LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11973-13 E2-B1-B2-BASE-3

ALS Vial : 49 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-BF013017.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 5.001 252 255 263 rBV 980398 1516461 34.19% 3.515%
2 5.447 291 294 296 rBVY 3534513 3571594 80.53% 8.279%
3 6.499 382 386 388 rBY 3047709 4435077 100.00% 10.281%
4 6.613 393 396 398 rBY 3707383 3699131 83.41% 8.575%
5 6.830 413 415 418 rBV 732049 953393 21.50% 2.210%
6 6.990 427 429 432 rBV 2621296 2770170 62.46% 6.422%
7 7.413 463 466 468 rBY 1740174 2189123 49.36% 5.075%
8 7.527 473 476 480 rvB2 31257 48877 1.10% 0.113%
9 8.122 526 528 531 rBY 1162316 1232061 27.78% 2.856%
10 9.208 620 623 625 rBY 3792619 3906457 88.08% 9.056%

11 9.608 655 658 659 rBvV 638935 856870 19.32% 1.986%
12 9.882 679 682 684 rBV 1451476 1288604 29.05% 2.987%
13 10.305 715 719 721 rBV2 66616 128146 2.89% 0.297%
14 10.431 728 730 732 rVB 63263 66516 1.50% 0.154%
15 10.533 735 739 742 rVB3 25066 57574 1.30% 0.133%

16 10.671 749 751 754 rBV2 1292327 1475686 33.27% 3.421%
17 10.785 759 761 767 rVB 115732 149258 3.37% 0.346%

18 10.876 767 769 772 rBV3 25136 46429 1.05% 0.108%
19 10.979 775 778 779 rBvV2 41350 58254 1.31% 0.135%
20 11.128 787 791 793 rBV2 27255 64974 1.47% 0.151%

21 11.231 797 800 802 rBv2 111226 127616 2.88% 0.296%
22 11.265 802 803 806 rvB 71141 59321 1.34% 0.138%
23 11.368 810 812 813 rBV 1184542 1062414 23.95% 2.463%
24 11.448 816 819 820 rVB 137914 169126 3.81% 0.392%
25 11.596 829 832 836 rBv3 262580 359251 8.10% 0.833%

26 11.665 836 838 840 rvv 69049 96211 2.17% 0.223%
27 11.871 854 856 857 rBV 127397 119006 2.68% 0.276%
28 11.905 857 859 861 rvv 127809 165810 3.74% 0.384%
29 11.951 861 863 864 rvv 55593 64167 1.45% 0.149%
30 11.985 864 866 870 rvB2 182222 291743 6.58% 0.676%

31 12.065 870 873 875 rBvV 81297 101476 2.29% 0.235%
32 12.168 878 882 883 rvv 84626 100893 2.27% 0.234%
33 12.202 883 885 887 rvB 42442 58782 1.33% 0.136%
34 12.351 896 898 902 rBV2 54150 102295 2.31% 0.237%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11973-13 E2-B1-B2-BASE-3

ALS Vial : 49 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.419 902 904 906 rBV 157173 187337 4.22% 0.434%

36 12.454 906 907 910 rvB2 98338 121925 2.75% 0.283%

37 12.511 910 912 916 rVB2 69717 82650 1.86% 0.192%
38 12.579 916 918 921 rBV 879046 998395 22.51% 2.314%
39 12.728 929 931 933 rBvV2 38526 67365 1.52% 0.156%

40 12.774 933 935 936 rvv 252637 251810 5.68% 0.584%

41 12.808 936 938 941 rvVv 759193 1082956 24.42% 2.510%
42 12.854 941 942 946 rVB3 61909 91862 2.07% 0.213%
43 12.957 948 951 954 rVB 2499159 2352062 53.03% 5.452%
44 13.037 955 958 960 rBVvV2 79907 138319 3.12% 0.321%
45 13.139 964 967 969 rvv 124497 187852 4.24% 0.435%

46 13.185 969 971 972 rVvV 45114 58335 1.32% 0.135%
47 13.208 972 973 974 rVV 84333 63206 1.43% 0.147%
48 13.242 974 976 980 rvB2 105373 141234 3.18% 0.327%
49 13.334 983 984 986 rBV 50127 60066 1.35% 0.139%
50 13.368 986 987 989 rBVvV2 71147 62850 1.42% 0.146%
51 13.482 995 997 999 rVvB 140085 123382 2.78% 0.286%
52 13.528 999 1001 1002 rBV 46410 72650 1.64% 0.168%
53 13.654 1010 1012 1014 rVB 92661 94941 2.14% 0.220%

54 13.757 1019 1021 1023 rBV 75867 137250 3.09% 0.318%
55 13.859 1028 1030 1032 rVB2 181725 277893 6.27% 0.644%

