LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 4.864 240 243 249 rBV 197602 460898 3.22% 0.156%
2 5.287 277 280 282 rBVY 4656800 5207822 36.44% 1.765%
3 6.384 370 376 378 rBV2 5859296 13719822 95.99% 4.651%
4 6.476 378 384 387 rVB3 4358690 14292406 100.00% 4 .845%
5 6.636 394 398 400 rBVY 7386330 9176603 64.21% 3.111%
6 6.716 400 405 407 rBV2 7934734 11124770 77.84% 3.771%
7 6.865 413 418 421 rBV2 7168917 14252129 99.72% 4.831%
8 7.196 444 447 450 rBVY 5364569 7738627 54.15% 2.623%
9 7.265 450 453 455 rBY 3124024 3987571 27 .90% 1.352%
10 7.527 472 476 485 rVV 4206406 12321901 86.21% 4.177%

11 7.665 485 488 492 rVB3 136444 245134 1.72% 0.083%
12 7.847 502 504 507 rBV 3692560 4022903 28.15% 1.364%
13 7.927 507 511 513 rvV 5586137 8319280 58.21% 2.820%
14 7.996 513 517 520 rVB 4261784 6935061 48.52% 2.351%
15 8.110 525 527 530 rBV 2923980 3801534 26.60% 1.289%

16 8.556 563 566 568 rBV 6921307 8570935 59.97% 2.905%
17 8.705 575 579 581 rBVY 8000934 14126862 98.84% 4._.789%
18 8.785 584 586 588 rvB 251093 211539 1.48% 0.072%
19 8.979 599 603 605 rBV 5444945 7064035 49.43% 2.395%
20 9.013 605 606 608 rvv 2590033 3363525 23.53% 1.140%

21 9.059 608 610 612 rvVB 5338981 5659682 39.60% 1.919%
22 9.185 617 621 623 rvV 5799519 7989795 55.90% 2.708%
23 9.459 642 645 647 rBvV 419207 586298 4._.10% 0.199%
24 9.665 661 663 665 rBvV 381224 323555 2.26% 0.110%
25 9.722 665 668 669 rBVY 1853739 2060904 14.42% 0.699%

26 9.768 669 672 674 rVB 5119475 7843017 54.88% 2.659%
27 9.893 680 683 685 rBVY 3871065 5881929 41.15% 1.994%
28 10.168 703 707 710 rBV 4865198 5755826 40.27% 1.951%
29 10.282 713 717 719 rvV 6089872 10074082 70.49% 3.415%
30 10.373 722 725 729 rBV 107754 202377 1.42% 0.069%

31 10.511 734 737 740 rBV2 3084774 3611087 25.27% 1.224%
32 10.636 746 748 755 rVB 292712 537340 3.76% 0.182%
33 10.751 755 758 761 rvv2 3839859 4965675 34.74% 1.683%
34 11.025 779 782 784 rBV 3955121 5093361 35.64% 1.727%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 11.082 784 787 788 rVB 181017 242888 1.70% 0.082%

36 11.196 795 797 800 rvB 1370043 1835936 12.85% 0.622%
37 11.288 801 805 807 rBV 6182199 7262002 50.81% 2.462%
38 11.791 843 849 851 rBV 6338773 10237991 71.63% 3.471%
39 12.031 867 870 875 rVvB 263801 321745 2.25% 0.109%
40 12.557 914 916 919 rVB 154409 150807 1.06% 0.051%

41 12.648 920 924 927 rVB 6334370 9193256 64.32% 3.116%
42 12.785 933 936 939 rBV 4577007 4997255 34.96% 1.694%
43 13.037 955 0958 964 rVB3 76648 186756 1.31% 0.063%
44 13.265 975 978 981 rBV 4860306 5995440 41.95% 2.032%
45 13.699 1011 1016 1022 rBV3 174861 556051 3.89% 0.188%

46 13.825 1024 1027 1029 rBV2 7054372 9810320 68.64% 3.326%
47 13.871 1029 1031 1033 rVB 6229599 7310751 51.15% 2.478%
48 14.305 1067 1069 1071 rBV 193985 201157 1.41% 0.068%
49 14.442 1078 1081 1083 rBV 6926865 7905715 55.31% 2.680%
50 14.602 1091 1095 1098 rBV3 129351 258317 1.81% 0.088%

