LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 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 5.404 560 564 586 rBY 810460 1543952 5.33% 1.815%
2 6.428 735 738 754 rBV 892849 1589164 5.49% 1.868%
3 6.551 756 759 764 rVvV 1308926 1545535 5.34% 1.817%
4 6.775 794 797 804 rBVY 797812 831764 2.87% 0.978%
5 6.933 821 824 832 rVB 1092050 1106551 3.82% 1.301%
6 7.351 891 895 903 rBv2 923739 1288525 4._45% 1.515%
7 8.027 1006 1010 1013 rVV 691354 642382 2.22% 0.755%
8 8.063 1013 1016 1020 rVV 1000792 1138645 3.93% 1.339%
9 8.633 1108 1113 1117 rBV2 762801 706381 2.44% 0.831%
10 9.133 1194 1198 1201 rBV 1588061 1442512 4._98% 1.696%

11 9.198 1206 1209 1212 rVV 814517 654191 2.26% 0.769%
12 9.727 1296 1299 1303 rVB 725290 538633 1.86% 0.633%
13 9.816 1311 1314 1317 rBV 1061774 902153 3.12% 1.061%
14 9.845 1317 1319 1327 rVB2 400175 416683 1.44% 0.490%
15 10.227 1381 1384 1386 rBV 609070 455211 1.57% 0.535%

16 10.527 1432 1435 1439 rVB 419622 338782 1.17% 0.398%
17 10.616 1446 1450 1456 rBV 624545 704086 2.43% 0.828%
18 10.698 1461 1464 1468 rBV 564920 573246 1.98% 0.674%
19 10.810 1479 1483 1486 rVB 953001 772074 2.67% 0.908%
20 11.145 1537 1540 1543 rBV 481096 384248 1.33% 0.452%

21 11.310 1564 1568 1570 rVvVv 916391 819675 2.83% 0.964%
22 11.333 1570 1572 1579 rVB 358191 377928 1.31% 0.444%
23 11.574 1608 1613 1615 rBV2 360941 423772 1.46% 0.498%
24 11.604 1615 1618 1622 rVB 1409027 1216861 4._.20% 1.431%
25 11.704 1627 1635 1638 rBV 5700260 12580725 43.46% 14.792%

26 11.851 1651 1660 1666 rBV 758172 1195379 4._.13% 1.405%
27 11.998 1683 1685 1690 rVB 445893 425444 1.47% 0.500%
28 12.080 1696 1699 1703 rBV 508969 469486 1.62% 0.552%
29 12.433 1743 1759 1761 rBV4 5981510 28945748 100.00% 34.033%
30 12.504 1767 1771 1773 rVB 5185807 6511261 22.49% 7.656%

31 12.539 1773 1777 1778 rBV 1513658 1911047 6.60% 2.247%
32 12.557 1778 1780 1788 rVV 2254841 2470655 8.54% 2.905%
33 12.615 1788 1790 1796 rVB 499426 446664 1.54% 0.525%
34 12.715 1804 1807 1810 rBV 411253 378608 1.31% 0.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 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-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.768 1813 1816 1824 rVB4 290217 506554 1.75% 0.596%

36 12.898 1835 1838 1841 rBV 1027828 832014 2.87% 0.978%
37 13.121 1870 1876 1882 rVB2 1172458 1935980 6.69% 2.276%
38 13.198 1885 1889 1892 rBV 1370965 1260341 4 _.35% 1.482%
39 13.310 1905 1908 1913 rBV3 281675 303421 1.05% 0.357%
40 13.633 1958 1963 1967 rVB2 660239 897418 3.10% 1.055%

41 13.862 1998 2002 2006 rVB 1244050 1063163 3.67% 1.250%
42 13.968 2016 2020 2023 rBV 738406 787555 2.72% 0.926%
43 14.480 2104 2107 2114 rBV 506764 479816 1.66% 0.564%
44 14.809 2159 2163 2168 rVB 456707 598614 2.07% 0.704%
45 15.433 2266 2269 2275 rVB2 495438 639134 2.21% 0.751%

Sum of corrected areas: 85051981
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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\BF010218\

