LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 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:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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_556 213 216 225 rBvV 50603 79240 1.20% 0.135%
2 4.887 242 245 256 rBV 694193 1224114 18.51% 2.078%
3 5.321 280 283 286 rBV 3955890 4827645 73.02% 8.195%
4 5.653 311 312 322 rBvV 62164 100804 1.52% 0.171%
5 5.961 336 339 340 rBVY 232306 271607 4.11% 0.461%
6 5.996 340 342 353 rvVB 594247 757959 11.46% 1.287%
7 6.373 372 375 383 rBvV 3988063 6112721 92.45% 10.377%
8 6.499 383 386 388 rvB 4210078 6258345 94.66% 10.624%
9 6.716 403 405 408 rBV 1013946 1125102 17.02% 1.910%
10 6.876 416 419 433 rBV2 4484467 6397258 96.76% 10.860%

11 7.287 452 455 458 rBV 2482447 3845065 58.16% 6.527%
12 7.413 462 466 469 rVB 70040 135844 2.05% 0.231%
13 8.007 516 518 526 rBV 1716330 1641520 24.83% 2.787%
14 9.093 609 613 615 rBVY 6355436 6611682 100.00% 11.224%
15 9.493 645 648 650 rBV 1327949 1773379 26.82% 3.010%

16 9.756 669 671 673 rvV 1198926 1558673 23.57% 2.646%

17 9.790 673 674 677 rVB 96781 87518 1.32% 0.149%
18 9.962 688 689 693 rBv2 40746 68912 1.04% 0.117%
19 10.202 709 710 712 rVB 148730 118516 1.79% 0.201%
20 10.305 718 719 723 rVB 92354 91827 1.39% 0.156%
21 10.419 726 729 732 rBV2 51050 82645 1.25% 0.140%

22 10.556 738 741 743 rBV 3460893 3879338 58.67% 6.586%
23 10.670 750 751 755 rBV 139837 217056 3.28% 0.368%
24 11.128 789 791 796 rvVB2 80277 166543 2.52% 0.283%
25 11.242 799 801 802 rBV 1535591 1367385 20.68% 2.321%

26 11.322 805 808 810 rvB 124429 186557 2.82% 0.317%
27 11.482 819 822 826 rBv2 106558 150865 2.28% 0.256%
28 11.859 853 855 860 rvB2 75992 138644 2.10% 0.235%
29 12.454 904 907 909 rBV 616751 593143 8.97% 1.007%
30 12.682 923 927 929 rBV 352275 546356 8.26% 0.927%

31 12.831 937 940 943 rBV 4335346 4433312 67.05% 7.526%
32 13.014 951 956 957 rBV 68412 93139 1.41% 0.158%
33 13.071 960 961 963 rVB 61333 72685 1.10% 0.123%
34 13.734 1017 1019 1023 rBV 439184 499516 7.56% 0.848%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.871 1028 1031 1038 rVB2 886021 1390727 21.03% 2.361%

36 13.985 1038 1041 1042 rBV 45891 66621 1.01% 0.113%
37 14.362 1071 1074 1080 rBv4 47524 140717 2.13% 0.239%
38 14.579 1090 1093 1096 rBVZ2 36172 83311 1.26% 0.141%
39 14.877 1117 1119 1124 rBV 135675 305608 4.62% 0.519%
40 15.151 1141 1143 1146 rBVY 67296 98581 1.49% 0.167%

41 15.208 1146 1148 1151 rVB 106698 159572 2.41% 0.271%
42 15.277 1151 1154 1156 rBV 574985 868807 13.14% 1.475%

43 15.745 1193 1195 1200 rBvV2 54128 99773 1.51% 0.169%

44 16.591 1266 1269 1274 rVB2 49131 104741 1.58% 0.178%

45 16.991 1300 1304 1308 rBV 30484 73750 1.12% 0.125%
Sum of corrected areas: 58907123
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090994.D
6000000

5000000

6.88
6.50

4000000 5.32 6.37

3000000
7.29

2000000

6.72

1000000 4.89

6.00
456 /\ k 5.65 5,'&6 7.41

A A R R O R i e e e

T T
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: BF090994.D

6000000 909

5000000
12.83

4000000
10.56

3000000

2000000
8.01 0.45 11.24
49 976

1000000

12.45
12.68 13.

o | .799.96 1%2@@.4# 10.67 11.131.321.48  11.86 13307

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: BF090994.D

6000000

5000000
4000000
3000000
2000000
1000000{13-87 1508

J\{&gg 14.3614.58 14.88 1&&%& 15.75 16.59  16.99

e e e e e e e e N e e L

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\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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.

