LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 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-BF042716.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 4.921 246 248 256 rBV 155285 259988 5.65% 0.537%
2 5.344 282 285 287 rBVY 4172365 4174884 90.74% 8.626%
3 6.396 374 377 379 rBVY 4138963 4520285 98.25% 9.340%
4 6.521 385 388 390 rBVY 4590541 4601014 100.00% 9.506%
5 6.750 406 408 413 rBV 1433976 1313355 28.54% 2.714%
6 6.910 419 422 424 rBV 3420677 3456280 75.12% 7.141%
7 7.322 455 458 460 rBVY 2848641 3025890 65.77% 6.252%
8 7.424 464 467 474 rVB2 48571 121766 2.65% 0.252%
9 8.042 518 521 523 rBVY 1524310 1661168 36.10% 3.432%
10 9.116 612 615 618 rBY 4453389 4146531 90.12% 8.567%

11 9.516 648 650 652 rBvY 369913 389092 8.46% 0.804%
12 9.733 667 669 671 rBvY 162826 132057 2.87% 0.273%
13 9.790 671 674 676 rBV 1931640 1719818 37.38% 3.553%
14 10.236 711 713 714 rVB 150065 177235 3.85% 0.366%
15 10.328 720 721 725 rVB4 24222 48449 1.05% 0.100%

16 10.442 728 731 733 rBV2 81018 141548 3.08% 0.292%
17 10.579 740 743 745 rBV 2343956 2519614 54.76% 5.206%
18 10.705 752 754 758 rVB 262664 317494 6.90% 0.656%

19 10.842 764 766 768 rvB2 36088 55356 1.20% 0.114%
20 10.876 768 769 773 rBv4 39333 97277 2.11% 0.201%
21 10.933 773 774 777 rBV3 27734 49647 1.08% 0.103%
22 11.151 789 793 794 rBV 157458 177139 3.85% 0.366%
23 11.173 794 795 799 rVB 40554 59027 1.28% 0.122%

24 11.265 801 803 807 rvv2 1081496 1640380 35.65% 3.389%
25 11.345 807 810 812 rVB3 74024 125034 2.72% 0.258%

26 11.505 821 824 828 rBV 42567 89787 1.95% 0.186%
27 11.573 828 830 835 rvB 58688 79058 1.72% 0.163%
28 11.813 848 851 853 rBvV 841668 827942 17.99% 1.711%
29 11.882 855 857 862 rvB2 89376 147169 3.20% 0.304%
30 12.088 871 875 879 rBv2 59423 104283 2.27% 0.215%

31 12.476 907 909 912 rBV 781638 743050 16.15% 1.535%
32 12.591 918 919 926 rBV3 214654 399491 8.68% 0.825%
33 12.705 926 929 931 rVvVv 638596 700157 15.22% 1.447%
34 12.739 931 932 936 rvVvB2 61562 110899 2.41% 0.229%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 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-BF042716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.854 940 942 945 rVV 2631634 2874418 62.47% 5.939%

36 12.922 946 948 950 rvB2 34465 56673 1.23% 0.117%
37 13.036 957 958 960 rVvB 61021 46204 1.00% 0.095%
38 13.094 961 963 965 rvv2 63149 90992 1.98% 0.188%
39 13.139 965 967 968 rBV 48654 54654 1.19% 0.113%
40 13.436 991 993 995 rBV2 43334 51948 1.13% 0.107%
41 13.539 1000 1002 1005 rBVZ2 38966 76024 1.65% 0.157%
42 13.654 1009 1012 1013 rBV2 49065 90981 1.98% 0.188%

43 13.768 1019 1022 1030 rBV2 371617 733024 15.93% 1.515%
44 13.905 1030 1034 1041 rBV2 1059195 2018968 43.88% 4.171%
45 14.008 1041 1043 1044 rBY 72624 69826 1.52% 0.144%

