LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 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-BF121417 .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 5.016 495 498 514 rBvV 129355 238442 7.77% 0.904%
2 5.410 562 565 601 rBV 2142145 3067553 100.00% 11.630%
3 6.433 735 739 757 rBV 2402700 2963172 96.60% 11.235%
4 6.563 757 761 778 rVB 2814289 2783052 90.73% 10.552%
5 6.786 796 799 808 rBVY 668511 720627 23.49% 2.732%
6 6.945 822 826 841 rBV 2150156 2207844 71.97% 8.371%
7 7.357 893 896 915 rBV 1484269 1751381 57.09% 6.640%
8 8.069 1014 1017 1038 rBV 793281 878207 28.63% 3.330%
9 9.145 1196 1200 1208 rBV 2538736 2519523 82.13% 9.552%
10 9.210 1208 1211 1216 rVB 61791 59996 1.96% 0.227%

11 9.539 1261 1267 1274 rBV 206128 260641 8.50% 0.988%
12 9.692 1288 1293 1296 rBV 21973 31473 1.03% 0.119%
13 9.739 1298 1301 1305 rVB 133110 105937 3.45% 0.402%
14 9.827 1312 1316 1329 rVB 806828 818676 26.69% 3.104%
15 10.239 1383 1386 1389 rVB 151571 112419 3.66% 0.426%

16 10.457 1417 1423 1426 rBV 42621 56319 1.84% 0.214%
17 10.621 1447 1451 1463 rBV 1349224 1438934 46.91% 5.456%
18 10.710 1463 1466 1475 rVB 117923 138786 4._.52% 0.526%
19 11.157 1540 1542 1545 rBV 45528 40582 1.32% 0.154%
20 11.316 1566 1569 1572 rBV 817536 773360 25.21% 2.932%

21 11.345 1572 1574 1577 rVB 111566 104019 3.39% 0.394%

22 11.692 1630 1633 1638 rVB 94747 86266 2.81% 0.327%
23 11.827 1653 1656 1659 rBV2 51832 68693 2.24% 0.260%
24 11.851 1659 1660 1666 rVB2 33206 34391 1.12% 0.130%
25 11.933 1671 1674 1677 rBV 28893 32826 1.07% 0.124%

26 12.374 1745 1749 1751 rBV2 396199 350075 11.41% 1.327%
27 12.398 1751 1753 1761 rVB3 243233 234270 7.64% 0.888%
28 12.480 1764 1767 1771 rVB2 56768 55890 1.82% 0.212%
29 12.539 1773 1777 1782 rBV 128525 134840 4._.40% 0.511%
30 12.768 1810 1816 1821 rVB 144034 174957 5.70% 0.663%

31 12.898 1834 1838 1842 rBV 2453828 2220058 72.37% 8.417%
32 13.786 1985 1989 2001 rBV2 180180 315527 10.29% 1.196%
33 13.968 2016 2020 2024 rBV 891124 907437 29.58% 3.440%
34 14.398 2091 2093 2096 rBV3 57490 46878 1.53% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.439 2266 2270 2281 rBV 491090 642521 20.95% 2.436%

Sum of corrected areas: 26375572
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101729.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.02 6.62 ng 238442 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 499 (5.022 min): BF101729.D (-495) (-) m/z 43.00 100.00%
43
59
5000
1o 460 480 500 520 540
ol sl e 5900 57 64
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 17-99%
27 ‘ 83 101
0 S 72 T O - | -7 7 . SO O
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.10 14 .20%
41
0 36, |46 53 73 86
LU S LR SURLELELSS UL SN SR SURLELELA SARLELEL B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol e ERaan RER ST R e ]
509 4.60 4.80 5.00 5.20 5.40
m/z 40.95 8.27%
5000 31 43 3
0 2\#\‘ 33“\\ 53] 67 84 101
m/z--> 20 30 40 50 60 70 8 9 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 2 unknown6.56 Concentration Rank 1

