LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 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-BF083116.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 1.633 3 4 13 rBV 343067 691176 10.06% 1.031%
2 1.747 13 14 56 rvB 1865323 5082662 73.96% 7.582%
3 4.776 276 279 287 rBV 967406 1600227 23.28% 2.387%
4 5.222 315 318 320 rBV 4735759 5518898 80.30% 8.232%
5 6.285 407 411 413 rBV 4850736 5885285 85.63% 8.779%
6 6.399 418 421 424 rVV 4119571 5822956 84.73% 8.686%
7 6.639 439 442 444 rBV 1504962 1582935 23.03% 2.361%
8 6.787 453 455 458 rBV 3208052 4578786 66.62% 6.830%
9 7.199 488 491 494 rBV 2559158 3962466 57.66% 5.911%
10 7.325 498 502 511 rvB2 62496 143031 2.08% 0.213%

11 7.919 552 554 556 rBvV 2373837 2028815 29.52% 3.026%
12 8.365 591 593 595 rBvV 61134 69624 1.01% 0.104%
13 8.536 605 608 609 rBvV 224533 261523 3.81% 0.390%
14 8.833 630 634 635 rBv2 61417 124777 1.82% 0.186%
15 8.890 638 639 641 rVB 72073 81762 1.19% 0.122%

16 8.936 641 643 644 rBvV 87400 74616 1.09% 0.111%
17 9.005 646 649 651 rVB 5437987 6872606 100.00% 10.252%
18 9.096 655 657 658 rBvV 421728 380778 5.54% 0.568%
19 9.393 681 683 685 rBV 1401448 1156377 16.83% 1.725%
20 9.496 688 692 695 rvB2 44059 83416 1.21% 0.124%

21 9.622 700 703 704 rvB 162636 138266 2.01% 0.206%
22 9.668 704 707 709 rVB 2165448 2303331 33.51% 3.436%
23 10.091 740 744 745 rBV 125463 138429 2.01% 0.206%
24 10.113 745 746 748 rVB 150040 129391 1.88% 0.193%
25 10.331 762 765 768 rBV 48759 94799 1.38% 0.141%

26 10.445 772 775 778 rvV 3117091 3418802 49.75% 5.100%
27 10.582 786 787 793 rVvV 157062 237355 3.45% 0.354%

28 11.028 824 826 828 rBV 96259 87919 1.28% 0.131%
29 11.131 833 835 838 rvB 2102812 2065420 30.05% 3.081%
30 11.188 838 840 846 rVB3 31045 74504 1.08% 0.111%

31 11.382 855 857 862 rVB 1074634 1014691 14.76% 1.514%
32 11.451 862 863 866 rvB 63835 77890 1.13% 0.116%
33 11.691 882 884 888 rBv2 150102 264160 3.84% 0.394%
34 12.194 926 928 932 rBV 1316052 1745875 25.40% 2.604%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 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-BF083116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.251 932 933 937 rVB3 57791 73285 1.07% 0.109%
36 12.605 962 964 966 rBvV2 62305 98481 1.43% 0.147%
37 12.719 971 974 976 rBV 4745079 4689584 68.24% 6.995%
38 12.971 992 996 997 rBV2 47026 85658 1.25% 0.128%

39 13.177 1012 1014 1017 rBV 119984 153384 2.23% 0.229%
40 13.634 1051 1054 1058 rBV2 259189 402417 5.86% 0.600%

41 13.748 1061 1064 1072 rVB 1862651 1886190 27.45% 2.814%
42 14.605 1137 1139 1141 rBV 104033 137038 1.99% 0.204%

43 15.097 1179 1182 1184 rBV 1420761 1608950 23.41% 2.400%
44 15.577 1222 1224 1234 rBV7 37118 110444 1.61% 0.165%

Sum of corrected areas: 67038979
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF083116\
BF089946.D

31 Aug 2016 13:15

UM/SJ

H4617-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 20.22 ng 1600230 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 Acetone 58 C3H60 000067-64-1 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 279 (4.776 min): BF089946.D (-276) (-) m/z 43.05 100.00%
43
5000 59
101 LR N N U
440 460 4.80 5.00 5.20
e Sl S e 83 | s, 59,10 49.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RN LN U
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 15.49%
15 31 101
\ 25 7 37, 53, 83
miz--> R D S I " N N N S
Abundance
43
440 460 480 500 520
5000 m/z 58.10 14 .82%
58
L7 g 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R e R &
43 440 460 4.80 5.00 5.20
m/z 41.05 8.11%
5000 57
1 ALosnll st 73
miz--> 5% % 4 % 60 7 3 9 100 1o | 440 4bo 450 500 8.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.40 Concentration Rank 1

