LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : K1002-05 AU-05-010219-C

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 heiaht area % max. total
1 5.116 507 515 521 rBV 246740 320122 1.12% 0.263%
2 5.534 581 586 590 rBVY 4823570 4839621 17.01% 3.979%
3 6.545 752 758 762 rBVY 4978662 5363256 18.85% 4.410%
4 6.675 776 780 783 rBVY 5615391 5132749 18.04% 4.220%
5 6.898 815 818 822 rBY 2116654 1735989 6.10% 1.427%
6 7.057 841 845 848 rBY 4438424 3787022 13.31% 3.114%
7 7.457 908 913 916 rBY 3259554 3104942 10.91% 2.553%
8 8.181 1031 1036 1039 rBvV 1818023 1612611 5.67% 1.326%
9 9.257 1214 1219 1222 rBV 4727906 3906080 13.73% 3.212%
10 9.510 1259 1262 1269 rBV 525772 444641 1.56% 0.366%

11 9.645 1282 1285 1289 rVB 524635 423309 1.49% 0.348%
12 9.939 1331 1335 1338 rBV 2206122 1836303 6.45% 1.510%
13 9.975 1338 1341 1345 rVB 653982 472638 1.66% 0.389%
14 10.727 1465 1469 1472 rBV 4044555 3543914 12.45% 2.914%
15 10.939 1502 1505 1508 rBV 1165595 879189 3.09% 0.723%

16 11.422 1583 1587 1590 rBV 2011458 1741559 6.12% 1.432%
17 11.733 1638 1640 1645 rVB 755080 597150 2.10% 0.491%
18 11.822 1649 1655 1658 rBV 11558876 13404586 47.10% 11.021%
19 11.957 1674 1678 1684 rBV 843838 872619 3.07% 0.717%
20 12.133 1701 1708 1711 rVB2 270548 323612 1.14% 0.266%

21 12.216 1718 1722 1727 rVB 349372 298401 1.05% 0.245%
22 12.521 1766 1774 1776 rBV 13976738 28457502 100.00% 23.398%
23 12.551 1776 1779 1783 rVV 16360741 20205826 71.00% 16.613%
24 12.616 1786 1790 1792 rVV 7239449 6772013 23.80% 5.568%
25 12.645 1792 1795 1796 rVV2 444869 364104 1.28% 0.299%

26 12.663 1796 1798 1805 rVB3 516155 602363 2.12% 0.495%
27 13.010 1853 1857 1861 rVB 3171013 2919812 10.26% 2.401%
28 13.174 1880 1885 1887 rBV3 187819 297979 1.05% 0.245%
29 13.204 1887 1890 1893 rVV3 316632 473806 1.66% 0.390%
30 13.251 1895 1898 1905 rVB2 1659625 1960972 6.89% 1.612%

31 13.327 1908 1911 1913 rBV 736896 621253 2.18% 0.511%
32 13.439 1926 1930 1936 rVB 1460423 1434962 5.04% 1.180%
33 13.998 2022 2025 2029 rBV 494308 469453 1.65% 0.386%
34 14.063 2032 2036 2040 rVV 1405394 1227067 4_.31% 1.009%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.551 2284 2289 2298 rVB 796409 1177759 4.14% 0.968%

Sum of corrected areas: 121625184
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AU-05-010219-C

Abundance TIC: BF111821.D

1.5e+07

le+07

5000000 5.53

5.12

T

I | T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF111821.D

1.5e+07

le+07

5000000 9.26 10.73

9.94 11.42

N_A M

8.18 -
9.5D.65 ﬁf? 10.94 A 1178

11.82

12.62

o1t

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance TIC: BF111821.D

1.5e+07

le+07

5000000

13.44 14.06

Il 14.40 1555

P T T e T e e e e

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

I
17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20

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

5.12 3.69 ng 320122 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 516 (5.122 min): BF111821.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
1oLt 250 500 5% 540 |
..,....,....,....',':...5,1-.0.:!,....,....f‘?:"..,...:,'....,. m/z 59.10 55.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L L UL I
59.0 480 500 520 540
m/z 101.10 17.50%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 5.00 520 540
5000 m/z 58.00 14.62%
41.0
..,....,...HHM...H:ku?%?ul:i....7?9.,.5@9,....J....“
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LA L LB L N L NN |
59.0 480 5.00 5.20 5.40
m/z 41.05 8.83%
5000
410 101.0
N TR P N N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.67 Concentration Rank 5

