LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 height area % max. total
1 4.841 239 241 244 rBY 35974 65426 1.14% 0.123%
2 5.173 266 270 277 rBV 1860052 2895388 50.30% 5.458%
3 5.596 304 307 309 rBV 4726636 5329260 92.58% 10.046%
4 5.859 329 330 333 rvB 82225 85904 1.49% 0.162%
5 6.624 394 397 400 rBV 4293078 5597718 97.24% 10.553%
6 6.750 405 408 410 rBV 5198020 5415162 94.07% 10.208%
7 6.967 425 427 430 rBY 985714 1099206 19.09% 2.072%
8 7.127 439 441 444 rBV 3401231 4125874 T71.67% 7.778%
9 7.539 474 477 479 rBV 2474733 3873243 67.28% 7.302%
10 7.630 482 485 487 rBvV 55204 75524 1.31% 0.142%
11 7.996 513 517 521 rBv4 30458 83000 1.44% 0.156%
12 8.270 538 541 543 rBvV 1018774 1373382 23.86% 2.589%
13 8.442 552 556 557 rBV3 29123 64329 1.12% 0.121%
14 8.773 583 585 586 rBY 63095 58433 1.02% 0.110%
15 8.808 586 588 591 rBvV2 44871 63570 1.10% 0.120%
16 9.093 610 613 614 rBV3 52304 68949 1.20% 0.130%
17 9.288 629 630 633 rBvV3 44087 67044 1.16% 0.126%

18 9.356 633 636 638 rBV 4874446 5756661 100.00% 10.852%
19 9.425 640 642 645 rBv2 110324 131879 2.29% 0.249%
20 9.619 656 659 662 rBv4 27623 61672 1.07% 0.116%

21 9.688 664 665 668 rVvB3 44264 73997 1.29% 0.139%
22 9.745 668 670 672 rBvV 921286 785169 13.64% 1.480%
23 9.962 686 689 691 rvB2 79022 123057 2.14% 0.232%
24 10.031 693 695 697 rvB 1658052 1394770 24.23% 2.629%
25 10.453 729 732 734 rVB 159263 236921 4.12% 0.447%

26 10.568 741 742 748 rVB3 31477 61908 1.08% 0.117%
27 10.682 749 752 755 rVB 59113 99554 1.73% 0.188%
28 10.831 762 765 767 rBV 2314630 2609337 45.33% 4.919%
29 10.933 772 774 779 rVB 251232 326760 5.68% 0.616%
30 11.379 811 813 815 rBV 210084 198421 3.45% 0.374%

31 11.414 815 816 819 rVB 103877 100607 1.75% 0.190%
32 11.528 823 826 829 rBV 811301 1417233 24.62% 2.672%
33 11.756 844 846 849 rBV 64917 66662 1.16% 0.126%
34 11.814 849 851 852 rBV 117579 145679 2.53% 0.275%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF012417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.996 863 867 868 rBV3 23763 68449 1.19% 0.129%

36 12.134 877 879 883 rBv2 78976 125452 2.18% 0.236%
37 12.214 884 886 888 rBV 107368 110941 1.93% 0.209%
38 12.351 894 898 899 rBV3 48527 108137 1.88% 0.204%
39 12.454 905 907 910 rBV2 47407 65815 1.14% 0.124%
40 12.499 910 911 916 rBV3 55349 106864 1.86% 0.201%

41 12.579 916 918 919 rBV 54441 80425 1.40% 0.152%
42 12.602 919 920 922 rvv2 79052 92221 1.60% 0.174%
43 12.739 930 932 934 rBV 595804 540680 9.39% 1.019%
44 12.785 934 936 938 rVB3 44604 71166 1.24% 0.134%
45 12.888 943 945 947 rBV 50428 77670 1.35% 0.146%

46 12.968 949 952 955 rBV 537534 660322 11.47% 1.245%
47 13.117 962 965 967 rBV 3631992 3855987 66.98% 7.269%
48 13.334 982 984 988 rBv4 107028 246807 4._.29% 0.465%
49 13.551 1001 1003 1005 rVB2 127766 139136 2.42% 0.262%
50 13.677 1012 1014 1016 rBV2 148648 183339 3.18% 0.346%

51 14.008 1041 1043 1048 rVB2 289954 402839 7.00% 0.759%
52 14.168 1054 1057 1058 rBV2 1040249 1142377 19.84% 2.154%
53 15.665 1185 1188 1192 rVB2 561588 1035638 17.99% 1.952%

Sum of corrected areas: 53045964
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092594.D
5000000 560 8

6.62
4000000
3000000

2000000 5.17

1000000

75

7.13

7.54

o 4.84 J{QMQ?G JLJ

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF092594.D
5000000 9,36

4000000

3000000

10.83

2000000

8.27
1000000 i 11.53

0

12.7412.97

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.12

.6!