BF101845.D

2 Jan 2018 12:36

SJ/Ju

16686-07 2X

5 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101845.D

N

0
Time-->

5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101845.D

10.81 11.31

(e
Time-->

10.50 11.00

11.50 12.00 12.50 13.00

13.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101845.D

13.86
13.97

14.48 14.81 15.43

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\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 1 unknown6.55 Concentration Rank 4

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

6.55 37.16 ng 1545540 1,4-Dichlorobenzene-d4 6.77
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 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 759 (6.551 min): BF101845.D (-756) (-) m/z 132.00 100.00%
132
5000 68
0 55 || e %P 620 640 660 680
o} o m/z 68.05 42_.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T
6.20 6.40 6.60 6.80
2 51 m/z 134.00 31.91%
0 ‘ Il 1 H 1y jg !
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.00 26.71%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl —v—v—rv—v—v—v—M
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.25%
5000 og 116
Oy |""‘|”"'ml'“h' ”W"L‘I i |"'¥5§""| }??' ‘“"1"***Tﬁ>;L1*ﬂﬂﬂ1ﬁﬂﬂﬂﬂ*
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:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Pentadecane Concentration Rank 15

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

8.63 12.41 ng 706381 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane 170 C12H26 000112-40-3 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1112 (8.627 min): BF101845.D (-1108) (-) m/z 57.10 100.00%
43 57
5000
—rv—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
105 820 840 860 8.80 9.00
o 119 133 147 161 176 n/z 43.10 88 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 AR N N
85 8.20 8.40 8.60 8.80 9.00
29 m/z 71.10 47 .72%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43
71 8.20 8.40 8.60 8.80 9.00
5000 85 m/z 41.10 38.49%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83025: Hexadecane B N B mEE R R
43 97 8.20 8.40 8.60 8.80 9.00
m/z 59.00 37.24%
5000 [
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 820 sho 860 8%0 960
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Tetradecane Concentration Rank 13

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

9.20 14.50 ng 654191 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Tridecane 184 C13H28 000629-50-5 78
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72

Abundance Scan 1209 (9.198 min): BF101845.D (-1206) (-) m/z 57.10 100.00%
57
43
71
5000
o T
RS NAREE SRS R
99 8.80 9.00 9.20 9.40 9.60
) I— | ol ol 2 127 141 155160182 198 sz 43,10 77.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
7 muw
5000 85 NASERAEE AN
8.80 9.00 9.20 9.40 9.60
29 m/z 71.10 53.19%
ol 15 “ | ?P 113 127 141 155 169 198
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
a3 > AM$WANVAMJL«~vaNwAN
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.80 9.00 9.20 9.40 9.60
5000 ! m/z 41.10 33.95%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 JMMﬁVJMUVA_/JkUVVJLMﬁWNxN
Abundance #38318: Dodecane R ma e R e
57 8.80 9.00 9.20 9.40 9.60
43 m/z 85.10 32.25%
5000 &
85
29 ‘ o
PO O . O NN B PYUr 17 1 YV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.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 5 Hexadecane Concentration Rank 17