56 14.008 1040 1043 1048 rBV2 1046385 1943957 43.83% 4._.506%
57 14.111 1050 1052 1054 rBVZ2 59439 108606 2.45% 0.252%
58 14.168 1055 1057 1060 rBv4 58207 111705 2.52% 0.259%
59 14.397 1075 1077 1079 rBV 108684 126351 2.85% 0.293%
60 14.477 1082 1084 1087 rBV3 72353 186520 4.21% 0.432%

61 15.037 1130 1133 1137 rBV 381417 704303 15.88% 1.633%
62 15.140 1140 1142 1144 rVB 71427 78481 1.77% 0.182%
63 15.322 1156 1158 1162 rVB 151335 239808 5.41% 0.556%
64 15.391 1162 1164 1166 rVB 303222 348578 7.86% 0.808%
65 15.448 1166 1169 1175 rBV2 525430 777734 17 .54% 1.803%

66 16.865 1290 1293 1301 rVB 110477 275898 6.22% 0.640%
67 17.288 1327 1330 1336 rVB 89985 189253 4.27% 0.439%

Sum of corrected areas: 43138300
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093196.D

5.45 6/61
3500000
6.50
3000000
6.99
2500000

2000000
7.41

1500000

1000000 5.00

6.83

500000

0 A

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093196.D
9|21

3500000

3000000
12.96
2500000

2000000
9.88
1500000 10.67

8.12 11.37
1000000

500000

10.30435.

T e e B i N

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093196.D

3500000
3000000
2500000
2000000
1500000{ 1401

1000000

500000¢ 16.87  17.29

o 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:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 31.81 ng 1516460 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 255 (5.001 min): BF093196.D (-252) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 SR RS SR
4.60 4.80 500 5.20 5.40
Oy 810N 604 831 | 75910 58.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S LS UL L R
59.0 460 480 500 520 540
m/z 101.10 15.88%
31.0 ‘ 83.0 g3,01010
o+ttt e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 14 ._.70%
41.0
29.0 101.0
0"|""|""|""|"'§q9"'|'"'Zﬁq'l'gqpl""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- RE e L RRRRE B
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.92%
5000
410 101.0
A 4'0 A e Aaabr St d I [y sy sngrgsulsy vigsg
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.61 Concentration Rank 1

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

6.61 77.60 ng 3699130 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 396 (6.613 min): BF093196.D (-393) (-) m/z 132.10 100.00%
131
5000 68.1
%01 L s 620 640 b0 6B0 b0
0! T e e m/z 68.10 40.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e ke e e
410 70 m/z 134.10  33.09%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
132.0
620 640 660 6.80 7.00
5000 m/z 66.10 25.89Y%
104.0
0 270 510 %80 494
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.53%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| e e
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.81 ng 149258 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 761 (10.785 min): BF093196.D (-759) (-) m/z 57.10 100.00%
57.1
5000 851
113.1 9411 169, 2 10.40 10.60 10.80 11.00
o,,|,1|,‘,',, P raeee || m/z 43.10  73.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544; Tridecane
57.0
5000 AR UM R RIS B
85.0 1040 10.60 10.80 11.00
29.0 m/z 71.10 64 .05%
0 ‘ L ‘\ \‘ \‘ 11301410 1840
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.93%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82607: Heptadecane A o B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.11%
5000 85.0
29.0
. | M“W@mmm%mm 2400
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.40 ng 127616 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 64
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 64
4 Heptacosane 380 C27H56 000593-49-7 52
5 Hexadecane 226 C16H34 000544-76-3 52

Abundance Scan 800 (11.231 min): BF093196.D (-797) (-) m/z 57.10 100.00%

51.1

5000
113.2 141.1 182.2 302.2 11.00 11.20 11.40 11.60
(o} . m/z 43.10 72 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane
57.0
5000 LA L B L LB L L B B
85.0 11.00 11.20 11.40 11.60
29.0 m/z 71.10 58.13%
o ‘ | || 130 1410 1690 107.0 2250 253.0 282.0
P.”,””,”.q”.q”.q.”w.”..”..”..”..”..”..”.P.up.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
AL B o
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 39.14%
28.0
183.0
o 113.0 155.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73991: Dodecane, 2-methyl-6-propyl- B B maE s
57.0 11.00 11.20 11.40 11.60
m/z 41.10 31.60%
5000 85.0
140.0
o O S O Y SN B P o ititninineid
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 1-Tetradecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.60 6.76 ng 359251 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 Cvclotetradecane 196 C14H28 000295-17-0 93
4 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 90
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 90