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

6.56 77.24 ng 2783050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 761 (6.563 min): BF101729.D (-757) (-) m/z 132.00 100.00%
132
5000 68
0 sy [| o % 620 6.40 6.60 680
01 e B m/z 68.10 40.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERRESEL SRR S R
6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.62%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 680
5000 m/z 66.00 26.61%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine- proplonyl R T R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.65%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 Tetradecane Concentration Rank 9

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

9.74 2.59 ng 105937 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 64
5 Tritetracontane 605 C43H88 007098-21-7 64

Abundance Scan 1301 (9.739 min): BF101729.D (-1298) (-) m/z 57.05 100.00%
57
43
5000
99 9.40 9.60 9.80 10.00
113
o 127 141 199 m/z 43.05  73.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 RSN E R ARRE
940 9.60 9.80 10.00
29 m/z 71.05 58.96%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
43 ¥
9.40 9.60 9.80 10.00
5000 71 m/z 85.05 35.77%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 120 150 160 180 200 250
Abundance #48846: Dodecane, 4-methyl-
B 5 71 9.40 9.60 9.80 10.00
m/z 41.10 28.62%
5000 85
29 141
ol 15 | WM L) P2y 155 169 184
m/z--> ﬁo Jo ' 85 160 150 140 160 180 200 250 940 9%0 980 1050
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 5 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.24 2.75 ng 112419 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81
3 Tridecane 184 C13H28 000629-50-5 80
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 74

Abundance Scan 1386 (10.239 min): BF101729.D (-1383) (-) m/z 57.05 100.00%
57
43
5000
R e A
9 113 149 10.00 10.20 10.40 10.60
ol =l 177 m/z 43.10 66.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 n RN SN SURRN RS B
g5 10.00 10.20 10,40 10.60
29 m/z 71.10 53.60%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
43 57
7 " 10,00 10.20 10.40 10.60
5000 a5 m/z 85.10 37.08%
29
g9 113 _1am
O '"'I'"'I""I%%Z'I"%§5'17P' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 NJAMULMJ
Abundance #48835: Tridecane R Em e S S
43 97 10.00 10.20 10.40 10.60
m/z 41.05 31.88%
71
- MN/A[\
85
29
ohts | L | Pusrinas e
m/z--> 20 40 60 8 100 120 140 160 180 200 220 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.71 3.59 ng 138786 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
Abundance Scan 1466 (10.710 min): BF101729.D (-1463) (-) m/z 57.05 100.00%
57
5000 85
3 113 10.40 10.60 10.80 11.00
0 ...,....;...I M e e | M7z 43.05  73.03%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #129492: Eicosane
57
5000 U AR SR B B
85 mmmmmmnm
29 m/z 71.10 61.36%
ol ‘ || 18 141 ge9 107 225 253 282
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
10.40 10.60 10.80 11.00 |
5000 85 m/z 85.10 39.51%

29 113
141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane AR ERR RS EEESS
57 10.40 10.60 10.80 11.00
m/z 41.10 29.73%
85
5000
29
0 bodh gy 113‘\141 169 197 240
rr e e e e R R LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 Hexadecanoic acid, methyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.69 2.23 ng 86266 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 94
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
Abundance Scan 1633 (11.692 min): BF101729.D (-1630) (-) m/z 74.00 100.00%
7
5000 43
143 U AL B SURLN B
| h’ 1] g8, 171185 221 270 302 11.40 11.60 11.80 12.00
Ob etttk e L 20392 Tz 87.00 69.96%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 N AR R Rs A nan
43 11:40 11.60 11.80 12.00
143 m/z 43.05 36.70%
0 il ‘\‘ Ly 1(\)1116 | 171185 2132%7 . 270
miz> 30 4 6 80 100 130 140 140 180 200 230 240 2% 80 300
Abundance
74
11,40 1160 11.80 12.00
5000 43 m/z 55.00 27 .05%
59
o 88 115 ' 171185 228
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester AR EEREE L
74 11.40 11.60 11.80 12.00
m/z 41.00 22.61%
5000 43
L7 s M e et 2
mz-> 20 45 60 éo 100 120 140 160 1é0 200 250 240 260 2éo 300 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 10,13-Octadecadienoic acid,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.37 9.05 ng 350075 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 97
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 97
Abundance Scan 1748 (12.368 min): BF101729.D (-1745) (-) m/z 67.05 100.00%

