LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20 Instrument :

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

a?ggle : 15445-04 5X AU-05.002617.8

ALS Vial : 18 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

Title

Signal

peak R.T.

# min

1 5.122
2 5.522
3 6.528
4 6.681
5 6.916
6 7.069
7 7.469
8 8.198
9 9.269
10 9.657
11 9.951
12 10.739
13 11.439
14 11.822
15 12.521
16 12.539
17 12.616
18 13.021
19 13.263
20 13.339
21 13.910
22 14.004
23 14.080
24 15.574

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first
scan

TIC

max

PK peak
TY heiaht
rBv 119567
rBv 922636
rBv 973930
rBv 940842
rBv 1000221
rBv 783279
rBv 574866
rvB 1303591
rBV 1147509
rBv 144898
rBv2 1260277
rvB 468724
rBV 1247454
rBV 2814761
rBvV 5371032
rvv2 4958342
rvB 1501723
rBv 961825
rvB2 83870
rBv 131763
rBv2 80503
rBv 144143
rBv 976305
rvB 506400

of corrected

8270-BF092317.M Thu Sep 28 13:41:18 2017

corr.
area
120949
758595
793157
813394
818907

607029
468734
1072132
884408
120892

1086075

415378
1002407
2364255
6936730

4765037
1194262
750400
83610
111816

83599
127442
887058
703718

areas:

corr.
% max.
1.74%
10.94%
11.43%
11.73%
11.81%

8.75%
6.76%
15.46%
12.75%
1.74%

15.66%

5.99%
14 .45%
34 .08%
100.00%

68 .69%
17.22%
10.82%
1.21%
1.61%

1.21%
1.84%
12.79%
10.14%

26969984

2.941%
3.016%
3.036%

2.251%
1.738%
3.975%
3.279%
0.448%

4.027%
1.540%
3.717%
8.766%
25.720%

17.668%
4.428%
2.782%
0.310%
0.415%

0.310%
0.473%
3.289%
2.609%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

ﬁ?ggle ; 15445-04 5X AU.05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF098882.D

5000000
4000000
3000000
2000000

. 6.92
6.5%.68 5 07

11

7.00

5.52

5.12 h

A
T T T T T T T

5.00 5.50
TIC: BF098882.D

1000000
7.47

A

7.50

0

6.00

6.50

2.50

3.00

3.50

4.00

—
Time--> 4.50

Abundance

2
5000000 @

4000000

3000000 11.82

2000000
2.62

8.20 9.95 11.44

9.27 13.02

1000000
10.74
133634

13.50

9.66
A

9.50

13.00

12.00 12.50

0
11.50

10.00 10.50 11.00
TIC: BF098882.D

Time-->
Abundance

5000000
4000000
3000000

2000000

14.08

1000000 15.57

A

16.00

13

14.00

0
Time-->

18.50 19.00

18.00

17.50

16.50 17.00

15.50

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 7

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

5.12 2.95 ng 120949 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 516 (5.122 min): BF098882.D (-513) (-) m/z 43.00 100.00%
43.0
5000 59.0
1010 480 5.00 520 540
....,....l,':..'.'|,....8,3.'9..,|....,....,....,....,....,29‘?-?. m/z 59.00 51.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR S R LR
4.80 500 5.20 5.40
59.0 m/z 101.00 17.89%
270 H g0 1010
il LIl " L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 5.00 520 540
5000 500 m/z 58.00 14 .15%
101.0
15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime s R
43.0 480 500 5.20 5.40
m/z 41.10 9.47%
5000
101.0
15.0 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40

8270-BF092317.M Thu Sep 28 13:41:19 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.68 Concentration Rank 5

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

6.68 19.87 ng 813394 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 781 (6.681 min): BF098882.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 540 || %0 J 640 6.60 6.80 7.00
S SO0 | S S R - | — m/z 68.00 36.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS S A
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.43%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.60%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I N EEEEEEE e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .24%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e S
m/z--> 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:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

Sample : 15445-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 47.17 ng 2364260 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1655 (11.822 min): BF098882.D (-1651) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 R U BRI SURRIN I
97.1 185.1 227.2 11.60 11.80 12.00 12.20
...,....-,'...|:|',.'.|'. i A2y L2082 L 2102 s 87,00 72.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 LR SR BN SULBUSN I
43.0 1160 11.80 12.00 12.20
‘ 143.0 2970 270.0 m/z 43.05 33.63%
97.0
150, | L LTT0 o | aemgso PO 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
" 1160 11.80 12.00 12.20
5000 43.0 m/z 55.00 26 .49%
97.0 1180 30 1850 2270 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester R mmmm e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .41%
5000
43.0
143.0
| H R e N o
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF092317.M Thu Sep 28 13:41:20 2017

AU-05-092617-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.52 138.40 ng 6936730 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 1774 (12.521 min): BF098882.D (-1768) (-) m/z 67.05 100.00%