Abundance Scan 832 (11.596 min): BF093196.D (-829) (-) m/z 55.05 100.00%

5000

11.20 11.40 11.60 11.80 12.00

0 m/z 43.10 81.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53614: 1-Tetradecene
43.
83.0
5000 TTTT TTTT TTTT TT T T TT
11. 20 11. 40 11. 60 11. 80 12. 00
111.0 m/z 57.10 78.73%
oL20 = \ | 100 1680 190
m/z--> 20 40 60 lOO 120 140 160 180 200 220
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIII
970 11.20 11.40 11.60 11.80 12.00
5000 7 m/z 83.10 75.64%
125.0
0 26.0 154. 0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53621: Cyclotetradecane T T
55.0 11. 20 11. 40 11. 60 11. 80 12. 00

m/z 69.10 69.83%

83.0
5000{ .
111.0
‘ “ I “‘ M\ I M , 1390  168.0 196.0

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.24 ng 119006 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 94
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 856 (11.871 min): BF093196.D (-854) (-) m/z 192.10 100.00%
192.1
5000
94.6 165.1 11,60 11.80 12,00 12.20
ol 400 8307 ueo 1891 m/z 191.10 58.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50626: Phenanthrene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20
m/z 189.10 31.23%
165.0
0 39.0 630 9.0 1150 1390
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11,60 11.80 12.00 12.20
5000 m/z 190.10 17.24%
165.0
oL150 390 630 830 9501150 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #50623: Phenanthrene, 1-methyl- G- Ea e RARREaS T R
192.0 11.60 11.80 12.00 12.20
m/z 193.10 17.09%
5000
165.0
0 39.0 63.0 9.0 1150 1390 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF022417\

BF093196.D

25 Feb 2017 16:50

SJ/MA

11973-13 E2-B1-B2-BASE-3
49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 Anthracene, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.91 3.12 ng 165810 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90

Abundance Scan 859 (11.905 min): BF093196.D (-857) (-) m/z 192.10 100.00%
199.1
5000
94.5 165.1 11,60 11.80 12,00 12.20
73.0 .
o 43.0 1132 1391 213.2 77 19110 50 550
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50612: Anthracene, 2-methyl-
192.0
5000
11.60 11.80 12.00 12.20
m/z 189.05 26.64%
83.0 165.0
oL150 39.0 630 7" 1150 1300 | “H
m/z--> 25 45 eb éo 160 150 150 1éo 180 260 '
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 193.10 17.28%
165.0
o 39.0 63.0 96.0 1150 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 190.10 14 .46%
5000
165.0
o 39.0 63.0 96.0 1150 1390 | ||
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 180 2(')0 ' 11.60 11.80 12.00 12.20 '
8270-BF013017.M Tue Mar 07 18:30:13 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.99 5.49 ng 291743 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 92
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 64
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
4 Methvl diselenide 190 C2H6Se2 007101-31-7 43
5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 20
Abundance Scan 866 (11.985 min): BF093196.D (-864) (-) m/z 190.10 100.00%

1

5000

11.60 11.80 12.00 12.20 12.40

218.2 243.2

o} m/z 189.10 97 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0

5000
11.60 11.80 12.00 12.20 12.40

m/z 192_.10 60.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190.0
L ma
11.60 11.80 12.00 12.20 12.40
5000 m/z 191.10 48.45%
63.0 133.0
28.0 97.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49127: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0 11.60 11.80 12.00 12.20 12.40

m/z 94.60 25.53%

5000

T I I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20 12.40

8270-BF013017.M Tue Mar 07 18:30:14 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.42 3.53 ng 187337 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 93
2 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 90
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
Abundance Scan 904 (12.419 min): BF093196.D (-902) (-) m/z 206.20 100.00%
206.2
5000
111.1 165.1 12.00 12.20 12.40 12.60 12.80
ol 1391 2242 “n/7 191.10  45.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206.0
189.0 12.00 12.20 12.40 12.60 12.80
102.0 m/z 189.10 26.43%
oL 270 510 "0 | 12201300 1650 "
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance
206.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 205.15 26.17%
189.0
101.0
oL 270 510 760 13901650
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60351: Phenanthrene, 2,3-dimethyl- L T e S
206.0 12100 12.20 12.40 12.60 12.80
m/z 55.10 25.07%
5000
89.0 183.0
o 390 630 , | | 1150 1390 1650 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1200 12.20 12.40 12.60 12.80