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

6.67 59.13 ng 5132750 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 779 (6.669 min): BF111821.D (-776) (-) m/z 132.00 100.00%
13p.0
5000 68.0
0.1 L s J 540 650 680 700
B e e T m/z 68.05 45_.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
13p.0
5000 S RS ARSI AR
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.04%
) 51.0 66.0 h
7.0 1. | __u 89.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 13p.0
740 Tk 5k ok 7h0
5000 ogo 1160 m/z 66.05 29.88%
T I‘I\I \I\I "'Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- LN B o
13p.0 6.40 6.60 6.80 7.00
m/z 69.05 18.62%
117.0
5000
91.0
39.0 65.0 ‘ ‘ ‘
'"|N”'M'“M'NL'JW'“"N“'lu'“‘w""l"”l"" IREBEAAREE SR L S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 17

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

9.51 4.84 ng 444641 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 9-oxo-. methvl ester 186 C10H1803 001931-63-1 64
2 Methvl 8-methvl-nonanoate 186 C11H2202 1000336-43-6 47
3 Methvl 6-methvl heptanoate 158 C9H1802 002519-37-1 47
4 Decanoic acid. methyl ester 186 C11H2202 000110-42-9 35
5 2-Nonenoic acid, methyl ester 170 C10H1802 000111-79-5 22

Abundance Scan 1262 (9.510 min): BF111821.D (-1259) (-) m/z 74.00 100.00%
55.0 74.0
41.0 87.0
5000 111.1
143.1 SN PASIIN | S WSV
| 1201 158.2 9.20 9.40 9.60 9.80

ISt N 1 S m/z 55.05 95.89%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49868: Nonanoic acid, 9-oxo-, methy! ester
74.0
55.0 87.0

5000 41.0
. 1110 920 9.40 9.60 9.80
: 143.0 m/z 87.00 75.29%
1290, | 100 1860
e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50078: Methyl 8-methyl-nonanoate
74.0
87.0 R RARREEEE sy
9.20 9.40 9.60 9.80
m/z 41.05 73.04%
5000 143.0
55.0
‘m\ L 20011501290 | 1570 1860
L e e I LA B o e B e
m/z--> 20 40 60 80 100 120 140 160 180 L
Abundance #30217: Methyl 6-methyl heptanoate
74.0 920 9.40 9.60 9.80
m/z 43.00 59.41%
87.0
5000 43.0
115.0
TN v .S
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Methyl tetradecanoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.94 10.10 ng 879189 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 86
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86
Abundance Scan 1505 (10.939 min): BF111821.D (-1502) (-) m/z 74.05 100.00%
74.0
5000
43.1
‘ ‘ 143.1 T "A'I" U A U
: 199.2
101.1 10.60 10.80 11.00 11.20
el g g2e | | 2422 87 10 68.800%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95862: Methyl tetradecanoate
74.0
5000 UVBSUNESLNSUNEEE!
10.60 10.80 11.00 11.20
43.0 143.0 5.0 420 m/z 43.10 35.46%
. 199, .
150y | il A1z | o OP° U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
10.60 10.80 11.00 11.20
5000 m/z 55.05 29.65%
43.0
143.0
L il “ \\10\:\[0 | ‘ 1710 1990 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72688: Dodecanoic acid, methyl ester R ARatHEETESe
74.0 10.60 10.80 11.00 11.20
m/z 41.10 29.14%
5000
43.0
143.0
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Hexadecenoic acid, methyl... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.73 6.86 ng 597150 Phenanthrene-d10 11.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 90
4 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 87
5 Methyl myristoleate 240 C15H2802 056219-06-8 87

Abundance Scan 1639 (11.727 min): BF111821.D (-1638) (-) m/z 55.10 100.00%

5000

1522 1942 2372 11.40 11.60 11.80 12.00
m/z 41.10 61.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

5000
11.40 11.60 11.80 12.00

m/z 69.10 53.32%

152.0 194.0 236.0

268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141303: 9-Octadecenoic acid (2)-, methyl ester
55.0