46 14.408 1074 1078 1082 rBV5 78408 253688 5.51% 0.524%
47 14.659 1099 1100 1106 rBV2 145324 213900 4._.65% 0.442%
48 14.911 1119 1122 1126 rBVY 286779 631058 13.72% 1.304%
49 14.991 1127 1129 1131 rVV3 117037 156291 3.40% 0.323%
50 15.185 1143 1146 1148 rVB 172773 235684 5.12% 0.487%

51 15.242 1148 1151 1154 rVV 204885 323227 7.03% 0.668%
52 15.300 1154 1156 1165 rVB 738892 1152532 25.05% 2.381%
53 15.734 1192 1194 1197 rBV 214263 307197 6.68% 0.635%
54 16.625 1269 1272 1273 rBV 84187 142988 3.11% 0.295%
55 16.671 1273 1276 1279 rVB 252968 448953 9.76% 0.928%

56 17.025 1304 1307 1314 rVB 98807 237711 5.17% 0.491%

Sum of corrected areas: 48399105
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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: BF086649.D

6152
5.34 6.40

4000000
6.91

3000000 7.32

2000000
6.75

1000000

4}.32 | 7.42

e T R M R 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: BF086649.D

4000000

3000000 12.85
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2000000 9.79
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T
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Abundance TIC: BF086649.D
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2000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 7

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

4.92 3.96 ng 259988 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 248 (4.921 min): BF086649.D (-246) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.1 LB ARN £ Eon
4.60 4.80 5.00 5.20
il SO 88 | "m/z 59.10 48.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L UL R
59.0 460 480 500 520
m/z 58.10 14.18%
\?1‘.0 L L 83.0 101.0
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43.0
460 480 500 520
5000 m/z 101.10 13.02%
58.0
150 579 72.0 100.0
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #222: Butane R R
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.40%
5000 29.0
150 \‘\ T
R I I UL UL I I IV UL A B DR SARDE SRS U SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.52 Concentration Rank 1

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

6.52 70.07 ng 4601010 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.521 min): BF086649.D (-385) (-) m/z 132.10 100.00%
13p.1
5000 68.0
©0 so || oW 5 om0 ok) ohy
o R 1 SO 11 P -1 B .2 | N m/z 68.05 47.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 SR SRR R LR
6.20 6.40 6.60 6.80
70.0 m/z 134.10 33.47%
310 440
| ! \‘ | 86.0 I 116.0 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 550 on0 b0 6k
5000 ' m/z 66.05 33.15%
31.0 51.0
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14012: 1H-Benzimidazole, 2-methyl- e R RaR R
132.0 6.20 6.40 6.60 6.80

m/z 69.10 19.80%

5000

63.0
52.0 92.0 104.0
150 27.0 390 520 "y 770 FEF Y 170 )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.24 2.06 ng 177235 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 78
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 713 (10.236 min): BF086649.D (-711) (-) m/z 57.10 100.00%
5%.1
5000
85.1
3900 ‘ 113.1 10.00 10.20 10.40 10.60
. ..|,..":.,....",...'.,.~..1.41.2...16?.9. e M/Z 43.10  73.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 RN RN BRI BRI B
85.0 mmmmmmmm
29.0 m/z 71.10 49.61%
\‘ A \ o 113.0 141 0 169 0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
"' 10,00 10.20 1040 10.60
0
5000 g5.0 m/z 85.10 35.52%
29.0
113.0 141 0 169 0 212.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #45544: Tridecane LI L L L L L L
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.62%
5000
85.0
29.0
\‘ ‘\ H oy I 113 0 141 0 184 0
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.87 ng 317494 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 91
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 754 (10.705 min): BF086649.D (-752) (-) m/z 57.10 100.00%
51.1
5000
85.1
113.1140.1 168.1 10.40 10.60 10.80 11.00
,...-.,I.'.'.‘.J, e i e o8 || m/z 43.10  75.15%
m/z--> 0 50 100 150 200 250 300
Abundance #45540: Tridecane
57.0
5000 AU SR
10.40 10.60 10.80 11.00
29.0 85.0 m/z 71.10 51.91%
‘\ i ‘\ \‘ ‘\‘ \\11301410 184.0
m/z--> 6 §o 160 1%0 260 2éo 360
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 41.10 36.07%
85.0
29.0
113.0141.0169.0197.0 226.0
m/z--> 6 §0 160 1%0 200 2éo 360
Abundance #45560: Dodecane, 2-methyl- s e R ERE m
43.0 10.40 10.60 10.80 11.00
m/z 85.10 33.55%
5000 10
99.0 141.0
20 |l 1, [,
m/z--> 0 50 100 150 200 250 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.15 2.16 ng 177139 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 793 (11.151 min): BF086649.D (-789) (-) m/z 57.10 100.00%