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

6.40 73.57 ng 5822960 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 421 (6.399 min): BF089946.D (-418) (-) m/z 132.10 100.00%
5000 68
40 96 INREBE AR AR R
54 6.00 6.20 6.40 6.60 6.80
g8 lAsar ) "n/z 68.10  43.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 NRABERARSE SRS AR
6.00 6.20 6.40 6.60 6.80
m/z 134.10 32.40%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 28.13%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl RS e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 17.10%
5000 g °
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN N A
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Tridecane Concentration Rank 10

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

8.54 2.58 ng 261523 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 87
4 Pentadecane 212 C15H32 000629-62-9 83
5 Undecane 156 C11H24 001120-21-4 78

Abundance Scan 608 (8.536 min): BF089946.D (-605) (-) m/z 57.10 100.00%
43 el
71
5000
85

99 112 157 8.20 840 860 8.80
...,....',':..l,.."..,-:~...",....,....1,4.1.1.“3.5,....15.“.‘..,....,.... m/z 43.10 78.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 o7
71
5000 LI L L L L L L BB |
85 8.20 8.40 8.60 8.80
29 m/z 71.10 52.81%
15 N L L %9 113 127 141 155 184
e T e e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
8.20 8.40 8.60 8.80
5000 71 m/z 41.10 33.49Y%
85
29
99 113 127 141 155 169 183 197 226
I e T e B L i B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl- R R e
43 57 71 8.20 8.40 8.60 8.80
m/z 85.10 32.59%
85
5000 126
Il “ L 97 112 \ 140 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Tetradecane Concentration Rank 9

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

9.10 3.31 ng 380778 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76

Abundance Scan 657 (9.096 min): BF089946.D (-655) (-) m/z 57.10 100.00%

g7
43
71
5000
85

99 880 9.00 9.20 9.40
113 127
...,....','...l,.."..,:...-',....,....149.1?.4,.1?.9.,...1.9,8....,.... m/z 43.10 75.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71

5000 85 R SRR St
8.80 9.00 9.20 9.40

29 m/z 71.10 53.51%

15 \‘ N Y %9 113 127 141 155 169 198
T I o o e o B AL B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43

8.80 9.00 9.20 9.40

5000 71 m/z 85.10 33.80%
85
29
99 113 127 141 155 169 183 197 226
I B A e o e e A BARESREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57 8.80 9.00 9.20 9.40

