LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On : 25 Mar 2016 8:29 Instrument :
Operator : UM/SJ BNA_F

Sample - H1885-04 ClientSampleld :
Misc - TRACK-D-GRID-15B
ALS Vial : 33 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-BF032416_.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 4.390 179 184 188 rBV2 35150 62973 2.01% 0.240%
2 5.007 235 238 246 rBV 309267 473509 15.10% 1.803%
3 5.430 272 275 277 rBV 2124035 2594071 82.74% 9.880%
4 5.716 298 300 303 rBv 43784 44898 1.43% 0.171%
5 5.830 307 310 312 rVB 48758 49922 1.59% 0.190%
6 6.459 362 365 368 rBvY 1851153 2617631 83.49% 9.970%
7 6.596 374 377 379 rBV 2692155 2746641 87.61% 10.461%
8 6.664 379 383 385 rvB 37200 45895 1.46% 0.175%
9 6.824 395 397 399 rBvY 787544 671549 21.42% 2.558%
10 6.984 408 411 413 rBV 2062805 2208449 70.44% 8.411%

11 7.396 444 447 449 rBV 1501795 1828955 58.34% 6.966%
12 7.499 452 456 462 rVB 78041 109703 3.50% 0.418%
13 8.105 507 509 512 rBV 730449 838587 26.75% 3.194%
14 9.190 601 604 606 rBV 3253904 3135166 100.00% 11.941%
15 9.579 636 638 641 rBvV 616325 561491 17.91% 2.139%

16 9.796 655 657 659 rvB 126642 95608 3.05% 0.364%
17 9.865 661 663 665 rvB 943849 850634 27.13% 3.240%
18 10.025 675 677 681 rBv2 20978 43642 1.39% 0.166%
19 10.299 697 701 702 rBV 123087 159064 5.07% 0.606%
20 10.516 717 720 723 rBV 48000 83378 2.66% 0.318%

21 10.653 729 732 734 rBV 1465808 1493955 47.65% 5.690%
22 10.768 740 742 749 rVB 156193 185258 5.91% 0.706%

23 10.962 756 759 761 rBV2 21787 31718 1.01% 0.121%
24 11.213 779 781 782 rBV 97296 77276 2.46% 0.294%
25 11.248 782 784 787 rVB 26267 36564 1.17% 0.139%

26 11.339 790 792 795 rBV2 542052 668494 21.32% 2.546%
27 11.568 810 812 817 rBV 159041 232512 7.42% 0.886%

28 11.636 817 818 821 rVB 47926 43542 1.39% 0.166%
29 11.876 837 839 841 rBV 32777 41456 1.32% 0.158%
30 12.128 858 861 866 rvB2 25247 33729 1.08% 0.128%
31 12.391 882 884 887 rBvV 43276 65252 2.08% 0.249%
32 12.756 914 916 918 rBV 42605 61514 1.96% 0.234%
33 12.802 918 920 925 rVB 36913 36680 1.17% 0.140%

34 12.928 929 931 933 rBV 2347839 2064773 65.86% 7.864%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA_F\METHODS\8270-BF032416.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.156 949 0951 953 rVvB 34889 31571 1.01% 0.120%

36 13.408 968 973 975 rBV 289413 455189 14.52% 1.734%
37 13.488 978 980 985 rvB2 34429 72459 2.31% 0.276%
38 13.831 1007 1010 1014 rBV 56874 105350 3.36% 0.401%
39 13.979 1021 1023 1025 rBV 611096 596960 19.04% 2.274%
40 14.094 1030 1033 1036 rBV 33262 76348 2.44% 0.291%

41 15.397 1144 1147 1152 rVB 512323 623704 19.89% 2.375%

Sum of corrected areas: 26256070

8270-BF032416.M Fri Mar 25 19:18:58 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085749.D

3000000
6.60
2500000
5.43 6.98
2000000 6.46

1500000 7.40

1000000
6.82

500000 501

4.39 A 5’.\79;\83 @.66 | 7.50

WA
L L A B S B A |

T
6.00 6.50 7.00 7.50

R - ikisi O R e i ,
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF085749.D

3000000
2500000 12.93

2000000

1500000 10.65

1000000 9.86
3.10
9.58 11.34
500000

13.41
10.77 1157
9'10.0219\'3010-5 10.96 "1 @Mn%nmnw 1278 1meAy9

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085749.D

3000000
2500000
2000000
1500000
1000000

13.98 15.40
500000

.83(114.09

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\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 4

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

5.01 14.10 ng 473509 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 238 (5.007 min): BF085749.D (-235) (-) m/z 43.10 100.00%
a3
59
5000
101
460 4.80 5.00 520 5.40
83
...,....,....,....-,':...?.1.~:.|,...‘??....,.'...,....-,....1,1.1...,....,....,...., m/z 59.10 61.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R SRR R R
59 4.60 4.80 5.00 520 5.40
m/z 101.10 23.94%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.64%
29 101
15 73 83
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 e
59 460 4.80 5.00 520 5.40
m/z 41.10 9.04%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.60 Concentration Rank 1