8270-BF013017.M Tue Mar 07 18:30:15 2017 Page: 12



Library Search Compound Report

8270-BF013017.M Tue Mar

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 unknownl2.45 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.30 ng 121925 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 42
2 Heptadecane 240 C17H36 000629-78-7 38
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 30
4 Eicosane 282 C20H42 000112-95-8 30
5 Hexadecane 226 C16H34 000544-76-3 30
Abundance Scan 907 (12.454 min): BF093196.D (-906) (-) m/z 57.10 100.00%
57.1
5000
| - 1250 1240 1260 1280
O el m/z 43.10 62.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55010: Tetradecane
57.0
5000 85.0 UL UL B I B
0.0 nmnmnmnm
: m/z 71.10 59.38%
198.0
O L X s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
" 12:20 12.40 12.60 12.80
0
5000 85.0 m/z 206.15 45 _.52%
29.0
o 1130 1410 169.0 1960 240.0
m/z--> ﬁo 45 éo éo 160 150 150 1é0 180 200 250 250
Abundance #91052: Hexadecane, 7,9-dimethyl-
57.0 12.20 12.40 12.60 12.80
m/z 85.10 42 .21%
5000 85.0
155.0
. L0 10 g 21102390
m/z--> ﬁo 45 éo éo 160 150 150 160 180 200 220 250 ' 12. 20 12. 40 12. 60 12. 80

07 18:30:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 11H-Benzo[a]fluoren-11-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.86 2.86 ng 277893 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 91
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 70
3 Pvrene. 1.3-dimethvl- 230 C18H14 064401-21-4 50
4 4-Chloro-indenoll.2-blpvridin-5-... 230 C12H7CIN20 1000294-18-6 38
5 p-Terphenyl 230 C18H14 000092-94-4 38

Abundance Scan 1030 (13.859 min): BF093196.D (-1028) (-) m/z 230.10 100.00%

230.1

5000
57.1

-

83.1 200.1
11.1 13.60 13.80 14.00 14.20

150.1 256.3283.
o 283 302 "m/z 57.10 28.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #76451: 11H-Benzo[a]fluoren-11-one
230.0
5000 LA L L L L L L LB
13. 60 13 80 14. 00 14. 20
101.0 200.0 m/z 43.10 22 .85%
0l 390, 150, | 14901740 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
230.0
R R BAEEEEmE e e
13.60 13.80 14.00 14.20
5000 202.0 m/z 200.10 21.87%

39.0 7401010 15001760

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

Abundance #76483: Pyrene, 1,3-dimethyl- e T T T e
. 13.60 13.80 14.00 14.20

m/z 55.10 21.43%

é

5000

k

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. 00 14. 20

8270-BF013017.M Tue Mar 07 18:30:16 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF022417\

Data File : BF093196.D

Aca On : 25 Feb 2017 16:50

Operator : SJ/MA

ﬁ?ggle i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.32 6.17 ng 239808 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 93
2 Benzolalpvrene 252 C20H12 000050-32-8 93
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 1158 (15.322 min): BF093196.D (-1156) (-) m/z 252.10 100.00%
25p.1
5000
125.1
431 2241 15.00 15.20 15.40 15.60
ol 890 I | 15791861 SO0 W 28913222 3761 ns7 550.10  29.37%
m/z--> 50 100 150 200 250 300 350
Abundance #89813: Perylene
252.0
5000
15.00 15.20 15.40 15.60
125.0 m/z 125.10 23 .55%
o170 500 830 | | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 253.15 18.77%
126.0
0 51.0 83.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #89820: Benzo[e]pyrene
252.0 15.00 15.20 15.40 15.60
m/z 126.10 18.00%
5000
126.0
oL 410 910 |, 1740 2240
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF013017.M Tue Mar 07 18:30:17 2017 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF022417\

Data File : BF093196.D

Acq On : 25 Feb 2017 16:50

Operator : SJ/MA

3?22'6 i 11973-13 E2-B1-B2-BASE-3
ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.00 31.8 ng 1516460 1 6.84 953393 20.0
unknown6 .61 6.61 77.6 ng 3699130 1 6.84 953393 20.0
Tridecane 10.78 2.8 ng 149258 4 11.37 1062410 20.0
Eicosane 11.23 2.4 ng 127616 4 11.37 1062410 20.0
1-Tetradecene 11.60 6.8 ng 359251 4 11.37 1062410 20.0
Phenanthrene, 2-m... 11.87 2.2 ng 119006 4 11.37 1062410 20.0
Anthracene, 2-met... 11.91 3.1 ng 165810 4 11.37 1062410 20.0
4H-Cyclopenta[def... 11.99 5.5 ng 291743 4 11.37 1062410 20.0
Phenanthrene, 3,6... 12.42 3.5 ng 187337 4 11.37 1062410 20.0
unknownl12 .45 12.45 2.3 ng 121925 4 11.37 1062410 20.0
11H-Benzo[a]fluor... 13.86 2.9 ng 277893 5 14.01 1943960 20.0
Perylene 15.32 6.2 ng 239808 6 15.45 777734 20.0
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