51 14.671 1098 1101 1103 rVB 539309 703603 4.92% 0.239%
52 14.831 1112 1115 1116 rBV 2832195 4061582 28.42% 1.377%
53 14.877 1116 1119 1120 rVV 4922215 8251699 57.73% 2.797%
54 14.900 1120 1121 1123 rVB 502633 407110 2.85% 0.138%
55 15.208 1145 1148 1156 rBV 998914 1450178 10.15% 0.492%

56 15.608 1180 1183 1187 rBV 279344 386424 2.70% 0.131%
57 15.711 1187 1192 1199 rBV2 46990 162359 1.14% 0.055%

58 16.043 1218 1221 1225 rVB 94742 160644 1.12% 0.054%
59 16.888 1287 1295 1299 rBV 1418330 3418911 23.92% 1.159%

Sum of corrected areas: 294997182
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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
Abundance : .
undance TIC: BF086855.D -
6.5% 6 86
6000000 6.38
7.20
5.29
6.48 253
4000000 7.8
7.26
2000000
48 || L k_J || \res
O 1 e e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance :
undance TIC: BF086855.D
8|70
8.56
10.28 11.29 11.79 12.65
6000000 9.18 ‘
% 8806 9.77
i 10.1]
12.79 13.27
8.00
4000000 9.89 10.75 1102
811 10.51
01
2000000 9.2
11.
9.46 _
; b P O L
I T T T T T T T T T T T T T I7I T T T T I T T T T T T T T T T T I T T T T T T T T I T T T T I T 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 : .
undance TIC: BF086855.D
3.83 14.44
18.87
6000000
14.88
4000000
2000000
16.89
o 143 1?{%71 16.04
i B e e e B L S e S T o L B e
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\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_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 1 Pentadecane Concentration Rank 7

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

9.66 3.14 ng 323555 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 80

Abundance Scan 663 (9.665 min): BF086855.D (-661) (-) m/z 57.10 100.00%
57.1
5000
85.1
ERS U L RN B
39 113.2 9.40 9.60 9.80 10.00
Ol 0 1812 1691 2124 0 Tn/z 43.10  83.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64573: Pentadecane
57.0
5000 BB REEEE AR SRR S
85.0 9.40 9.60 9.80 10.00
29.0 m/z 71.10 46 .07%
ot by MB0 1410 1680 2120
m/z--> ' b éo 85 160 150 150 160 180 260 250
Abundance
57.0
940 9.60 9.80 10.00
5000 m/z 41.10 40.02%
85.0
29.0
0 113.0  141.0 169.0 197.0 226.0
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance #45620: Decane, 6-ethyl-2-methyl- e e R
57.0 9.40 9.60 9.80 10.00
m/z 85.10 30.05%
5000
85.0
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.40 960 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 Benzene, 1-chloro-4-phenoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.28 97.76 ng 10074100 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-chloro-4-phenoxv- 204 C12HOCIO 007005-72-3 97
2 Benzene. 1l-chloro-3-phenoxv- 204 C12HOCIO 006452-49-9 90
3 I1.1"-Biphenvl1-2-o0l. 5-chloro- 204 C12H9CIO0 000607-12-5 53
4 T1.17-Biphenvl1-4-o0l. 4"-chloro- 204 C12H9CIO0 028034-99-3 49
5 [1,1"-Biphenyl]-4-ol, 3-chloro- 204 C12H9CIO 000092-04-6 43
Abundance Scan 717 (10.282 min): BF086855.D (-713) (-) m/z 204.10 100.00%
5000
10,00 10.20 10.40 10.60
o} m/z 141.10 58.24%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58444: Benzene, 1-chloro-4-phenoxy-
204.0
141.0
5000 o USRS SR BN B
5L.0 10.00 10.20 10.40 10.60
0
‘ 99.0115.0 169.0 m/z 206.10 34.12%
0 |2|7|'O| "‘I : .“. : I“‘N .‘.Hl‘l l‘. —r ‘I" .‘.“. T .‘l — ‘I" T l‘.‘l‘ g “. —
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
204.0
10,00 10.20 10.40 10.60
5000 141.0 m/z 77.10 33.99%
51.0 1.0 169.0
ol 280 940 1150
mz-> 20 40 60 80 100 120 140 160 180 200 A
Abundance #58449: [1,1'-Biphenyl]-2-ol, 5-chloro- et
204.0 10.00 10.20 10.40 10.60
m/z 51.05 25.05%
5000
139.0
168.0
o 630 ggo  1BY “\ | 1800 ‘\‘
mz-> 20 40 60 8 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.64 5.85 ng 537340 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 86
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 86
Abundance Scan 748 (10.636 min): BF086855.D (-746) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.1 10.40 10.60 10.80 11.00
Obrprrrrtllrs ,.."..,.‘...»',..4.,..1.‘.‘?..1..,...1.5,‘?.?.,.... e || M7z 43.10  75.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73965: Hexadecane
57.0
5000 L U LI UL U