51.1

5000

8

10.80 11.00 11.20 11.40
m/z 43.10 77.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 |||||||||||||||||||
85.0 10.80 11.00 11.20 11.40
29.0 m/z 71.10 51.27%
| L | 130 1410 1690 282.0
T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
I I BEERN R E
10.80 11.00 11.20 11.40
5000 m/z 41.10 38.40%
85.0
29.0

113.0 141.0 169.0 212.0
wmﬁwmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

F

Abundance #73965: Hexadecane L e R R R B B
57.0 10.80 11.00 11.20 11.40
m/z 85.10 31.65%
5000
85.0
29.0
| L L ‘ 1130 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. 00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.81 10.09 ng 827942 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 80

Abundance Scan 851 (11.813 min): BF086649.D (-848) (-) m/z 43.10 100.00%
A ]
5000
129.1 e e——
157.2 1852 2132 256.3 11.40 11.60 11.80 12.00 12.20
e m/z 60.00 83.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 A UL B B
11. 40 11. 60 11. 80 12. 00 12 20
1200 2560 m/z 73.10 80.07%
Il H 979 ] 15201710 19402130 237.0° |
m/z--> 25 J ' 80 160 150 150 1éo 1éo 200 220 240 2éo
Abundance
43.0 | 730
11.40 11.60 11.80 12.00 12.20
5000 m/z 41.10 76.66%
129.0 242.0
97.0 199.0
15201710 2230
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid T
430 | 730 11.40 11.60 11.80 12.00 12.20
: m/z 57.10 72.70%
5000
129.0
N O - 9 N B PSS N |0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.59 3.96 ng 399491 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
5 Dodecane, l1-chloro- 204 C12H25ClI 000112-52-7 38
Abundance Scan 919 (12.591 min): BF086649.D (-918) (-) m/z 43.10 100.00%
431
73.0
5000
or1 124 185.2 12120 12.40 12,60 12.80 13.00
: 241.2 . : : : .
— IR 20t 2844 "m/z 41.10 68.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43.0 | 73.0
5000 AR AR R R N
2420 nmnmnmnmwm
o70 1290 199.0 m/z 57.10 66.86%
L I 171.0 '
m/z--> "55"26"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12120 12.40 12,60 12.80 13.00
5000 120.0 m/z 55.10 66 .85%