13.00 13.50

Abundance TIC: BF092594.D
5000000

4000000

3000000

2000000 14.17
15.67

14.01
1000000

T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.17 52.68 ng 2895390 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 270 (5.173 min): BF092594.D (-266) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
SN 7N < N O N (o -~ R Y -1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 17.75%
15 31 101
25 7 37, 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.49%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R A Ry m s
509 4.80 5.00 5.20 5.40
m/z 41.10 8.82%
5000 41
31
H T
'"I'%g'l"'hl"'ﬂiﬁ"'Iéﬁﬂ'i"'ﬂi""I""I'”gﬁ""l""l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 1

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

6.75 98.53 ng 5415160 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 408 (6.750 min): BF092594.D (-405) (-) m/z 132.10 100.00%
32
5000 68
40 6 640 6.60 680 7.00
54 62| 75 104 : : : :
....,...:ll!..“ﬁ:.l..,....',....,..5.‘?,..I.,.':..,.l.l?.,....,~'...,.. m/z 68.10 42_49%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L AR I UL R B
6.40 6.60 6.80 7.00
78 m/z 134.10 33.37%
Tpwd
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 27.34%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13679: 5-Fluoro-2-chloropyrimidine B B R
132 6.40 6.60 6.80 7.00
m/z 69.05 16.52%
5000
33 44 o g7 105
m/z--> 30 40 5'0 6|0 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7
R.T. EstConc Area Relative to ISTD R.T.
10.45 3.40 ng 236921 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Dodecane 170 C12H26 000112-40-3 83
3 Tridecane 184 C13H28 000629-50-5 64
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 59
5 Decane, 3-methyl- 156 C11H24 013151-34-3 58

Abundance Scan 732 (10.453 min): BF092594.D (-729) (-) m/z 57.10 100.00%

57
43

5000

10.20 10.40 10.60 10.80
m/z 43.10 74.35%

99 113 127 141 155 1701g)

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
5000 71 TTTT TTTT TTTT TTTT TTT
85 10. 20 10. 40 10. 60 10. 80
29 m/z 71.10 50.14%
| L L w 99 113 127 141 155 160 183 197 226
I A o e e e A BARESREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 T T T T
7 10.20 10.40 10.60 10.80
5000 m/z 85.10 31.45%
85
29
15 98 112 127 141 170
B I o o o LN BN o e e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane T T T T e T
a3 10. 20 10. 40 10. 60 10. 80

m/z 41.10 31.05%

71
5000
85
29
‘ 99 113 127 141 155 184

15 f

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonane, 5-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 4.61 ng 326760 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Hexadecane 226 Cl16H34 000544-76-3 86

Abundance Scan 774 (10.933 min): BF092594.D (-772) (-) m/z 57.10 100.00%

7

43
5000

10.60 10.80 11.00 11.20
m/z 43.10 66.11%

99

. 113127141155169183 207
e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #45546: Nonane, 5-butyl-
43 57 71
85
5000 126 LA L L L L LN LB LB |
10.60 10.80 11.00 11.20
m/z 71.10 53.89%
Il “ || 99112 | 140155 184
T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 35.76%
85
29
99 113127141 155169 282
mmwmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane B B B R S S e
43 57 10.60 10.80 11.00 11.20
m/z 41.10 28.60%
5000 n
29 85
| Ll | s usenas

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.06 ng 145679 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 851 (11.814 min): BF092594.D (-849) (-) m/z 57.10 100.00%
g7
43
71
- & /A/\\/qu
99 0 1160 11.80 12.00 12.20
113127 203 11.40 11.60 11.80 12.00 12.20
b 8 S | M/Z 43.10  66.41%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane
43 57
71
5000 85 AR SULRULE UL SR B
11:40 11.60 11.80 12.00 12.20
99 m/z 71.10 57.21%
29 ‘ 113127141
1l Lod T 155169183197211225 254