85.0 10.40 10.60 10.80 11.00
29.0 ' m/z 71.10 51.48%

| L L | w 113.0 141.0 169.0 197.0 226.0
B —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0

10.40 10 60 10 80 11.00

5000 m/z 41.10 33.91%
85.0

o

29.0
113.0 141.0 169.0 197.0 225.0 253.0 282.0

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

Abundance #115575: Eicosane, 10-methyl- R AN BEEa T S L S

57.0 10.40 10.60 10.80 11.00
m/z 85.10 31.26%

5000 85.0
113.0 154.0
0 ‘ [N | 1830 211.0 239.0  281.0

e e e e e R o A IR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 4 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.08 2.65 ng 242888 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 78
2 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 72
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 64
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 59

Abundance Scan 787 (11.082 min): BF086855.D (-784) (-) m/z 57.10 100.00%

57.1

5000

192.1
113.1 146.1168.0 10.80 11.00 11.20 11.40

0 m/z 43.10 74 .31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane
57.0
5000 IR LS S SURBLALE B
85.0 10 80 11. OO 11. 20 11.40

290‘ m/z 71.10 52 .75%

| 1180 1410 1600 107.0 2250 2530 282.0
e R caad
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0

10.80 11. OO 11. 20 11.40

o

0
5000 85.0 m/z 85.10 38.27%
29.0
1130 3410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45555: Dodecane, 4-methyl- R e an e e
43.0 71.0 10 80 11. OO 11. 20 11. 40

m/z 41.10 31.28%

5000

99.0 141.0
150, | )0 1690

0,,,“,,, T T R R IEEE s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 9,10-Anthracenedione Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.03 3.50 ng 321745 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 96
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 60
5 1,4-Anthracenedione 208 C14H802 000635-12-1 58
Abundance Scan 870 (12.031 min): BF086855.D (-867) (-) m/z 208.10 100.00%
180.1 208.1
152.1
5000
76.1
50.1 L UL LR BN R
98.0 126.1 | | 11.80 12.00 12.20 12.40
01 B e m/z 180.10 93.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61654: 9,10-Anthracenedione
152.0  180.0 208.0
5000 76.0 IR SR SUNLRA SRR B
11.80 12.00 12.20 12.40
50.0 126.0 m/z 152.10 78.39%
ot b ao20 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152.0  180.0
11.80 12.00 12.20 12.40
5000 m/z 151.10 40.09%
76.0 126.0
o 39.0 549 102.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42770: 1H-Phenalen-1-one —rrr
180.0 11.80 12.00 12.20 12.40
152.0 m/z 76.10 31.76%
5000
76.0
280 500 | | 980 1260 | N
m/z--> 25 45 éo éo 160 150 150 1éo 180 260 11.80 12.00 12.20 12h0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 6 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .60 3.56 ng 258317 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1095 (14.602 min): BF086855.D (-1091) (-) m/z 57.10 100.00%

511
5000 ’
Jil

A
149.1 14.20 14.40 14.60 14.80 15.00
Of bbb bl ylamyy 2931 8L || M/Z 43.10  69.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane
57.0
5000

14.20 14.40 14.60 14.80 15.00
m/z 71.10 54.96%

| ‘ ‘ | F ‘1‘4‘1018302250 281.0 337.0 394.0

Ot T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10  39.13%
0 141.01830 2390581 93230
L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane N B e e
14.20 14.40 14.60 14.80 15.00
m/z 41.10 26.78%
5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14 20 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.67 9.70 ng 703603 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64
Abundance Scan 1101 (14.671 min): BF086855.D (-1098) (-) m/z 69.10 100.00%
69.1 ﬂ
5000

201 107. 137 1752 772 2733 2414 14.40 14.60 14.80 15.00

obdtu by By |y 1752 2172 2733 3414 m/z 81.10 50.22%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_r