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

9.73 11.94 ng 538633 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 1299 (9.727 min): BF101845.D (-1296) (-) m/z 57.10 100.00%
57
| vaqwﬂm»J
71
5000
LSRR AR
99 113 9.40 9.60 9.80 10.00
Ol el el e b i e 120 141 199 474 212 Thyz 43.10  72.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
s MNJVMMNVJ
5000 SRR RAREE AN AR
85 9.40 9.60 9.80 10.00
29 m/z 71.10 53.97%
. \‘ L s 141 155 169 183 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
el WM
43 LA SRR N AR
71 9.40 9.60 9.80 10.00
5000 g5 m/z 85.10 35.47%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A««ANJAAMLNAJ
Abundance #59880: Tetradecane T T R T
57 9.40 9.60 9.80 10.00
43 m/z 41.10 31.42%
71
5000 85
29
oL 15 J b g %9 113 127 141 155 169 198 “N-ﬁ““ﬂkkﬂfj
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.70 13.99 ng 573246 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 9-methylheptadecane 254 C18H38 026741-18-4 86
Abundance Scan 1464 (10.698 min): BF101845.D (-1461) (-) m/z 57.10 100.00%
g7
5000 85
4 ‘
113 10.40 10.60 10.80 11.00
0 ...,....-,‘l...',.."..,....',...'.,.~..1.‘,“.’...,??.9.,..?.9,7..2]1.6...2.‘,‘9... e || M/z 43.10  68.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 L U LR SRR SR
4 10,40 10,60 10.80 11.00
m/z 71.10 58.89%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
o 10.40 10,60 10.80 11.00 _
5000 m/z 85.10 37 .69%
41
113
ol 26 141 169 197 225 253268 296
Wmmﬁmﬁrﬂrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane T T T
57 10.40 10.60 10.80 11.00
m/z 41.05 29.64%
5000
4 85
0 26 L L ‘ 113 141 160184 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Methyl tetradecanoate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.81 18.84 ng 772074 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
5 Undecanoic acid, 1l1-bromo-, meth... 278 C12H23Bro02 006287-90-7 78
Abundance Scan 1483 (10.810 min): BF101845.D (-1479) (-) m/z 74.00 100.00%
7
87
5000
43
[ % o 1070 1080 To0 1106 1170
Ob et e b 2007 L AT | 2~ m/z 86.95  68.45%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74
87 A
5000 AN ML SR UL
43 10,40 10.60 10.80 11.00 11.20
29 m/z 43.10 31.74%
! 143
ol T\ || 101115129 157171185199213 242
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 LRI SRR SRR SUNIULA B
10.40 10.60 10.80 11.00 11.20
5000 m/z 55.05 25.02%
43
57 143
o 101115129 | 157171185199913227541 270
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50098: Decanoic acid, methyl ester R ERE TR L
74 10.40 10.60 10.80 11.00 11.20
m/z 41.05 23.90%
5000 87
43 43
0 ?\9 “ \9 [0 101115129 ‘ 1§7 186
mz-> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 9-Hexadecenoic acid, methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

1160 29.69 ng 1216860  Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 l14-Methylpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 91

3 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 90
4 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 90
5 Methyl 1l1-hexadecenoate 268 C17H3202 1000336-35-5 87
Abundance Scan 1617 (11.598 min): BF101845.D (-1615) (-) m/z 55.10 100.00%
5000 ﬂ
x_/L_J\J
110
124138152 194 236 nmnmnmnmnm
166
0 19 428 268 m/z 41.10 62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
41 55
74
11.20 11.40 11.60 11.80 12.00
‘ m/z 69.10 58.22%
0 ...,....i‘:..“.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 69 n
11.20 11.40 11.60 11.80 12.00
5000 8397 m/z 74.00 49.67%
110 236
163 181 213
N 125 141 195 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117464: Methyl hexadec-9-enoate R S N
55 11.20 11.40 11.60 11.80 12.00
69 m/z 43.10 40.39%
41 83 g7
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.70 306.97 ng 12580700 Phenanthrene-d10 11.31
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 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1634 (11.698 min): BF101845.D (-1627) (-) m/z 74.10 100.00%
74
87
5000 43
I3 ) | 200s0s220™ s 1711051005052 1140 11,60 1180 1200
1711851 241 55 270 :40 11.60 11.80 12.
0 TN Y =l N 213 | 528 m/z 87.05 73.24%

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

Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 ------A----|----|-{\--
43 11.40 11.60 11.80 12.00
7 143 m/z 43.10 36.50%
0 ‘ \‘\ Js ‘ M ]\-(\)1115 1%9 157171 185199213227 241 270
A o A R e o o o S AR RARRS aans EE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'_
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.10 29.07%
57
143
ob, 1017151297 7157171185109 228
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 11.40 11.60 11.80 12.00
m/z 41.05 28.13%
87
5000 43
29 7 143
ol I \‘hm 101115129™"157171185199213227241 270
I EAaa s w e A S RAAAE RARaS RS Lo S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF121417 .M Wed Jan 03 02:46:29 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 29.17 ng 1195380 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1660 (11.851 min): BF101845.D (-1651) (-) m/z 73.00 100.00%
43 60 7B
5000
129
97 213
us | .187171 192 227 5,1 256 11.60 11.80 12.00 12.20
ol 4l m/z 43.10 90.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 90.46%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 1160 11.80 12.00 12.20
5000 129 m/z 57.10 74.42%
29 87
115 | 143 199 242
101 185
|15 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #72648: Tridecanoic acid T T T T T T
60 78 11.60 11.80 12.00 12.20
m/z 41.10 65.89%
43
5000
129
29 ‘ 115 171185 214
Ot 15|-‘-‘--|‘-‘--”-”‘ ”‘ T--ﬂh----“--w]-su?----|---1-98---- T T L—v—v—v—v—|—v—v—v—v—|—-/L/v—v—v—v—|—/\_%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF121417 .M Wed Jan 03 02:46:30 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 7-Hexadecenoic acid, methyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.00 10.38 ng 425444 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 74
2 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 68
3 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 58
4 13-Tetradecenal 210 C14H260 085896-31-7 46
5 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 46

