 129.1 R AR DU SN B
101.1 157.1 1852 2132 11.40 11.60 11.80 12.00
0 m/z 60.00 80.38%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #46617: Undecanoic acid
60.0
43.0
5000
11.40 11.60 11.80 12.00
85.0 129.0 m/z 41.10 79.87%
L 157.0 186.0
ol 260 | \\H MH WEELIN ‘ , \, o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60.0
41.0 A BRI DU SN B
11.40 11.60 11.80 12.00
5000 m/z 73.00 74.28%
129.0
87.0
ol 240 112.0 155.0172.0
USRI SURILIL SULILN IUR LSS UL SN S S SR B B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #56047: Dodecanoic acid AP
73.0 11.40 11.60 11.80 12.00
m/z 57.10 70.21%
43.0
5000
129.0
1570 200.0
| AN
oL 280l L M Al L | ueso | R
m/z--> 20 40 60 100 120 140 160 180 200 220 11.40 11.60 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Anthracene, 1l-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.51 ng 77201 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 94
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
Abundance Scan 884 (11.691 min): BF087080.D (-883) (-) m/z 192.10 100.00%
19p.1
5000
200 630 824 1100 1310 &t 224.1 11.40 11.60 11.80 12.00
01 : : ' m/z 191.10 52.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50617: Anthracene, 1-methyl-
192.0
5000 R BRI B N I
11.40 11.60 11.80 12.00
82.0 165.0 m/z 189.05 25.71%
oL 180 390 630 | | 1150 1390 ‘\ ‘M
m/z--> 20 40 eb éo 100 120 140 160 180 200 220
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 82.40 18.63%
96.0
. 390 630 11501390 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50612: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 193.10 18.62%
5000
165.0
o150 300 630 B30 mso 1300 ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.73 8.40 ng 258419 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 Methvl diselenide 190 C2H6Se2 007101-31-7 38
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 35
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 18
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 18

Abundance Scan 887 (11.725 min): BF087080.D (-886) (-) m/z 189.10 100.00%
18p.1
5000 )\/\J\ M/\A
165.1 UL SN UL BN
63.0 11.40 11.60 11.80 12.00
39.0 113.1  139.1 .
| 2241 'm/z 190.10  91.04%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.40 11.60 11.80 12.00
' m/z 192.10 58.19%
oL 390 630 | 1100 1370 1630 |/
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
93.0 190.0
11140 11.60 11.80 12.00
5000 1730 m/z 191.10 46.72%
109.0
76.0 1560
S I S UL L B S B R B S N
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50616: Anthracene, 1-methyl- AT e T
192.0 11.40 11.60 11.80 12.00
m/z 94.50 36.59%
5000
165.0
40 630 oo %0 1150 100 | |
mz-> 20 40 60 80 100 120 140 160 180 200 220 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Phenylnaphthalene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.37 ng 73087 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlnaphthalene 204 C16H12 035465-71-5 93
2 5.160I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 80
3 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 76
4 Naphthalene. 1l-phenvl- 204 C16H12 000605-02-7 64
5 [1,1"-Biphenyl]-2-o0l, 5-chloro- 204 C12H9cCIO 000607-12-5 58
Abundance Scan 904 (11.919 min): BF087080.D (-901) (-) m/z 204.10 100.00%
204.1
5000
504 01044 11.60 11.80 12.00 12.20
: : e m/z 202.10 35.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58952: 2-Phenylnaphthalene
204.0
/
5000 U A SRR SUNLIN SR
11.60 11.80 12.00 12.20
101.0 m/z 203.10 28.03%
280 630 , ) 1500
mz-> 50 100 150 200 250 300 350 400
Abundance
204.0
A RARAE RS RARRA RS
11.60 11.80 12.00 12.20
5000 m/z 205.10 15.75%
39.0 gg.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #58962: Naphthalene, 2-phenyl- e P
204.0 11.60 11.80 12.00 12.20
m/z 101.00 10.70%
5000
101.0
0 5:!'\q | l J N 159'0 .
m/z--> 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,10-Dimethylanthracene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.17 3.04 ng 93565 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 96
2 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 95
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 94
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 91
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 90

Abundance Scan 926 (12.171 min): BF087080.D (-923) (-) m/z 206.15 100.00%

2

5000

11.80 12.00 12.20 12.40
m/z 191.10 46.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60342: 9,10-Dimethylanthracene