5000
14.40 14.60 14.80 15.00
m/z 41.10 31.96%

137.0
0 290’ L[ 1070 7| 191.0 231.0 273.0 341.0 410.0
T T T T e

m/z--> 50 100 150 200 250 300 350 400
Abundance

69.0

14.40 14.60 14.80 15.00
5000 m/z 95.10 13.31%

111.0
o 29.0 149.0 1920 231.0 273.0 315.0 384.0
R = e LS
miz--> 50 100 150 200 250 300 350 400

Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... e
69.0 14. 40 14 60 14. 80 15. OO

m/z 68.10 11.26%

5000
137.0
o290 | | 07.0 |~ 191.0 231.0 273.0 341.0 410.0
A A e e e T i LA

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.61 5.33 ng 386424 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1183 (15.608 min): BF086855.D (-1180) (-) m/z 57.10 100.00%

5000

%

15.20 15.40 15.60 15.80 16.00
m/z 43.10 67.73%

o 141.2183.2225.3 281.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #162744: Hentriacontane

a1
~l
o

5000 LA L B L B L B L L L L
1520 15.40 15.60 15.80 16.00
m/z 71.10 53.78%
ol | § ‘\\d14101830225026703090351039304360
....,...,... B e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 37.50%
99.0
0l180 141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
T T T T T T T T T T e T e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane L T e e e e
15.20 15.40 15.60 15.80 16.00
m/z 55.10 22 .44%
5000

3

| 141.0183.0225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 1520 15.40 15,60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 9 1-Hentetracontanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.24 ng 162359 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 60
2 Oxirane. [(dodecvloxv)methvll- 242 C15H3002 002461-18-9 49
3 3-Hexadecanol 242 C16H340 000593-03-3 43
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 43
5 17-Pentatriacontene 491 C35H70 006971-40-0 43
Abundance Scan 1192 (15.711 min): BF086855.D (-1187) (-) m/z 43.10 100.00%
431
5000
97.1
15.40 15.60 15.80 16.00
o — 63,0208.1 m/z 59.10 66.93%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57.0
5000

11.0 15.40 15.60 15.80 16.00
m/z 58.10 62.82%
o \“L “ “koml§7Q 2230 278.0_ 3430 404.0 4600 516.0 5720
. T T T [T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 57.10 60.77%
111.0
197.0
O T T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83801: 3-Hexadecanol
59.0 15.40 15.60 15.80 16.00

m/z 55.10 50.00%

Ll Ly

9,

oA SN ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086855.D

Aca On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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 Hexatriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.04 2.22 ng 160644 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1221 (16.043 min): BF086855.D (-1218) (-) m/z 57.10 100.00%

9.1 71580 1600 16/20 16140

141.2
ol 183.2 267.1 m/z 43.10 66 .94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane
57.0

5000 R e e
1580 16. OO 16. 20 1640

m/z 71.10 54 .22%

18.0 } ‘ | F | 141.0183.0225.0 281.0323.0 379.0 421.0463.0 506.0
R e e e e e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

15.80 16.00 16.20 16.40
5000 m/z 85.10 38.79%

99.0
o 141.0183.0225.0 281.0 337.0 394.0
T I e o T LA o o o e O B N L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136481: Tetracosane

15.80 16.00 16.20 16.40
m/z 55.10 21.19%

.

141.0183.0 225.0267.0 338.0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 15. 80 16. 00 16. 20 16. 40

(=)

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051016\
Data File : BF086855.D

Acq On : 10 May 2016 12:32

Operator : UM/SJ

Sample : H2817-15

Misc :

ALS Vial : 4 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]
Pentadecane 9.66 3.1 ng 323555 3 9.72 2060900 20.0
Benzene, 1-chloro... 10.28 97.8 ng 10074100 3 9.72 2060900 20.0
Hexadecane 10.64 5.8 ng 537340 4 11.21 1835940 20.0
Eicosane 11.08 2.6 ng 242888 4 11.21 1835940 20.0
9,10-Anthracenedione 12.03 3.5 ng 321745 4 11.21 1835940 20.0
Octacosane 14.60 3.6 ng 258317 6 15.21 1450180 20.0
Squalene 14.67 9.7 ng 703603 6 15.21 1450180 20.0
Hentriacontane 15.61 5.3 ng 386424 6 15.21 1450180 20.0
1-Hentetracontanol 15.71 2.2 ng 162359 6 15.21 1450180 20.0
Hexatriacontane 16.04 2.2 ng 160644 6 15.21 1450180 20.0
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