4.89 21.76 ng 1224110 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 245 (4.887 min): BF090994.D (-242) (-) m/z 43.10 100.00%
a3
59
5000
101 RN EARRaEEREE RS
460 480 500 5.20
83
o.”“”.“”w.”qm.ﬁ%ﬂ,nﬁﬁ”.Hnw.““””,””“”.“”w.“w m/z 59.10 65.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 R A L L L
59 460 480 500 5.20
m/z 101.10 21_55%
15 31 101
0 ‘ Tl Ly 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 17.22%
41
o 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T . 7
59 460 480 500 5.20

m/z 41.10 8.67%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 1,3-Propanediol, 2,2-dimethyl- Concentration Rank 6

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

5.96 4.83 ng 271607 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Propanediol, 2,2-dimethyl- 104 C5H1202 000126-30-7 83
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 49
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 40
4 4-Heptanol 116 C7H160 000589-55-9 12
5 1-Hepten-4-ol 114 C7H140 003521-91-3 10

Abundance Scan 339 (5.961 min): BF090994.D (-336) (-) 56.10 100.00%

56
73
5000
43

5.60 5.80 6.00 6.20

0 ...,....,....,..?7';:.|..5,°.'. a STL 88 M2 n7 85.10  92.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4681: 1,3-Propanediol, 2,2-dimethyl-
56
73
5000 LI LI N L L L LB L LB B

5.60 5.80 6.00 6.20
m/z 73.10 61.20%

\‘ | 67, 86 105
0...,....,....,....,....,...,....,....,....,....,....,....I
m/z--> 10 20 60 70 80 90 100 110
Abundance
41 %6

5.60 5.80 6.00 6.20

5000 m/z 43.10 35.43%
27
71
50 85
o} NS | MMM 11 M0 NS NS MM
m/z--> 10 20 30 40 S50 60 70 80 90 100 110
Abundance #3762: Pentanal, 3-methyl- ST . e
56 5.60 580 600 6.20
a1 m/z 41.10 32.20%
5000 29
71
) S | N 1O 1 PR . YL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknown6.50 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.50 111.25 ng 6258350 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 386 (6.499 min): BF090994.D (-383) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 7 5 : : : :
o Qe | wsus Y m/z 68.10 36.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI B L L L LB BN |
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 35.23%
0 ‘ b H (11 . !
LA B o o o e o L LA B e e o o i o
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R RAEEE R ]
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 22.89%
41 97
53 117
79
88 || 106
O T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 14 .84%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 6 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.67 3.17 ng 217056 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octacosane 394 C28H58 000630-02-4 78
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 78

Abundance Scan 751 (10.670 min): BF090994.D (-750) (-) m/z 57.10 100.00%

57
5000 85

J 113 140 169 10.40 10.60 10.80 11.00
Y N N m/z 43.10 71.15%

m'z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57
5000 LA L L L L LN
85 10,40 10.60 10,80 11.00
29 m/z 71.10 64 .95%
o | h Li J 141 169 107 225 253 282
— e e
mz--> 50 100 150 200 250 300 350
Abundance
57
e
10.40 10.60 10.80 11.00
5000 m/z 85.10 38.42%
85
29
0 113 141 169 197 226
N e e e e I
mz--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane A B s B LT e
57 10.40 10.60 10.80 11.00
m/z 41.10 31.20%
5000 85
29 J
ol ] 113 141 169 197 225 253 281 309 337 365 394
T T T T T T e T Ty o VLU MU
mz--> 50 100 150 200 250 300 350 10,40 10,60 10,80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.13 2.44 ng 166543 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 791 (11.128 min): BF090994.D (-789) (-) m/z 57.10 100.00%

57
5000 ,[\\«/vﬁ\w»xA_jx\_NJ\,W,JxJL~

192 10.80 11.00 11.20 11.40

139155

0 m/z 71.10 72.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85
5000 LA L L LB L L LB |
10.80 11.00 11.20 11.40
4 m/z 43.10 62.70%
o2 L D e 107 s asoaes 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
B B A AR
10.80 11.00 11.20 11.40
5000 - m/z 85.10 47 .28%
41
ol 18 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64575: Pentadecane B B
57 10.80 11.00 11.20 11.40
m/z 41.10 29.07%
5000
4 T /[\*\/\’\j\/\%/\.k
0 ‘ H\ I 113 " 141 169 212
.”P.”P.”,””,”.q”.w.”w.”q.”..”..”...”..”..”,”” ; e  ma AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 8 5H-Indeno[l,2-b]pyridine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.48 2.21 ng 150865 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 94
2 Carbazole 167 C12HSN 000086-74-8 94
3 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 74
4 D-Galactitol, 2-(acetylmethylami... 363 C16H29NOS8 074410-42-7 64
5 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 64
Abundance Scan 822 (11.482 min): BF090994.D (-819) (-) m/z 167.00 100.00%
1
5000
11.20 11.40 11.60 11.80
of m/z 55.10 26.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33991: 5H-Indeno[1,2-b]pyridine
167
5000 LA BAARE UL RN ML
11.20 11.40 11.60 11.80
139 m/z 69.10 23.08%
ol 14 27 39 51 69 ?3 98 113 127 | 151 ‘
miz--> 20 40 60 8 100 120 140 160 180
Abundance
167
11.20 11,40 11.60 11.80
5000 m/z 83.10 22.19%
84 139
o 28 39 50 63 74 98 113 137
miz--> 20 40 60 8 100 120 140 160 180
Abundance #54122: 9H-Carbazole-9-methanol e RRRRS Bt S
167 11.20 11.40 11.60 11.80
m/z 166.00 22.02%
5000
84 139
. 51 63 75 | o3 113 17 | 151 |
m/z--> 20 40 60 80 100 120 140 160 180 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.86 2.03 ng 138644 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 89
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 64
3 Methyl diselenide 190 C2H6Se2 007101-31-7 55
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI03S 036155-87-0 40