m/z 41.10 32.86%

5000 1
29 85
\“ Al ‘ 99 113 127 141 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.30 ng 237355 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 787 (10.582 min): BF089946.D (-786) (-) m/z 57.10 100.00%
57
5000 J
85
3 113 10.20 10.40 10.60 10.80 11.00
....,....l,...|,..'..,...r',..:'.,...l.‘,‘.l...1.‘?.9.,....,.... ey | m/z . 43.10  73.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane
57
5000 AR AR SR B
85 10 20 10. 40 10. 60 10 80 11. oo
4 m/z 71.10 53.59%
18 \‘ “ ‘\ \‘ il \‘ 1]\-3 ! 141 169 212
m/z--> 2'0 4'0 6|0 8IO 100 150 14'10 160 180 200 220 240 260 280 3(')0 350 '
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 m/z 85.10 33.31%
41 85
23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane L B
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 31.52%
5000 4 85
15 M | MR 14 169 197 25 253 295
m/z--> 2'0 4'0 6|0 8|0 100 150 14'10 160 180 200 220 240 260 280 3(')0 350 ' 10 20 10. 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 5-Tetradecene, (Z2)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.38 9.83 ng 1014690 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tetradecene, (2)- 196 C14H28 041446-62-2 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 857 (11.382 min): BF089946.D (-855) (-) m/z 55.10 100.00%
56
69 83
97
5000
125 11.00 11.20 11.40 11.60 11.80
140 154 168 196 n/z 43.10 93 43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58286: 5-Tetradecene, (2)-
41 55
69
5000 R A B SO B
29 83 11.00 11.20 11.40 11.60 11.80
111 m/z 57.10 81.07%
15 “\ | \‘\‘ 125 139 153 167179 1%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55
69 83 e R AT
11.00 11.20 11.40 11.60 11.80
5000 97 m/z 41.10 74.15%
29 111
125 140 154 168 182 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 k
Abundance #61341: n-Tridecan-1-ol B e i e e e
55 g9 83 11.00 11.20 11.40 11.60 11.80
a1 m/z 69.10 71.90%
97
5000
111
29
125
s AL e
m/z--> 20 & 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.56 ng 264160 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 884 (11.691 min): BF089946.D (-882) (-) m/z 43.10 100.00%
4 57 73
5000 129
7o 115 157171 e RN BARAN AR RARRA RARRS
1 143 185,99 | 227 256 11.40 11.60 11.80 12.00
SRNNNNNNI ¥ m/z 73.05 95.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
5000 L B U SN B
nmnmnmnm
29 m/z 57.10 90.52%
5 |l
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
11.40 11.60 11.80 12.00
5000 129 m/z 60.05 88.22%
97 115 14157171185 | 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e e AR
60 73 11.40 11.60 11.80 12.00
43 m/z 41.10 77.09%
5000 129
. 185 228
01115 | 143,171
T ----|‘ ”“ ‘m-} H‘ T |‘--:-L-57--‘-- -‘--]:99--2?--3--‘--“---“ B e L e B
m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 16.91 ng 1745880 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Cetene 224 C16H32 000629-73-2 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Cyclotetradecane 196 C14H28 000295-17-0 91

Abundance Scan 928 (12.194 min): BF089946.D (-926) (-) m/z 55.10 100.00%

5000

69 83
97
111 e

_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ
11.80 12.00 12.20 12.40 12.60
m/z 43.10 97.85%

5
o 139154168182196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95985: 1-Hexadecanol
43 7

83

-

A
29 11.80 12.00 12.20 12.40 12.60
125 m/z 57.05 86.34%
Il J‘ 1L 140154168182196 224
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ
83 11.80 12.00 12.20 12.40 12.60
5000 29 97 m/z 41.10 73.26%

111
12513915416g182196 224

wmwmwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- e TR
55 11.80 12.00 12.20 12.40 12.60
m/z 83.10 71.90%

-

69 83

5000 97

111

12

20

5
Al 139153167182196210224 252 280

e

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

I I T T T
11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Heptadecyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.63 4.27 ng 402417 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 1-Heptacosanol 396 C27H560 002004-39-9 81

Abundance Scan 1054 (13.634 min): BF089946.D (-1051) (-) m/z 57.10 100.00%
57
83
105 149
5000
RIS SN BRI SRR B
13.40 13.60 13.80 14.00
- 181207, 238 261 m/z 43.10 83.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA BN UL SN B
111 1340 13.60 13.80 14.00
29 m/z 55.10 74._.57%
169
ey | JENCCRAlE LN SR
m/z--> 50 200 250 300 350 400
Abundance
57 83
' 13.40 13.60 13.80 14.00
5000 11 m/z 83.10 71.74%
29
139 167 105 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate o T B o S B
57 13.40 13.60 13.80 14.00
97 m/z 105.10 62.50%
5000
29 125
J I J 154 182 210 238 283 334
m/z--> 5'0 1(')0 1&'30 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF083116\
Data File : BF089946.D

Acq On : 31 Aug 2016 13:15

Operator : UM/SJ

Sample : H4617-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.78 20.2 ng 1600230 1 6.64 1582940 20.0
unknown6 .40 6.40 73.6 ng 5822960 1 6.64 1582940 20.0
Tridecane 8.54 2.6 ng 261523 2 7.92 2028820 20.0
Tetradecane 9.10 3.3 ng 380778 3 9.67 2303330 20.0
Pentadecane 10.58 2.3 ng 237355 4 11.13 2065420 20.0
5-Tetradecene, (2)- 11.38 9.8 ng 1014690 4 11.13 2065420 20.0
Pentadecanoic acid 11.69 2.6 ng 264160 4 11.13 2065420 20.0
1-Hexadecanol 12.19 16.9 ng 1745880 4 11.13 2065420 20.0
Heptadecyl heptaf... 13.63 4.3 ng 402417 5 13.75 1886190 20.0
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