Abundance Scan 1685 (11.998 min): BF101845.D (-1683) (-) m/z 55.05 100.00%

5000

ﬁ

11.60 11.80 12.00 12.20 12.40
m/z 67.05 63.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
5

_

5000
11.60 11.80 12.00 12.20 12.40

m/z 41.10 55.26%

1371521 194 218 236

66

268

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
41
74 11.60 11.80 12.00 12.20 12.40
5000 o5 m/z 81.10 54.22%
111
27 138
166,69 208 5g, 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5 11.60 11.80 12.00 12.20 12.40
74 m/z 69.10 49 _.27%

_

5000

123
137152166180 (7222 545 204 551206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20 12.40

.

8270-BF121417 .M Wed Jan 03 02:46:31 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 Tridecanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.08 11.46 ng 469486 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 1699 (12.080 min): BF101845.D (-1696) (-) m/z 74.00 100.00%
74
5000 43
| F 97 120" 185199 241 11.80 12.00 12.20 12.40
A ) I Sl % e e R B By =y 0 R 7 B '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84485: Tridecanoic acid, methyl ester
74
5000 43
11.80 12.00 12.20 12.40
7 43 m/z 43.10 37.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
11.80 12.00 12.20 12.40
5000 m/z 55.10 27 .52%
43
57 143
o 101 129 | 157171185199 227541 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131297: Heptadecanoic acid, methyl ester
74 11.80 12.00 12.20 12.40
m/z 41.10 26.21%
5000
43
! 143 284
T T T T T TP T T |||| LML L L L O O —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 Jo éo 85 160 120 140 160 1éo 260 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF121417 .M Wed Jan 03 02:46:33 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 13 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.43 706.27 ng 28945700 Phenanthrene-d10 11.31
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 002566-97-4 99
3 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
4 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 97
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 97
Abundance Scan 1758 (12.427 min): BF101845.D (-1743) (-) m/z 67.05 100.00%

67 81

5000

263 oo 12.20 12.40 12.60 12.80
m/z 55.05 89.12%

0 164178192206220235

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
67 8

5000
12.20 12.40 12.60 12.80

m/z 81.10 84 .97%

263

o 190164178197 220234048

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

41 677

81 12.20 12.40 12.60 12.80
5000 o5 m/z 41.10  78.14%

109
. 123 14916417 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester

71220 12140 1260 1280
m/z 95.10 55.27%

109 294
150164178192 220234 263

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

41
5000

8270-BF121417 .M Wed Jan 03 02:46:37 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 14 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.62 10.90 ng 446664 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 1791 (12.621 min): BF101845.D (-1788) (-) m/z 73.00 100.00%

48 57 78
5000 129

19974227 12.40 12.60 12.80 13.00

0 m/z 43.10 99 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129 J\ A J
12.40 12.60 12.80 13.00
m/z 57.10 86.20%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5 73
R ERE R
12.40 12.60 12.80 13.00
5000| 129 m/z 60.00 82.13%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid S BA B ma
43 12.40 12.60 12.80 13.00
5 m/z 55.10 63.46%
5000{ 29
213
0 Il‘l T I‘i“‘l IIII 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF121417 .M Wed Jan 03 02:46:39 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 15 11-Eicosenoic acid, methyl ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.12 49.16 ng 1935980 Chrysene-di2 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 99
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 99
3 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 93
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 87
5 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 83
Abundance Scan 1876 (13.121 min): BF101845.D (-1870) (-) m/z 55.05 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.10 61.46%

292

. 139 165181 208 ppg 250 574

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164508: 11-Eicosenoic acid, methyl ester