67.0

5000

263.2 2942 12.20 12.40 12.60 12.80
m/z 81.05 90.44%

123.1
150.1 178.2

220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
410 670
5000 LA L L L L L L L LB L |
9%.0 12.20 12.40 12.60 12.80
294.0 m/z 55.05 64 .85%
123.0 150 o
ek A b g 780, 2200 2830 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 e e
95.0 12.20 12.40 12.60 12.80
5000 m/z 95.05 62.41%
123.0
1500 1780 9y 2630 2940
mmﬂﬂmrrmmmm
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 B EEEmmmElaE s SR

12.20 12.40 12.60 12.80
m/z 41.05  49.08%

294.0
1780 2000 2630 JVL\\

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.54 95.07 ng 4765040 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 94
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 93

Abundance Scan 1777 (12.539 min): BF098882.D (-1775) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 74.00 73.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

5000 L IR L LB L L BN |
12.20 12.40 12.60 12.80
29.0 264.0 m/z 69.10 72 .35%
"~ 1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e e
12 20 12. 40 12.60 12.80
5000 87.0 m/z 83.10 63.87%
29.0 111.0 264.0
1380 1800 2220 296.0
mmmmmmmm@m
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 e T
12 20 12. 40 12 60 12. 80
m/z 41.10 59.81%
5000

180.0 222.0 264.0 296.0 JV\\A\

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-BF092317.M Thu Sep 28 13:41:21 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

Sample : 15445-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.62 23.83 ng 1194260 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1791 (12.621 min): BF098882.D (-1786) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 S B W A U
" L] o7 o, 1711 199.2 212 295.2 298.3 12.40 12.60 12.80 13.00
el b bl 2LR L S, L 222 e m/z 87.00 76.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74.0
5000 LR UL BN SULBUSN IR
43.0 12,40 12.60 12,80 13.00
143.0 298.0 m/z 43.05 33.90%
Lm0 1710 1999 2210 00
m/z--> 20 40 65 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
74.0
' 12.40 1260 12.80 13.00
5000 m/z 55.00 23.67%
4 1430 199.0
150 101.0 1710 O 242.0
mﬁwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methy! ester B REEEE R
74.0 12.40 12.60 12.80 13.00
m/z 143.05 22 .68%
5000
430 143.0 2150
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-BF092317.M Thu Sep 28 13:41:22 2017

AU-05-092617-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanoic acid, 15-methy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.52 ng 111816 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
2 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 1913 (13.339 min): BF098882.D (-1909) (-) m/z 74.00 100.00%
74.0
5000 43.0
1431 'P'”IA'L"”IA'W
199.1 227.2 283.2 13.00 13.20 13.40 13.60
1799 2551 863 nw/z 87.00 78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
m/z 43.00 40 .35%
‘ w0 oaro 2840 i
...,..‘..,....“,..“‘.. A Y RSO A A ....2.?'?’.0....‘.... S S
m/z--> mmmmmmmmmmmmmmmm
Abundance
74.0
13.00 13.20 13.40 13.60
5000 m/z 55.00 27 .46%
43.0
143.0 284.0
111.0 185.0 513 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95861: Methy! tetradecanoate R A REER R
74.0 13.00 13.20 13.40 13.60
m/z 75.00 23.34Y%
5000
43.0
15 0 143.0
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-BF092317.M Thu Sep 28 13:41:22 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098882.D

Aca On : 28 Sep 2017 00:20

Operator : SJ/JU

Sample : 15445-04 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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

9 Docosanoic acid, methyl ester

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.00 2.87 ng 127442 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
3 Methvl stearate 298 C19H3802 000112-61-8 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80

Abundance Scan 2025 (13.998 min): BF098882.D (-2023) (-) m/z 74.00 100.00%
74.0
43.0
5000
e, o S| S
178.1 213.0 245.0 282.0311.2 13.60 13.80 14.00 14.20 14.40
m/z 87.00 72.36%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000 R SRR BB BRI B
13.60 13.80 14.00 14.20 14.40
430 10 m/z 43.05 53.10%
150) | “‘ 11010 T 171.0199.0227.0255.0283.03110
L I UL UL UL UL SR
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.00 30.51%
43.0
143.0
312.0
15.0 101.0 171.0199.02270 2690
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methyl stearate T
74.0 13.60 13.80 14.00 14.20 14.40
m/z 57.05 27 .44Y%
5000
43.0
143.0
il T motagmso meo L T
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40

8270-BF092317.M Thu Sep 28 13:41:23 2017

AU-05-092617-B

Page: 10



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\

Data File : BF098882.D

Acq On : 28 Sep 2017 00:20

Operator : SJ/JU

a?ggle ; 15445-04 5X AU-05.002617.8
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 3.0 ng 120949 1 6.92 818907 20.0
unknown6 .68 6.68 19.9 ng 813394 1 6.92 818907 20.0
Hexadecanoic acid... 11.82 47.2 ng 2364260 4 11.44 1002410 20.0
9,15-Octadecadien... 12.52 138.4 ng 6936730 4 11.44 1002410 20.0
16-Octadecenoic a... 12.54 95.1 ng 4765040 4 11.44 1002410 20.0
Methyl stearate 12.62 23.8 ng 1194260 4 11.44 1002410 20.0
Hexadecanoic acid... 13.34 2.5 ng 111816 5 14.08 887058 20.0
Docosanoic acid, ... 14.00 2.9 ng 127442 5 14.08 887058 20.0
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