5000

11,80 12.00 12.20 12.40
m/z 189.10 28.82%

89.0
39.0 63.0 127.0152.0 178

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

Abundance
206.0
11.80 12.00 12.20 12.40
5000 m/z 205.10 23.31%
101.0
0l27.0 510 760 139,0 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60351: Phenanthrene, 2,3-dimethyl- AR RREEE A
206.0 11.80 12.00 12.20 12.40
m/z 207.15 15.98%
5000
89.0
ol 390 630 | 1115013001650 | |
e LR A T R aaaas ey A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12. OO 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl2.21 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.21 2.72 ng 83655 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 43
2 2-Phenvlnaphthalene 204 C16H12 035465-71-5 38
3 5.16I17.271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 38
4 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 38
5 [1,1"-Biphenyl]-4-o0l, 4"-chloro- 204 C12H9CIO 028034-99-3 27
Abundance Scan 929 (12.205 min): BF087080.D (-927) (-) m/z 204.10 100.00%
04.1
5000
101.1
55.1 154.1 26,2 11.80 12.00 12.20 12.40 12.60
0! A o e B m/z 189.10 94 .04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77580: 6-Phenylbenzocyclohepten-7-one
204.0
5000
11.80 12.00 12.20 12.40 12.60
101.0 m/z 206.20 60.70%
| e300 1500 | owg
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
11.80 12.00 12.20 12.40 12.60
5000 m/z 202.10 50.17%
101.0
28.0 63.0 150.0
mz-> 50 100 150 200 250 300 350 400
Abundance #158148: 5,16[1',21:8,13[1",2"]-Dibenzenodibenzo[a,g]cy...
204.0 11.80 12.00 12.20 12.40 12.60
m/z 203.10 43.03%
5000
39.0 9.0 101.0 1520 313.0 408.0
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 18 Fluoranthene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.88 3.42 ng 280768 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene., 2-methvl- 216 C17H12 033543-31-6 96
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 94
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 93
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 91

Abundance Scan 988 (12.879 min): BFO8708O D (-985) (-) m/z 216.10 100.00%

216.

5000

107.8
189.1

12.60 12.80 13.00 13.20
m/z 215.10 81.84%

139.1163.1 251.3276.2 302.3326.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67037: Fluoranthene, 2-methyl-
216.0

5000
12.60 12.80 13.00 13.20

m/z 213.10 21.63%

108.0
ol 390 740 | 139.0163.0 1890 |
A ARa B e R L R na
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
216.0
R Al A AR Eem e
12.60 12.80 13.00 13.20
5000 m/z 107 .80 17 .95%
108.0
63.0 163.0189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #67030: 11H-Benzo[b]fluorene e
216.0 12.60 12.80 13.00 13.20

m/z 217.10 17.61%

5000

107.0

50.0 81.0 139.0163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087080.D

Aca On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 11H-Benzo[a]fluorene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.95 2.17 ng 177702 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 64
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
Abundance Scan 994 (12.948 min): BF087080.D (-992) (-) m/z 216.10 100.00%
216.1
5000
107.4
57.1 189.1 12.60 12.80 13.00 13.20
ol 81.1 139.1163.1 2421 2873 3233 n/7z 215.10  94.18%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67033: 11H-Benzo[a]fluorene
216.0
5000
108.0 12.60 12.80 13.00 13.20
m/z 213.10 22 .82%
5l 500 810, | 137016301890
m/z--> &&%@m@mmmmmmmﬁmm
Abundance
216.0
1260 12.80 13.00 13.20
5000 m/z 107 .40 19.21%
108.0
57.0 139.0163.0189.0

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

Abundance #67036: Fluoranthene, 2-methyl- R e
. 12.60 12.80 13.00 13.20

m/z 217.10 16.18%

5000

51.0 810

139.0163.0 189-0
- T TTTrT L TT 1T TTTrT I T
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12160 12/80 13.00 1320
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051616\
Data File : BF087080.D

Acq On : 16 May 2016 14:39

Operator : UM/SJ

Sample : H2968-07 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 4.0 ng 117849 1 6.60 585648 20.0
unknown6 .38 6.38 61.5 ng 1800960 1 6.60 585648 20.0
Hexadecane 9.59 2.4 ng 84846 3 9.64 695322 20.0
Tridecane 10.56 4.1 ng 126606 4 11.12 615645 20.0
9-Methoxyfluorene 10.74 2.4 ng 73699 4 11.12 615645 20.0
Phenanthrene, 1-m... 11.62 3.2 ng 97411 4 11.12 615645 20.0
Undecanoic acid 11.67 5.4 ng 165716 4 11.12 615645 20.0
Anthracene, 1-met... 11.69 2.5 ng 77201 4 11.12 615645 20.0
4H-Cyclopenta[def... 11.73 8.4 ng 258419 4 11.12 615645 20.0
2-Phenylnaphthalene 11.92 2.4 ng 73087 4 11.12 615645 20.0
9,10-Dimethylanth... 12.17 3.0 ng 93565 4 11.12 615645 20.0
unknownl2.21 12.21 2.7 ng 83655 4 11.12 615645 20.0
Fluoranthene, 2-m... 12.88 3.4 ng 280768 5 13.75 1641110 20.0
11H-Benzo[a]fluorene 12.95 2.2 ng 177702 5 13.75 1641110 20.0
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