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

57

F

43

n 11.40 11.60 11.80 12.00 12.20

5000 m/z 85.10 39.32%
85

29
99
113127141155169183197211225239253 282

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

F

Abundance #114972: Dodecane, 1-iodo- B A
57 11.40 11.60 11.80 12.00 12.20
71 m/z 41.10 21.00%
5000 43 85
29 ‘ 99113
,.‘.‘..‘,‘...l,..‘w.,....,...‘.,1.2‘.7.?4.1..‘. esier N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 40 11. 60 11. 80 12. 00 12 20

8270-BF012417 .M Mon Jan 30 06:23:47 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl3.55 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.44 ng 139136 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-butyl- 234 C18H18 001498-69-7 43
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 40
3 9H-Fluorene-9-carbonitrile 191 C14HOSN 001529-40-4 35
4 Spiro(l,3-benzodioxole-2,1"-cycl... 234 C13H1404 056011-74-6 35
5 4,8a-Dimethyl-6-(2-methyl-oxiran... 234 C15H2202 1000189-11-4 27
Abundance Scan 1003 (13.551 min): BF092594.D (-1001) (-) m/z 191.15 100.00%
191
5000 o
41 95 123 234
USSR BASA BN SR
188 165 253968 Harx 303318 13.20 13.40 13.60 13.80
'P,,H, . %99.' L 258285 5000 | /2 69.10  53.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #78720: Anthracene, 9-butyl-
191
5000 U SRR SRR SR
934 1320 13.40 1360 13.80
m/z 55.10 46 .44%
29 51 73 101 126 150165 | 215 .

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

{

Abundance
191
R B e R
13.20 13.40 13.60 13.80
5000| 28 m/z 95.10 41.71%
o 9 135 163
119 206
TWWWWTWTWTWTWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49881: 9H-Fluorene-9-carbonitrile R e EEaE L
191 13.20 13.40 13.60 13.80

m/z 123.10 37.31%

5000

| =

164
39 63 82 93193 139
.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.21 ng 183339 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 86

Abundance Scan 1014 (13.677 min): BF092594.D (-1012) (-) m/z 57.10 100.00%

57

5000
85

s

113 225 13.40 13.60 13.80 14.00
137155 177 209°4° 244 297
.““upn,ukwL. 264 314330 m/z 43.10 66 .90%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 LA L L L L L L L LB L
4 13140 13.60 13.80 14.00
m/z 71.10 56.78%
113 154
i “ L 129 T 170197 239 261207

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

%

Abundance
57
B A B
13.40 13.60 13.80 14.00
5000 m/z 85.10 36.12%
41 85
25 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91036: Octadecane Al Eamas R S
57 13.40 13.60 13.80 14.00
m/z 55.10 23.52%
5000 85
4
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.01 7.05 ng 402839 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 60
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 50
Abundance Scan 1043 (14.008 min): BF092594.D (-1041) (-) m/z 57.10 100.00%
57
5000 85
111 LRI A SRR SURIL B
230 13.60 13.80 14.00 14.20 14.40
3 200
L -\‘, L 130 le8 200 | 281 282 30634341 | Lo a3 i0 77.110
m/z--> 50 100 150 200 250 300
Abundance #64574: Pentadecane
57
85
5000 AR SRR S SRR B
13. 60 13 80 14. 00 14. 20 14. 40
29 m/z 71.10 58.73%
m/z--> éo 100 150 200 250 360
Abundance
57
13.60 13.80 14.00 14,20 14.40
5000 85 m/z 55.10 52.24Y%
31 111
141 19 196 224 255 ,o;
m/z--> o 'éol ' "160' B '150' ' "200' B '250' - '360" -
Abundance #45543: Tridecane LS N L LN LN N L
57 13.60 13.80 14.00 14.20 14.40
m/z 85.10 42 .38%
5000 85
29
J t L [ e e 184
m/z--> % @ 150 200 250 %o ' Bmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092594.D

Acq On : 27 Jan 2017 23:43

Operator : SJ/MA

Sample - 11448-08

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.17 52.7 ng 2895390 1 6.97 1099210 20.0
unknown6.75 6.75 98.5 ng 5415160 1 6.97 1099210 20.0
Hexadecane 10.45 3.4 ng 236921 3 10.03 1394770 20.0
Nonane, 5-butyl- 10.93 4.6 ng 326760 4 11.53 1417230 20.0
Octadecane 11.81 2.1 ng 145679 4 11.53 1417230 20.0
unknownl13.55 13.55 2.4 ng 139136 5 14.17 1142380 20.0
Eicosane, 10-methyl- 13.68 3.2 ng 183339 5 14.17 1142380 20.0
Pentadecane 14.01 7.0 ng 402839 5 14.17 1142380 20.0
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