185.0 228.0
157.0
memmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

97.0

%

Abundance #65566: Tridecanoic acid R B e TR
73.0 12.20 12.40 12.60 12.80 13.00
m/z 60.00 64 .63%
43.0
5000
129.0
‘ %6.0 710 2140 \
189w.“.mw“ m,m,w;,“,uﬁ,llwlhn S S SIS\ S —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 7.26 ng 733024 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 91
Abundance Scan 1022 (13.768 min): BF086649.D (-1019) (-) m/z 57.10 100.00%
57.1
I f“hkﬂmw“JKQK‘MAVAA
5000
NS U BN SV I
39.2 230.1 13.40 13.60 13.80 14.00
,....5.1.}.1:,A.1.8.2:2]..:.,2‘?7.'.2.,....,....,....,...., m/z 43.10 94.85%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55.0
97.0
5000 RBARSUVARSUAUARER
13. 40 13. 60 13.80 14.00
m/z 55.10  82.13%
140 | | | \H‘ | “ 139.0181.0 308.0
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance
57.0
97.0 1340 13.60 13.80 14.00
5000 m/z 83.10 60.38%
169.0 2380 o0
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R e EEaE L
43.0 13.40 13.60 13.80 14.00
m/z 41.10 58.37%
J 1250 167.0 2100 267.0307.0 490.0
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo ' 1340 1360 1380 1450 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Z-12-Pentacosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.41 2.51 ng 253688 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-12-Pentacosene 350 C25H50 1000131-09-4 62
2 2-Propen-1-one. 1-(2-hvdroxvphen... 240 C15H1203 013323-66-5 60
3 o-(p-(Dimethvlamino)benzvlidenea... 240 C15H16N20 023837-35-6 47
4 5-Methyl-4-(1-naphthyl)-2-thiazo... 240 C14H12N2S 107411-05-2 43
5 4,6-Diamino-1-methyl-3-phenyl py... 240 C12H12N6 058791-67-6 43
Abundance Scan 1078 (14.408 min): BF086649.D (-1074) (-) m/z 240.15 100.00%
240.2
57.1
5000
g 31123413 3074 | 14.00 14.20 1440 14.60 14.80
ey . m/z 239.10 74 .69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141322: Z-12-Pentacosene
43.0
97.0
5000
14.00 14.20 14.40 14.60 14.80
350.0 m/z 57.10 64.52%
39.0
e ) T 3810 236.0066.0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance
240.0
14.00 14.20 1440 14.60 14.80
5000 m/z 43.10 58.20%
121.0
43.0
L0 1 1520 1040
miz-> 50 100 150 200 250 300 350 400
Abundance #82392: o-(p-(Dimethylamino)benzylideneamino)phenol I RREEEEEES T
240.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 57.40%
5000 \FJNMA\FAW~»J/\V“””IJ\N\/V\’
121.0
T ?8;q‘f6ﬁf%' ey l'%ﬁ4;0' }?§iq 'l"\l UL UL UL BN LRI A IR SURILIL B
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9-Octadecenamide, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.71 ng 213900 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 78
2 Octadecanamide 283 C18H37NO 000124-26-5 72
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
4 7-Nonenamide 155 C9H17NO 090949-53-4 50
5 2-Propanone, 1l-cyclohexyl- 140 C9H160 000103-78-6 49
Abundance Scan 1100 (14.659 min): BF086649.D (-1099) (-) m/z 59.05 100.00%
59.0
5000 j(
R R
97.1 128.1 213.1 242.1 14.40 14.60 14.80 15.00
ol ATOL EST T 208129033203 1 "m/z 72.10 59.38%
m/z--> 50 100 150 200 250 300
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000
14.40 14.60 14.80 15.00
m/z 55.10 55.77%
29.0 281.0
) | |S20. %000 1840 2200 253077
m/z--> 50 100 150 200 250 300
Abundance
59.0
" 14.40 14.60 14.80 15.00
5000 m/z 43.10 40.25%
29.0 860 1280 417001980 2400 2830 M
m/z--> " 'so 100 150 200 250 300
Abundance #127468: Pentadecanamide, 15-bromo- R EEREamE B
59.0 14.40 14.60 14.80 15.00
m/z 41.10 39.49%
2000 V\_ﬁﬂ//\J,MVNAprtJ\\,«}k\xa\
240.0
29.0) i 860 114.0142.0170.0 212.0° | 2780 3210
m/z--> 50 100 150 200 250 300 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.71 ng 156291 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Tetracosane 338 C24H50 000646-31-1 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 80
Abundance Scan 1129 (14.991 min): BF086649.D (-1127) (-) m/z 57.10 100.00%
57.1
5000 JN,Aﬁ\_un&N,JA\\,_Vvﬁ,f\_v‘
99.1 1460 14.80 15.00 15.20 15.40
1411
— l ,I. L ‘ fiir 18312112 2522 3092 39323854 rsz 43.10  69.70%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 A AR SR SR
85.0 14.60 14.80 15.00 15.20 15.40
m/z 71.10 54 _30%
270 | | | 1130 1550 1970 2390 281.0 3230  380.0
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
1460 14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 38.52%
27.0 1130 1550 197.0 230.0 2810  338.0 “NNJA\NV\ﬁVJ\\h,,_M,ﬂywx
m/z--> 50 100 150 200 250 300 350
Abundance #55010: Tetradecane I RREEEEEES T
57.0 14.60 14.80 15.00 15.20 15.40
m/z 41.10 20.52%
5000 85.0
27,0
L L 30 gsso 1980
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.19 4.09 ng 235684 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolalpvrene 252 C20H12 000050-32-8 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 1146 (15.185 min): BF086649.D (-1143) (-) m/z 252.15 100.00%
259.2
5000
63.0 98.0 12?1 159.1 197.1224.1 3052  357.2 14.80 15.00 15.20 15.40 15.60
O e e e e A e m/z 250.10 28.12%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40 15.60
m/z 253.15  20.04%