12!80 13.IOO 13.I20 13.I40
m/z 41.10 54.45%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R RRRRE R R e E Ry
83 12.80 13.00 13.20 13.40
5000 002 m/z 43.10 47.96%
111
29 138 208 20 324

0 166 185 227 274

mmmwﬁmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester T
12.80 13.00 13.20 13.40

m/z 74.00 46.85%

-

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF121417 .M Wed Jan 03 02:46:41 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 16 Eicosanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.20 32.01 ng 1260340 Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Methyl stearate 298 C19H3802 000112-61-8 94
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91

Abundance Scan 1889 (13.198 min): BF101845.D (-1885) (-) m/z 74.00 100.00%
74
5000 43
143 -
199 227 326 12.80 13.00 13.20 13.40 13.60
ol =ik 2% m/z 87.05 76.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000 ABAUABARARSR AR
12:80 13.00 13.20 13.40 13.60
43 143 226 m/z 43.10 44.39%
m/z--> ﬁo 45 60 éo 160 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
1280 13.00 13.20 13.40 13.60
5000 m/z 55.05 31.08%
43
143
97 115 171 199 227 255 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131299: Heptadecanoic acid, methy! ester e o
74 12.80 13.00 13.20 13.40 13.60
m/z 41.10 25.23%
5000
43
284
143
ol 28 Lo as. | 163185 213 27|
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 12:80 13.00 13.20 13.40 13.60

8270-BF121417 .M Wed Jan 03 02:46:46 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 17 unknownl3.63 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.63 22.79 ng 897418 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 2-octylcyclopropene-1-oct... 308 C20H3602 003220-60-8 30
2 Bicyclo[2.2.1]hept-5-ene-2-carbo... 309 C18H19N302 1000265-40-3 25
3 Cis-3-ethyl-endo-tricyclo[5-2.1.... 164 C12H20 1000215-29-1 15
4 Daucol 238 C15H2602 000887-08-1 11
5 Cyclohexene, 3-bromo- 160 C6H9Br 001521-51-3 11
Abundance Scan 1962 (13.627 min): BF101845.D (-1958) (-) m/z 95.10 100.00%

5000

=5

13.40 13.60 13.80 14.00
m/z 81.10 99.10%

185 205220

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43

5000 LA L L L L L L L LB
13 40 13. 60 13. 80 14. 00
0
2 151 165 208 m/z 151.10 62.95%
177 223 951 277
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R e e S SRR
13.40 13.60 13.80 14.00
5000 m/z 55.10 57.63%
93
39 7 121

173
145 189 214229244 266 292309

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

Abundance #33789: Cis-3-ethyl-endo-tricyclo[5.2.1.0(2.6)]decane R mEEEE RS S

9% 13.40 13.60 13.80 14.00
m/z 67.00 39.68%

67
5000 135

o ,...L,....‘,...,..9,....,....1,(?‘.1...... R aaRm e Eaas na L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.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 18 Docosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.86 27.00 ng 1063160 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 87
5 Methyl stearate 298 C19H3802 000112-61-8 86