11.40 11.60 11.80 12.00
m/z 74.00 48.53%

5000

180.0 2220 2640 5960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117464: Methy| hexadec-9-enoate e ma
55.0 11.40 11.60 11.80 12.00

m/z 43.10 42 _.01%

83.0

5000
1100 1520 1940  236.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

8270-BF121918 .M Fri

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 153.94 ng 13404600 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
Abundance Scan 1655 (11.822 min): BF111821.D (-1649) (-) m/z 74.05 100.00%
74.0
5000 431
3.1 227.2 1160 1180 12.00 1220
97.1 185.2 270.3 11.60 11.80 12.00 12.20
0 ,....-,"...‘!h,.-.h. Moty | 1e32t%ta0s2 | L 203 L e 05 73.00%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 NI SO BN SRR IR
43.0 1160 11.80 12,00 12.20
143.0 m/z 43.10 37 .95%
LM|Iﬁ%0 ﬂm1%oﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
A RS A mAR N R
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 31.61%
143.0
et S0, T 1890 2270 2100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 11.60 11.80 12.00 12.20
m/z 41.05 29.76%
5000 43.0
miz-> 20 40 eb 85 160 120 1&0 160 180 200 220 250 260 11.60 11.80 12.00 12.20

Jan 04 04:48:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.96 10.02 ng 872619 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1679 (11.963 min): BF111821.D (-1674) (-) m/z 73.05 100.00%

431  73.0
5000 129.1

213.2
157.2 1852 11.60 11.80 12.00 12.20
m/z 43.10 97 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 |||||||||j|\||||||||||||

11.60 11.80 12.00 12.20

83.0 0
1570 1g50 2130 256.0 m/z 59.95 87 .59%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.05 78.40%
171.0
RV | e
15?‘,‘ ul il gl I ‘H P ! W O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 77 .29%
5000
129.0 242.0
LA U5 | pgimo, 2
N A A -1 |20 |

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

8270-BF121918_.M Fri Jan 04 04:48:43 2019

AU-05-010219-C

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7-Hexadecenoic acid, methyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.13 3.72 ng 323612 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 86
2 Methvl Z-1l-tetradecenoate 240 C15H2802 1000130-82-8 64
3 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 64
4 Methyl 9-tetradecenoate 240 C15H2802 1000336-47-3 60
5 Methyl myristoleate 240 C15H2802 056219-06-8 60
Abundance Scan 1707 (12.127 min): BF111821.D (-1701) (-) m/z 55.10 100.00%

1

5000

243.1 11.80 12.00 12.20 12.40

m/z 41.10 88 .94%

152.1 182.0 2120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
.0

5000
11.80 12.00 12.20 12.40

m/z 43.10 71.61%

0,1520172.0 194.0 217 1236.0

268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94132: Methyl Z-11-tetradecenoate
55.0

11.80 12.00 12.20 12.40
m/z 69.10 67.71%

5000

124.0 166.0 208.0

240.0

m/z--> 2|0 4|0 60 80 100 120 140 160 180 200 220 240 260
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester

55.0 11.80 12.00 12.20 12.40
m/z 67.05 65.15%

5000

138.0
166'0186.0 208.0 250.0

A
LI L L L L L L LB L |

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

8270-BF121918_.M Fri Jan 04 04:48:44 2019

AU-05-010219-C

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.52 326.81 ng 28457500 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1774 (12.521 min): BF111821.D (-1766) (-) m/z 67.10 100.00%
67.1
5000 ' /\\A
1211502 10 L 2633 song || 1220 1240 1260 1280
o} m/z 81.10 84.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0
5000 AR B R DU
nmnmnmnm
1930 m/z 55.10 71.95%
71500 1780 ,p30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

1220 1240 12.60 12.80
5000 m/z 41.10 59._.70%
123.0 1500

. 294.0
- Y 178.0  220.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

41.0 67.0 12.20 12.40 12.60 12.80
m/z 95.05 55.76%

|

262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80

5000

1230 149.0 175

8270-BF121918_.M Fri Jan 04 04:48:45 2019

AU-05-010219-C

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.55 232.04 ng 20205800 Phenanthrene-d10 11.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 95
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 95
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 90

Abundance Scan 1779 (12.551 min): BF111821.D (-1776) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.10 67.30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester

5000
12.20 12.40 12.60 12.80

m/z 69.10 62.12%

29.0

222.0

180.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0

12.20 12.40 12.60 12.80
m/z 74.10 57.24%

5000

29.0 264.0

180.0 222.0

296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester R R
55.0 12.20 12.40 12.60 12.80

m/z 43.10 54 .06%

5000

I
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

8270-BF121918_.M Fri Jan 04 04:48:45 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