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

6.60 81.80 ng 2746640 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 377 (6.596 min): BF085749.D (-374) (-) m/z 132.10 100.00%
132
5000 o8
40 - % 104 620 6.40 6.60 6.80 7.00
54 : : : : :
SN i Bl A NSO - Mol S N m/z 68.10 36.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S LRSS IR UL R
a1 o7 620 640 6.60 6.80 7.00
53 117 m/z 134.10 33.38%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 23.02%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- e BARAS s
132 6.20 6.40 6.60 6.80 7.00

m/z 96.10 15.52%

5000

63 81
3138 50 74 ‘ 88 101 112

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.50 2.62 ng 109703 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 45
4 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 40
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 456 (7.499 min): BF085749.D (-452) (-) m/z 73.10 100.00%
7B
5000
41 A&A
101 lllllllllllllll|llll
| I [ 7.20 7.40 7.60 7.80
R s e e e e m/z 88.10 79 .75%
m/z--> 50 100 150 200 250 300 350
Abundance #20009: Hexanoic acid, 2-ethyl-
73
0001 4 720 7.40 760 7.80
101 m/z 57.05  34.22%
aol by ] e
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80
5000 m/z 41.10 32.65%
69
109 135155173 214 242 272 204313 355
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88 7.20 7.40 7.60 7.80
m/z 87.00 23.57%
5000
41
6
K ™ N (U | W
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecane Concentration Rank 13

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

9.80 2.25 ng 95608 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 10-Methylnonadecane 282 C20H42 056862-62-5 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83

Abundance Scan 657 (9.796 min): BF085749.D (-655) (-) m/z 57.10 100.00%
57
43 71
5000
99 9.40 9.60 9.80 10.00 10.20
113
S— 107 141 155 m/z 43.10 70.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
43 57
71
85 9.40 9.60 9.80 10.00 10.20
29 m/z 71.10 64.40%
\‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43
71 9.40 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 43.26%

29
15 9 113 127 141 155 169 198
N I o o e o BB i e oo e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance :

#73991: Dodecane, 2-methyl-6-propyl- ™ . T
43 97 940 960 980 1000 10. 20
m/z 41.10 32.39%

71
5000 85
99 140
bl | 113 127 | 154166 182195 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 940 9.60 980 10. 00 10. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : 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 6
R.T. EstConc Area Relative to ISTD R.T.
10.77 5.54 ng 185258 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, l1-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 742 (10.768 min): BF085749.D (-740) (-) m/z 57.10 100.00%
57
43 | 71
5000
% 1137 1040 1060 10580 1166
141
el 135169183 m/z 71.10 70.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91035: Octadecane
43 57
71
5000 85 DR U A
10.40 10.60 10.80 11.00
99 m/z 43.10 65.98%
29 ‘ 113 127
| L T 141155169183197211225 254
m/z--> 20 45 60 80 100 150 150 160 180 200 220 240 260
Abundance
57
43 71 LN SR
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 49 .65%
29 99
15 113127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73965: Hexadecane R R e
43 57 10.40 10.60 10.80 11.00
m/z 41.10 29.88%
5000 &
85
29
| ‘ L ‘ 99 113127141 155 169183 197 226
m/z--> 20 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 10140 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.21 2.31 ng 77276 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 781 (11.213 min): BF085749.D (-779) (-) m/z 57.10 100.00%

g7
43 71

5000

10.80 11.00 11.20 11.40 11.60
m/z 71.10 70.80%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 |||||||||||||||||||
85 10.80 11.00 11.20 11.40 11.60
29 m/z 43.10 68.86%
| L L %9113127141155169 282
B R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 4 R
85 10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 49.16%
29 99 .
11
15 127141155169183197211 240
wmwmﬁwwmwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane B e e e e .
43 57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 30.90%
5000 &
85
29
| L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 1-Hexadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.57 6.96 ng 232512 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 812 (11.568 min): BF085749.D (-810) (-) m/z 55.10 100.00%
55 g9 83
4]
5000

125, so154 179 11.20 11.40 11.60 11.80

m/z 43.10 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
B 5

o

83

3

5000 T T
29 1120 11,40 1160 11.80
125 m/z 83.10 88.59%
Il J‘ I 140154168182196 224
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 g9
a1 83 S EERAEEEREE R SR
97 11.20 11.40 11.60 11.80
5000 m/z 69.10 85.37%
111
27

125
139154168182196 224 252

wﬁwﬁwﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- e EE e e e
83 11.20 11.40 11.60 11.80
m/z 57.10 76.23%

-

97

5000

125

r

139153168182196210224 252 280
et
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1120 11,40 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknownl2.76 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.76 2.06 ng 61514 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 47
2 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 43
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Decanamide- 171 C10H21NO 002319-29-1 43
5 2-Methyl-2-decanol 172 C11H240 003396-02-9 32
Abundance Scan 916 (12.756 min): BF085749.D (-914) (-) m/z 59.10 100.00%

