LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48 Instrument :
Operator : SJ/JU BNA_F

Sample : 16685-11 2X ClientSampleld :
Misc - AU-05-122617-D
ALS Vial : 11 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:\HPCHEM1I\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 heiaht area % max. total
1 5.004 492 496 517 rBV 114866 210065 1.37% 0.439%
2 5.410 562 565 593 rBY 1159967 1973458 12.82% 4.127%
3 6.433 736 739 757 rBVY 1358883 1967198 12.78% 4.114%
4 6.563 757 761 767 rVV 1884849 1890341 12.28% 3.953%
5 6.786 796 799 814 rBVY 1050480 1005072 6.53% 2.102%
6 6.939 822 825 842 rBVY 1377096 1474487 9.58% 3.084%
7 7.357 893 896 913 rBV 968283 1259696 8.19% 2.634%
8 8.069 1014 1017 1023 rBV 1248715 1205890 7.84% 2.522%
9 9.139 1196 1199 1207 rBV 1926159 1889673 12.28% 3.952%
10 9.545 1261 1268 1274 rBv2 215961 290769 1.89% 0.608%

11 9.739 1298 1301 1305 rVB 228990 168992 1.10% 0.353%
12 9.827 1312 1316 1329 rVB 1373729 1318592 8.57% 2.758%
13 10.239 1383 1386 1389 rBvV 246667 190006 1.23% 0.397%
14 10.621 1448 1451 1463 rBV 937987 1027454 6.68% 2.149%
15 10.710 1463 1466 1471 rBV 240608 263642 1.71% 0.551%

16 11.321 1566 1570 1578 rBV 1136722 1159116 7.53% 2.424%
17 11.698 1629 1634 1637 rBV 5508358 6333029 41.15% 13.245%
18 11.839 1653 1658 1664 rBv3 300980 386850 2.51% 0.809%
19 12.404 1745 1754 1756 rBV3 5884264 15389087 100.00% 32.184%
20 12.486 1765 1768 1772 rVB 3567143 3386299 22.00% 7.082%

21 12.527 1772 1775 1776 rBV 216951 210874 1.37% 0.441%
22 12.545 1776 1778 1785 rVV3 217948 330764 2.15% 0.692%
23 12.904 1833 1839 1842 rBV 1410901 1330683 8.65% 2.783%
24 13.127 1875 1877 1886 rVB 282104 316616 2.06% 0.662%
25 13.204 1887 1890 1893 rBV 432903 383973 2.50% 0.803%

26 13.645 1958 1965 1969 rBV4 137147 250983 1.63% 0.525%
27 13.780 1985 1988 1993 rVB 198029 218080 1.42% 0.456%
28 13.874 2001 2004 2009 rBV 379663 326370 2.12% 0.683%
29 13.974 2017 2021 2029 rBV 872073 929263 6.04% 1.943%
30 15.445 2267 2271 2279 rVB 539532 728869 4.74% 1.524%

Sum of corrected areas: 47816191
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\
Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

Sample : 16685-11 2X

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

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

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

AU-05-122617-D

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101770.D

5.41

5.00 JL
VA

6.56
6.94
6@

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101770.D
11.70

8.07
10.62 11.32
9.559.7 10.24 }(3\71 A 11.84
Mo

12F 40

12.49

12.90

P

13320 o

0
Time-->

8.00 10 00 10.50 11.00 11.50 12.00

12.50 13.00 13. 50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF101770.D

13.97

15.44

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50

19.00

8270-BF121417_.M Thu Dec 28 11:09:17 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 14

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

5.00 4.18 ng 210065 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF101770.D (-492) (-) 43.00 100.00%

43.0
59.0
5000

101.1 TTr T T TTr 1T TTr 1T TTr 1T T
83.0 460 480 500 520 540

0...,....,....,....',':...,..!!,....,....,....,...:,|....,. m/z 59.00 53.78%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20 5.40
m/z 101.10  17.04%

31‘0 | 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
IIIIIIIIIIIIII‘IIIIIIIII
4.60 4.80 5.00 520 5.40
5000 m/z 58.00 14 .03%
101.0
150 310 %80 69,0 86.0
O T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59.0 4.60 4.80 5.00 520 5.40
31.0 m/z 41.00 8.99%
5000 41.0
73.0
oL 120 il \\510“‘ 87.0 1020
I L B I o e R R RN S EREREEm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.56 Concentration Rank 4

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

6.56 37.62 ng 1890340 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 761 (6.563 min): BF101770.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rTrrrTTyTTT T T T T T T T T T
400 540 | 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'...,:!..,::.-.|,..'..,f.‘?.?,..!.,.':..,1.1.“?9,...., I m/z 68.10 40.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.32%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.05 25.77%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.98%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 17