Abundance Scan 2002 (13.862 min): BF101845.D (-1998) (-) m/z 74.00 100.00%
74
5000 43
143 0, GRS L SN W —.
97 199 255 354 13.60 13.80 14.00 14.20
o oy | AL T 227 TP 283 1 .3?1. m/z 87.05 78.18%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000 L BN B SUULLN LR
13.60 13.80 14.00 14.20
143 a5 m/z 43.10 47 .15%
ol25 | Il 2Tus T a7 199 g7 255 ggy 31 7
m/z--> ! 100 150 200 250 300 350
Abundance
74
|13.60 13.80 14.00 14.20
5000 m/z 55.05 32.41%
T 143 a2
. 18 9115 163185 213 a1 269
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate L B
74 13.60 13.80 14.00 14.20
m/z 57.10 30.07%
5000
143 354
11
97 ‘ 199 255 ‘
Olllllllwl I\L‘I\J\I‘ ‘:“]:z'u?u‘l‘ul?lu‘ull|‘|22|7|‘ ‘|‘|2|83| |‘||||‘| S —
m/z--> 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 19 Heneicosanoic acid, methyl ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.48 12.19ng 479816  Chrysene-di2 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 94
2 Tetracosanoic acid, methyl ester 382 C25H5002 002442-49-1 94
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 2107 (14.480 min): BF101845.D (-2104) (-) m/z 74.00 100.00%
7
43
5000
143 R LRy, S
97 339 14.20 14.40 14.60 14.80
12 171 199 242 283 382
o ALggh L g e e S m/z 87.00 80.11%
m'z--> 50 100 150 200 250 300 350
Abundance #177157: Heneicosanoic acid, methyl ester
74
% I
5000
14.20 14.40 14.60 14.80
143 m/z 43.10 52.67%
oL ‘L M‘ (L7136, | 171 199219241 269 297317 340
T T e T e T [
mz--> 50 100 150 200 250 300 350
Abundance
74
e
14.20 14.40 14.60 14.80
5000 m/z 57.10 38.12%
382
" 43 g 143
339
o 123 | 163185 213 241964283 311
A
mz--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester T
74 14.20 14.40 14.60 14.80
m/z 55.05 33.16%
5000
143 o84
o bl e Trgtes g 28 26
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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 20 Trifluomeprazine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.81 18.73 ng 598614 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
2 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64
3 1,4-Methano-2H-cyclopent[d]oxepi... 309 C17H27NO4 032562-94-0 59
4 1-Hexanamine, 2-ethyl-N,N-dimethyl- 157 C10H23N 028056-87-3 50
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 45
Abundance Scan 2163 (14.809 min): BF101845.D (-2159) (-) m/z 58.05 100.00%
58
5000 _~}\\A
T e
84 157 14.40 14.60 14.80 15.00 15.20
Ol SR g 2 112133 07 189 213236 267267307 337 364 | sz 72.10  5.71%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194115: Trifluomeprazine
58
5000 LRI DAL DA SUNRR B
14.40 14.60 14.80 15.00 15.20
m/z 59.05 5.54%
0 100 248 280 320 366
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
1440 14.60 14.80 15.00 15.20
5000 m/z 55.10 4._.68%
101
m/z--> 0 50 100 150 200 250 300 350
Abundance #152008: 1,4-Methano-2H-cyclopent[d]oxepin-2,5(4H)-dione, ... I o e e
58 14.40 14.60 14.80 15.00 15.20
m/z 41.10 4._.18%
e \/\I\AMJ\/\‘A/\/W
oL 18 39 84 109 309
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101845.D

Acq On : 2 Jan 2018 12:36

Operator : SJ/JU

Sample : 16686-07 2X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
unknown6 .55 6.55 37.2 ng 1545540 1 6.77 831764 20.0
Pentadecane 8.63 12.4 ng 706381 2 8.06 1138650 20.0
Tetradecane 9.20 14.5 ng 654191 3 9.82 902153 20.0
Hexadecane 9.73 11.9 ng 538633 3 9.82 902153 20.0
Heptadecane 10.70 14.0 ng 573246 4 11.31 819675 20.0
Methyl tetradecan... 10.81 18.8 ng 772074 4 11.31 819675 20.0
9-Hexadecenoic ac... 11.60 29.7 ng 1216860 4 11.31 819675 20.0
Hexadecanoic acid... 11.70 307.0 ng 12580700 4 11.31 819675 20.0
n-Hexadecanoic acid 11.85 29.2 ng 1195380 4 11.31 819675 20.0
7-Hexadecenoic ac... 12.00 10.4 ng 425444 4 11.31 819675 20.0
Tridecanoic acid,... 12.08 11.5 ng 469486 4 11.31 819675 20.0
10,13-Octadecadie... 12.43 706.3 ng 28945700 4 11.31 819675 20.0
Octadecanoic acid 12.62 10.9 ng 446664 4 11.31 819675 20.0
11-Eicosenoic aci... 13.12 49.2 ng 1935980 5 13.97 787555 20.0
Eicosanoic acid, ... 13.20 32.0 ng 1260340 5 13.97 787555 20.0
unknown13.63 13.63 22.8 ng 897418 5 13.97 787555 20.0
Docosanoic acid, ... 13.86 27.0 ng 1063160 5 13.97 787555 20.0
Heneicosanoic aci... 14.48 12.2 ng 479816 5 13.97 787555 20.0

6

Trifluomeprazine 14.81 18.7 ng 598614 15.44 639134 20.0
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