9

5000

B e o e e ERmmE
257 12.40 12.60 12.80 13.00

m/z 72.10 52 .25%

86 111 129

157 185 213 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55487: Dodecanamide
59
5000 ||I|\|||||||||A||||||||Il\|l
12.40 12.60 12.80 13.00
28 m/z 56.10 38.14%
86
8 s a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
12.40 12.60 12.80 13.00
5000 m/z 43.10 34.74%
41 240
86 114 142 170 195212 262278 304321
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74438: Tetradecanamide R AT o
59 12.40 12.60 12.80 13.00
m/z 57.10 31.74%
5000
43 86
27 | i ) © 114130 149 168184 205 227
P e T e e e e B AN REREE B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.41 15.25 ng 455189 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 91
2 Dodecanamide 199 C12H25N0 001120-16-7 53
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 45
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 45
Abundance Scan 973 (13.408 min): BF085749.D (-968) (-) m/z 59.10 100.00%
50
5000
41
81 98112126 13.00 13.20 13.40 13.60 13.80
140154 . . . . .
168184198 221 238 264 281 n/z 72.10 70 . 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 UM B SRR
13100 13.20 13.40 13.60 13.80
41 m/z 55.10 39.96%
27 | ‘\‘u |33 1428 1sag7oisucs 220 238 264 %
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2é0 280
Abundance
59
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 31.79%
28 43
73 100114128142156170 199
Wmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide T
59 13.00 13.20 13.40 13.60 13.80
m/z 43.10 25.84%
5000
44
52 | | 86100114128 43

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13 20 13. 40 13. 60 13. 80

8270-BF032416.M Fri Mar 25 19:19:07 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Tetradecanamide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.43 ng 72459 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 59
2 Dodecanamide 199 C12H25NO 001120-16-7 50
3 Octanamide 143 C8H17NO 000629-01-6 50
4 Hexadecanamide 255 C16H33NO 000629-54-9 45
5 Pentanamide, 5-hydroxy- 117 C5H11NO2 029686-12-2 45

Abundance Scan 980 (13.488 min): BF085749.D (-978) (-) m/z 59.05 100.00%
59
5000 2
43
128 L B B B I
| 86 100 114 207 240 Bmmmmmmm
SNBSS | St L R A m/z 72.10 50.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74437: Tetradecanamide
59
5000 72 LN S B UL SULRA
Bmmmmmmm
2941 m/z 43.10 32.39%
17 7 w‘ | %o 114128142156170184198210 227
m/z--> ﬁo 45 éo 85 160 120 150 160 180 200 250 250
Abundance
59
1320 13.40 13.60 13.80
5000 m/z 128.10 18.44%
72
28 43
15 86 100114128142156170 199
m/z--> ﬁo 45 éo 85 160 120 140 160 1éo 200 250 250
Abundance #19501: Octanamide .
59 13.20 13.40 13.60 13.80
m/z 57.10 13.89%
- M
72
86
H gp | | 100114957 143
m/z--> 2'0 4I 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 250 24'10 13. 20 13 40 13. 60 13. 80

8270-BF032416.M Fri Mar 25 19:19:08 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.53 ng 105350 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1010 (13.831 min): BF085749.D (-1007) (-) m/z 57.10 100.00%
83
5000 111 VNAqAXMJ\N_N,/kv,wwvff\wﬁdk
3 189 167 ooy ' 13'60 13.80 14,00 14.20
o Ao m/z 83.10 89.14%
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69 LIS BN IR SR R
13.60 13.80 14.00 14.20
m/z 43.10 89.04%
| \\ L \‘ 125 154 181 205204 252

m/z--> 50 100 150 200 250 300 350
Abundance
43
R N BEREEEE S e
13.60 13.80 14.00 14.20
5000 69 m/z 55.10 82.08%
97

125 155 196 224

F

m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol T T
43 13.60 13.80 14.00 14.20
m/z 97.10 79.86%
5000 83
18 111
‘h‘{ G ' b | \139 168 196 224 252 278 308 336 364
Al 10, | ; B e e S R e e o
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032416\

Data File : BF085749.D

Acq On = 25 Mar 2016 8:29

Operator : UM/SJ

Sample - H1885-04 TRACK-D-GRID-15B
Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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... 5.01 14.1 ng 473509 1 6.82 671549 20.0
unknown6 .60 6.60 81.8 ng 2746640 1 6.82 671549 20.0
Hexanoic acid, 2-... 7.50 2.6 ng 109703 2 8.10 838587 20.0
Hexadecane 9.80 2.3 ng 95608 3 9.86 850634 20.0
Octadecane 10.77 5.5 ng 185258 4 11.34 668494 20.0
Eicosane 11.21 2.3 ng 77276 4 11.34 668494 20.0
1-Hexadecanol 11.57 7.0 ng 232512 4 11.34 668494 20.0
unknownl2.76 12.76 2.1 ng 61514 5 13.98 596960 20.0
9-Octadecenamide, ... 13.41 15.3 ng 455189 5 13.98 596960 20.0
Tetradecanamide 13.49 2.4 ng 72459 5 13.98 596960 20.0
Pentafluoropropio... 13.83 3.5 ng 105350 5 13.98 596960 20.0
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