C:\DATABASENNIST11.L

LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl stearate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.62 77.77 ng 6772010 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1791 (12.621 min): BF111821.D (-1786) (-) m/z 74.05 100.00%
74.0
5000
h e 143.1 255.3 .
199.2 298.3 AR BN NN B
97.1 12.40 12.60 12.80 13.00
0 ...,....,...h',..'l. bbb AL, L 220 Ly L Tm/Zz 87.05  80.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 20 1260 12,80 13.00
143.0 -
43.0 1990 ZST'O m/z 43.10 36.53%
97.0 '
.1:5.,0. . Id' . .|.||| .'.|‘. I IJ:" .'.I'll. e .l. el 1.7.].".0.'. e |||22|7|'|9|| I .l.‘. - 'II -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
" 12.40 12,60 12.80 13.00
5000 298.0 m/z 255.25 29.23%
43.0
143.0
180 ‘ ‘ 97.0 ‘ 199.0 255.0
il \ﬂ,,‘,\I\,mI,‘,‘,,I,,,,lzl,,O,,,,\,,,,22,7,9‘,”\, .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester R i B
74.0 12.40 12.60 12.80 13.00
m/z 55.10 29.22%
5000
28.0
1. SIS B V| PG —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00

8270-BF121918 .M Fri

Jan 04 04:48:46 2019

AU-05-010219-C

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9,12-Octadecadienoic acid (... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.65 4.18 ng 364104 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 7-Hexadecvne 222 C16H30 074685-28-2 81
3 Cvclodecene 138 C10H18 003618-12-0 76
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 68
5 9-Eicosyne 278 C20H38 071899-38-2 64

Abundance Scan 1796 (12.651 min): BF111821.D (-1792) (-) m/z 67.10 100.00%

67.1
5000 '

31 N e
150.1 1809.0 207.1 2351

12.40 12.60 12.80 13.00
m/z 81.05 82.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
61.0
5000 |||||||||||||||||||
12. 40 12 60 12. 80 13. 00
m/z 55.05 76.51%
1500 1820 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79550: 7-Hexadecyne
67.0

12.40 12 60 12. 80 13.00
5000 m/z 41.10 68.12%
165.0 193.0 218.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16852: Cyclodecene

12.40 12.60 12.80 13.00
m/z 95.10 55.90%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

5000

8270-BF121918_.M Fri Jan 04 04:48:47 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9-Octadecenoic acid, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.66 6.92 ng 602363 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 C18H3402 000112-80-1 74
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 72
4 n-Tridecan-1-ol 200 C13H280 000112-70-9 72
5 Cyclotetradecane 196 C14H28 000295-17-0 64

Abundance Scan 1798 (12.663 min): BF111821.D (-1796) (-) m/z 55.10 100.00%

5000 /\A
1802 22 243 Lo 1240 1260 12.80 13.00

(o} m/z 41.10 67 .32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-
5000

12.40 12.60 12.80 13.00
m/z 69.10 62.98%

180.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
53.0
83.0

12.40 12.60 12.80 13.00
m/z 83.10 56.90%

5000

264.0
¥ 165.0 1930 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129339: cis-Vaccenic acid I B e e
55.0 12. 40 12 60 12. 80 13. 00

m/z 43.10 55.27%

111.0
137.0 165.0 193.0 222.0 .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

5000

8270-BF121918_.M Fri Jan 04 04:48:48 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopropaneoctanoic acid, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.17 4.86 ng 297979 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 72
2 Cvclopropanenonanoic acid. methy... 212 C13H2402 010152-60-0 62
3 7.11-Hexadecadienal 236 C16H280 1000130-85-7 48
4 7-Octenal. 3.7-dimethvl- 154 C10H180 000141-26-4 43
5 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1000155-85-0 42
Abundance Scan 1884 (13.168 min): BF111821.D (-1880) (-) m/z 55.10 100.00%
5000
2502 0y || 1280 1200 1320 1340
: m/z 41.10 54 _.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129411: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester
54.0
5000 NN BRI B
12.80 13.00 13.20 13.40
1360 208.0 m/z 43.10 54 _.22%
Il 0 166.0, 0 0 282.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71100: Cyclopropanenonanoic acid, methyl ester
54.0
12:80 13.00 13.20 13.40
5000 m/z 57.10 51.62%
110.0 138.0
180.0 515
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90897: 7,11-Hexadecadienal e BEEE L
55.0 12.80 13.00 13.20 13.40
m/z 81.10 49.63%
5000
81.0
..,h.JU,,Ju; 109.0 137.0 161.0 1890 219.0 S i s
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF121918_.M Fri Jan 04 04:48:49 2019