5000

B

12.00 12.20 12.40 12.60
m/z 81.05 75.10%

191

136150465

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
6

:

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 55.00  70.05%

136 164178 195 220 237 203

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
41 I
o5 12.00 12.20 12.40 12.60
5000 m/z 41.10 55.51%
135150
ol.26 178 203 263779294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate T
12.00 12.20 12.40 12.60
m/z 95.05 51.69%
5000
294
150
. 5 135 178193 220 263
- IIIIIIIIIIIIIIIIIII

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.40 6.06 ng 234270 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 1753 (12.398 min): BF101729.D (-1751) (-) m/z 55.10 100.00%

5000

:

123 264 | LIS BELELE L L B LI BB

12.00 12.20 12.40 12.60 12.80
m/z 41.05 61.11%

138 166 190206222

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

:

12.I00 12!20 12.I40 12.I60 12.I80
m/z 74.00 56.89%

5000

. 123138153 180 507222 546 2% 09
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 12.00 12.20 12.40 12.60 12.80
5000 m/z 69.00 54_77%
97
29
123 222 24
o 138153 180 507" 245 | 279296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester AL e e
1 74 12.00 12.20 12.40 12.60 12.80
m/z 87.10 43.62%
5000 7

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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 1-Octadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.79  6.95 ng 315527  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-octadecere 252 C18H36 000112-88-9 97

959010-23-2 94
959092-08-1 94
959261-23-5 94

2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302
3 Pentafluoropropionic acid, penta... 374 C18H31F502
4 Heptafluorobutyric acid, pentade... 424 C19H31F702

5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1990 (13.792 min): BF101729.D (-1985) (-) m/z 57.10 100.00%
g7 83
5000 MANV&WMWNMMNJ\WAﬂwﬂwvAAwwa
R S R S R
3 139 182202 230 567 205 325 369 13.40 13.60 13.80 14.00 14.20
o/ — 1oL m/z 55.10 97.53%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
5000 TT T T [T T T T[T T T T[T TT T 7T
29 111 13. 40 13. 60 13. 80 14. OO 14. 20
‘ m/z 43.10 93.78%
39
SRR EVEC- ECECE: S—
m/z--> 50 200 250 300 350
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 90.16%
29
o 140 182 210 255 306
— T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester LI e e
13.40 13.60 13.80 14.00 14.20
83 m/z 69.10 86 .38%
- T w/_,\/\nﬁ\)/
o J‘ A US0aegtee 210 25 e T
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101729.D

Acq On : 26 Dec 2017 22:27

Operator : SJ/JU

Sample - 16684-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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... 5.02 6.6 ng 238442 1 6.79 720627 20.0
unknown6 .56 6.56 77.2 ng 2783050 1 6.79 720627 20.0
Tetradecane 9.74 2.6 ng 105937 3 9.83 818676 20.0
Hexadecane 10.24 2.8 ng 112419 3 9.83 818676 20.0
Eicosane 10.71 3.6 ng 138786 4 11.32 773360 20.0
Hexadecanoic acid... 11.69 2.2 ng 86266 4 11.32 773360 20.0
10,13-Octadecadie... 12.37 9.1 ng 350075 4 11.32 773360 20.0
trans-13-Octadece... 12.40 6.1 ng 234270 4 11.32 773360 20.0
1-Octadecene 13.79 7.0 ng 315527 5 13.97 907437 20.0
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