Abundance Scan 855 (11.859 min): BF090994.D (-853) (-) m/z 190.10 100.00%
190
5000
94
63 82 163 11.60 11.80 12.00 12.20
Ob el SL il 315 139180 T 176 m/z 189.00 96.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49338: 4H-Cyclopenta[def]phenanthrene
190
5000
11.60 11.80 12.00 12.20
95 m/z 191.10 25.11%
o 27 5y 03 74 86 | 111122 137 150 8171 |
e A A S AR RS D R "SR A
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 94.50 21.83%
94
81 163
L T S L DL WL B R B AL L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49343: Methy! diselenide B E B A
93 190 11.60 11.80 12.00 12.20
m/z 187.00 21.75%
5000
Ll
0.|....|....|....|....|....|....|.. \H‘ "| e
m/z--> 20 40 60 80 100 120 140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.18 ng 499516 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1019 (13.734 min): BF090994.D (-1017) (-) m/z 57.10 100.00%

43

5000

:

125 S
139153167181 200215230 13.40 13.60 13.80 14.00

0 215 | 244 m/z 83.10 94.95%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #98171: 1-Nonadecene

43 7

N

5000 A ABE R
13.40 13.60 13.80 14.00
29 125 m/z 55.10 89.69%
oL15 Ll 139154168182106210224238 266
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 AR
97 13.40 13.60 13.80 14.00
5000 m/z 69.10 86.38%
29 111

125
0 139153167182196210224 252 280

W‘mﬁwmwmm

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

Abundance #106399: 9-Eicosene, (E)- T T
13.40 13.60 13.80 14.00

m/z 43.10 84.13%

:

97
5000

12

:

5
139153168182196210224 252 280

et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 unknownl4.36 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.36 2.02 ng 140717 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Heptadecene 238 C17H34 002579-04-6 42
2 8-Heptadecene 238 C17H34 054290-12-9 38
3 1-Pentadecanethiol 244 C15H32S 025276-70-4 38
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 30
5 3-Heptadecene, (2)- 238 C17H34 1000141-67-3 30
Abundance Scan 1074 (14.362 min): BF090994.D (-1071) (-) m/z 57.10 100.00%
5000
145159173187 14.00 14.20 14.40 14.60
0 m/z 240.10 85.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81251: 8-Heptadecene
55 69 83
97
5000 R U B UL UL
14.00 14.20 14.40 14.60
m/z 43.10 80.65%
. e 140154 168182 196 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 55 6
83 RSN UL B SUNI I
14.00 14.20 14.40 14.60
5000 97 m/z 239.10 63.60%
2 1 238
. 125 140 154 210
HEUNEERS LR NI RLREE B SE RSN BRRSE SRS SLAES SLASS SUABE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84854: 1-Pentadecanethiol s .Tf‘.’%\’\:\’.\. T
4 P 69 83 14.00 14.20 14.40 14.60
97 m/z 55.10 58.83%
5000
2 125 210
ol L 139 154165182 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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 13 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.75 2.30 ng 99773 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 86
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 64
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 62
Abundance Scan 1195 (15.745 min): BF090994.D (-1193) (-) m/z 57.10 100.00%
15.40 1560 15.80 16.00
0’ m/z 55.10 91.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 R DU SRR UL SRR B
15.40 15.60 15.80 16.00
29 111 m/z 97.10 86.97%
ol i Ll H\ | \ 129167 196223 252 280
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43
6 15.40 1560 15.80 16.00
5000 m/z 83.10 86 .84%
97
. 125 164183 994252 VANN~¢~\/K,/j\k\M#NwJMVANK
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R EREmm R B
43 15.40 15.60 15.80 16.00
m/z 43.10 85.92%
VJ 111
o | ‘ | 139167 196224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090994.D

Acq On : 2 Nov 2016 21:51

Operator : UM/SJ

Sample - H5509-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.89 21.8 ng 1224110 1 6.72 1125100 20.0
1,3-Propanediol, ... 5.96 4.8 ng 271607 1 6.72 1125100 20.0
unknown6 .50 6.50 111.3 ng 6258350 1 6.72 1125100 20.0
Eicosane 10.67 3.2 ng 217056 4 11.24 1367390 20.0
Heneicosane 11.13 2.4 ng 166543 4 11.24 1367390 20.0
5H-Indeno[1,2-b]p--.. 11.48 2.2 ng 150865 4 11.24 1367390 20.0
4H-Cyclopenta[def... 11.86 2.0 ng 138644 4 11.24 1367390 20.0
1-Nonadecene 13.73 7.2 ng 499516 5 13.87 1390730 20.0
unknownl14 .36 14.36 2.0 ng 140717 5 13.87 1390730 20.0
5-Eicosene, (E)- 15.75 2.3 ng 99773 6 15.28 868807 20.0
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