AU-05-010219-C

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl13.20 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.20 7.72 ng 473806 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 O-Isobutvl methvlphosphonothiolate 168 C5H1302PS 020626-99-7 47
2 (DH1-Allvl-2-methylcvclohexanol 154 C10H180 1000311-73-6 47
3 Cvclohexanol. 4-methvl-1-(1-meth... 156 C10H200 000470-65-5 32
4 Pvrrolidine. 1-(l-oxopentadecvl)- 295 C19H37NO 056630-55-8 25
5 10-Methyl-dodecanoic acid, DMOX ... 267 C17H33NO 1000336-99-8 25
Abundance Scan 1889 (13.198 min): BF111821.D (-1887) (-) m/z 57.10 100.00%
>0 e \/\f_//JkA—/\\M
185.1
14 210:2 12:80 13.00 13.20 13.40 13.60
279.1 . . . .
HL%%MM m/z 55.10  57.52%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #36953: O-lsobutyl methylphosphonothiolate
118.0
5000 AU BRI
12. 80 13. oo 13 20 13. 40 13 60
m/z 113.10 43.91%
168.0
‘WWWWWW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26765: (2)1-Allyl-2-methylcyclohexanol
113.0
12:80 13.00 13.20 13.40 13.60
5000 m/z 41.05 34.27%
154.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #28349: Cyclohexanol, 4-methyl-1-(1-methylethyl)- AR R e B
113.0 12.80 13.00 13.20 13.40 13.60
m/z 95.10 28.91%
43.0
5000
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. oo 13 20 13. 40 13 60

8270-BF121918_.M Fri Jan 04 04:48:49 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 cis-11-Eicosenoic acid, met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.25 31.96 ng 1960970 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
2 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 38
3 Methvl 11-oxo0-9-undecenoate 212 C12H2003 053613-55-1 38
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 30
5 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 25
Abundance Scan 1898 (13.251 min): BF111821.D (-1895) (-) m/z 55.10 100.00%
591

167.1
5000

-

199.1

503 292.3 13.00 13.20 13.40 13.60
226.1 3212 "m/z 57.10 90.37%
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
55.0

S

83.0

5000

13.00 13.20 13.40 13.60
m/z 41.10 65.80%

208.0 250.0

324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105728: Pentanoic acid, 10-undeceny! ester
55.0
L o
13.00 13.20 13.40 13.60
5000 m/z 43.10 63.68%
29.0
ok
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70879: Methyl 11-oxo-9-undecenoate BN e
41.0 13.00 13.20 13.40 13.60
m/z 167.10 56.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13 20 13. 40 13.60

8270-BF121918_.M Fri Jan 04 04:48:50 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.33 10.13 ng 621253 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 99
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 92
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1911 (13.327 min): BF111821.D (-1908) (-) m/z 74.00 100.00%
74.0
5000 421
283.3 13.00 13.20 13.40 13.60
199.2 227.2 326.4
o 1691 255.2 m/z 87.05 80.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
13.00 13.20 13.40 13.60
43.0 143.0 326.0 m/z 43.10 49.98%
150, I b uhy 101.0 [ 17101990 22702550 2830,
m/z--> ﬁo 45 65 80 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #131299: Heptadecanoic acid, methyl ester
74.0
13.00 13.20 13.40 13.60 |
5000 m/z 55.10 37.13%
43.0
284.0
143.0
L) oo 18500130 %40 |
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #166215: Methyl 18-methylnonadecanoate T T T
74.0 13.00 13.20 13.40 13.60
m/z 41.05 29.82%
5000 43.0
143.0
326.0
283.0
50, | ‘J [N S 1710 199.0 227.0 2550 ™
m/z--> %&eb%mmmmmmmmnmmmwmmﬁ Bmmmmmmm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

Sample : K1002-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl3.44 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.44 23.39 ng 1434960 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Ethanediamine. N-(5-nitro-2-... 182 C7H10N402 029602-39-9 11
2 7-Bromo-1-heptanol. heptafluorob... 390 C11H14BrF702 1000365-43-3 10
3 Decahvdro-isoauinoline-3-carboni... 164 C10H16N2 1000188-70-4 10
4 4-Undecene. 4-methvl- 168 C12H24 061142-40-3 9