125.0
63.0 98.0, | 1740 2240 |
—— T T e
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
R e B AEE TR S
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.10 14 _.41%
126.0
26.0 63.0 99.0 174.0 224.0
I B e e o L B B e e o e e B e e e S s
m/z--> 50 100 150 200 250 300 350 MJ
Abundance #89825: Benzo[K]fluoranthene AR B
252.0 14.80 15.00 15.20 15.40 15.60
m/z 126.00 10.58%
5000
126.0
36.0 63.0 99.0) | 174.0 224.0 ‘
T T e R e e SRR
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050316\
Data File : BF086649.D

Aca On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexatriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.73 5.33 ng 307197 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90

Abundance Scan 1194 (15.734 min): BF086649.D (-1192) (-) m/z 57.10 100.00%

5000

:

15.40 15.60 15.80 16.00
m/z 43.10 66.10%

o 141.2183.2 233.3 2952 350.2

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

a1
~l
o

5000 LA L L L L L L L |
15.40 15.60 15.80 16.00
m/z 71.10 55.00%
18.0 ‘ ‘ | | H | 141 0183.0225.0 281.0323.0 379.0421.0463.0 506.0
e = S M A e
m/z—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
e e
15.40 15.60 15.80 16.00
5000 m/z 85.10 39.43%
99.0

141.0183.0 o950 267.0 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #155178: Octacosane e L A o
15.40 15.60 15.80 16.00
m/z 55.10 21.84%
5000 »L/\,A\/\~A\AJN/\WNJ\\~Ar\/\

141.0183.0225.0 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15. 60 15. 80 16. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050316\
Data File : BF086649.D

Acq On : 3 May 2016 17:25

Operator : UM/SJ

Sample : H2685-07

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.92 4.0 ng 259988 1 6.75 1313360 20.0
unknown6 .52 6.52 70.1 ng 4601010 1 6.75 1313360 20.0
Hexadecane 10.24 2.1 ng 177235 3 9.79 1719820 20.0
Tridecane 10.70 3.9 ng 317494 4 11.26 1640380 20.0
Eicosane 11.15 2.2 ng 177139 4 11.26 1640380 20.0
n-Hexadecanoic acid 11.81 10.1 ng 827942 4 11.26 1640380 20.0
Pentadecanoic acid 12.59 4.0 ng 399491 5 13.91 2018970 20.0
1-Docosene 13.77 7.3 ng 733024 5 13.91 2018970 20.0
Z-12-Pentacosene 14 .41 2.5 ng 253688 5 13.91 2018970 20.0
9-Octadecenamide, ... 14.66 3.7 ng 213900 6 15.30 1152530 20.0
Heptacosane 14.99 2.7 ng 156291 6 15.30 1152530 20.0
Benzo[e]pyrene 15.19 4.1 ng 235684 6 15.30 1152530 20.0
Hexatriacontane 15.73 5.3 ng 307197 6 15.30 1152530 20.0
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