5 Cis-1,3-di(n-hexyl)cyclohexane 252 C18H36 086701-17-9 9

Abundance Scan 1930 (13.439 min): BF111821.D (-1926) (-) m/z 55.10 100.00%

5000

211.2
251.2 279.3 310.3 13.20 13.40 13.60 13.80

0 m/z 41.10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4T477: 1,2-Ethanediamine, N-(5-nitro-2-pyridinyl)-
30.0
153.0
106.0
5000 LIRS
13.20 13.40 13.60 13.80
78.0 m/z 137.05 40.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207187: 7-Bromo-1-heptanol, heptafluorobutyrate

13.20 13.40 13.60 13.80
m/z 97.10  37.47%

5000

76.0199.0223.0 255.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33553: Decahydro-isoquinoline-3-carbonitrile T
55.0 13.20 13.40 13.60 13.80
m/z 43.10 36.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF010319\

Data File : BF111821.D

Aca On : 3 Jan 2019 15:22

Operator : JU/SJ

ﬁ?ggle i K1002-05 AU-05-010219-C
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Docosanoic acid, methyl ester Concentration Rank 13

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

14.00 7.65 ng 469453 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99

2 Methvl stearate 298 C19H3802 000112-61-8 98

3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93

4 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 92

5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 2025 (13.998 min): BF111821.D (-2022) (-) m/z 74.05 100.00%

74.0
5000 431
143.1
311.3

101.0 199 2 2553 ) 354.4 13.60 13.80 14.00 14.20 14.40
1711
Al L AT 22707 2832 | L L m/z 87.05 82.32%

m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74.0
43.0
5000

13.60 13.80 14.00 14.20 14.40

143.0 354.0 m/z 43.10 51.86%
311.0
15.0 1010 \ 171.0199-0227.0255.083 0%
T e e A
m/z--> 50 100 150 200 250 300 350
Abundance #143126: Methyl stearate
74.0
R B
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.05 35.94%
43.0
143.0 298.0
1010 | 1990 2550 %%
o LG | | oo™’
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methy! ester N e o
74.0 13.60 13.80 14.00 14.20 14.40
m/z 57.10 30.97%
5000
43.0
143.0
101.0 269.0 312.0
o |l | moweze 20 0T
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. OO 14. 20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF010319\

Data File : BF111821.D

Acg On : 3 Jan 2019 15:22 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : K1002-05 AU-05-010219-C

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.12 3.7 ng 320122 1 6.90 1735990 20.0
unknown6 .67 6.67 59.1 ng 5132750 1 6.90 1735990 20.0
Nonanoic acid, 9-... 9.51 4.8 ng 444641 3 9.94 1836300 20.0
Methyl tetradecan... 10.94 10.1 ng 879189 4 11.42 1741560 20.0
9-Hexadecenoic ac... 11.73 6.9 ng 597150 4 11.42 1741560 20.0
Hexadecanoic acid... 11.82 153.9 ng 13404600 4 11.42 1741560 20.0
n-Hexadecanoic acid 11.96 10.0 ng 872619 4 11.42 1741560 20.0
7-Hexadecenoic ac... 12.13 3.7 ng 323612 4 11.42 1741560 20.0
9,12-Octadecadien... 12.52 326.8 ng 28457500 4 11.42 1741560 20.0
11-Octadecenoic a... 12.55 232.0 ng 20205800 4 11.42 1741560 20.0
Methyl stearate 12.62 77.8 ng 6772010 4 11.42 1741560 20.0
9,12-Octadecadien... 12.65 4.2 ng 364104 4 11.42 1741560 20.0
9-Octadecenoic ac... 12.66 6.9 ng 602363 4 11.42 1741560 20.0
Cyclopropaneoctan... 13.17 4.9 ng 297979 5 14.06 1227070 20.0
unknown13.20 13.20 7.7 ng 473806 5 14.06 1227070 20.0
cis-11-Eicosenoic... 13.25 32.0 ng 1960970 5 14.06 1227070 20.0
Eicosanoic acid, ... 13.33 10.1 ng 621253 5 14.06 1227070 20.0
unknownl13.44 13.44 23.4 ng 1434960 5 14.06 1227070 20.0
Docosanoic acid, ... 14.00 7.7 ng 469453 5 14.06 1227070 20.0
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