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

9.74 2.56 ng 168992 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 68

Abundance Scan 1301 (9.739 min): BF101770.D (-1298) (-) m/z 57.10 100.00%
5%.1
o ,‘JJ\M
‘ 940 9.60 9.80 10.00
39/0 113.1 : : : :
I 141.1159.1 1820 2122 m/z 43.05 72.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 RS R AR
85.0 9.40 9.60 9.80 10.00
29.0 m/z 71.05 54_.20%
0 I \ |, 130 141 0 169 0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57.0
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
9.40 9.60 9.80 10.00
5000 85.0 m/z 41.05 32.98%
29.0
0 113.0 1410 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane A B
57.0 9.40 9.60 9.80 10.00
m/z 85.05 32.02%
5000 85.0
29.0
0 \‘ ‘ H Il A 113 0 ! 141 0 169.0 212 0
||||||||||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
m/z--> ' ' éo 50 160 150 140 160 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.71 4_.55 ng 263642 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 1466 (10.710 min): BF101770.D (-1463) (-) m/z 57.10 100.00%

5000

10.40 10.60 10.80 11.00

o m/z 43.10 68.88%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L LB L |
10.40 10.60 10.80 11.00
m/z 71.10 58.09%
| 180 0 2120
Olfmrm 1 F171 T 1T P T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R R e BEERE RS
10.40 10.60 10.80 11.00
5000 m/z 85.05 38.65%
113.0
o 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
T [ T T T T T [ T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane T T T AT
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.69%
5000

113.0 169.0 226.0

i S M

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101770.D

Aca On : 27 Dec 2017 18:48

Operator : SJ/JU

Sample : 16685-11 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.70 109.27 ng 6333030 Phenanthrene-d10 11.32
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 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1634 (11.698 min): BF101770.D (-1629) (-) m/z 74.05 100.00%
74.0
5000 430
- 227.2 1140 1160 1180 1200
97.1 185.2 2703 11.40 11.60 11.80 12.00
0 ,....-,H...‘:h,.-.'d.. ':...','...1?1..1..,|...1.6?.’f.. a2 ey m/z 87.05  72.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L BRI UL SN SULE
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.05 36.28%
> 35 40 65 8 '1'66' 0 140 160 '1'86' oy '2'216' P
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.05 29.52%
ol 97.01479 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.40 11.60 11.80 12.00
m/z 41.10 27 .20%
5000
43.0
143.0
b i 1900050 g w0 a0 L,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00

8270-BF121417 .M Thu Dec 28 11:09:20 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.84 6.67 ng 386850 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1658 (11.839 min): BF101770.D (-1653) (-) m/z 73.00 100.00%

43.0 73.0

5000

213.2 e R RAERN RS
256.2 11.60 11.80 12.00 12.20

157.1 1852

0! m/z 43.05 95.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0

11.60 11.80 12.00 12.20
m/z 60.00 88.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
T T T T T T T T
11.60 11.80 12.00 12.20
5000 256.0 m/z 57.10 82.03%
129.0
97.0 1570 185.0 213.0
0 ' 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.05 67.37%
5000 129.0
0.1.5.'?....,..... I ARREEREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.40 265.53 ng 15389100 Phenanthrene-d10 11.32
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. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 95

Abundance Scan 1753 (12.398 min): BF101770.D (-1745) (-) m/z 67.05 100.00%

67.0

5000

S ——

123.1 150.1 263.2 9943 12.00 12.20 12.40 12.60 12.80

178.2 220.2

0 m/z 81.10 85.88%
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 950 LB B LI L L B

12.00 12.20 12.40 12.60 12.80
m/z 55.05 68.71%

123.0 1500 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0

o

95.0 12. 00 12 20 12. 40 12. 60 12. 80
5000 m/z 41.05 58.38%
123.0
. 1500 1780  pp30 2630 2940
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)- SRS

12.00 12.20 12.40 12,60 12.80
m/z 95.10 56.60%

o

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

5000

123.0 149.0 175 262.0 294.0

8270-BF121417 .M Thu Dec 28 11:09:21 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 10 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 58.43 ng 3386300 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1769 (12.492 min): BF101770.D (-1765) (-) m/z 74.05 100.00%
74.0
5000 43.0
1220 12,40 12.60 12.80
o} m/z 87.10 74 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 LRI IS UL UL B
1220 12.40 12,60 12.80
143.0 m/z 43.05 39.78%
oS0 ‘ “ || 810 7 17101990 pp70 2650 2980
iz 3 a6 B0 150 130 140 160 150 24 530 340 k0 340 30
Abundance
74.0
nmnmnmnm
5000 298.0 m/z 55.05 29.99%
43.0
143.0
180 97.0 199.0 255.0
o 171.0 227.0
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 EEmEE R e R REa
74.0 12,20 12.40 12,60 12.80
m/z 41.10 25.35%
5000
28.0
143.0 255.0 298.0
m/z--> 25 Jo eb éo 160 120 150 160 180 200 220 240 260 2é0 360 12,20 12.40 12,60 12.80

8270-BF121417 .M Thu Dec 28 11:09:22 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101770.D

Aca On : 27 Dec 2017 18:48

Operator : SJ/JU

Sample : 16685-11 2X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.64 ng 210874 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 11.14-Eicosadienoic acid. methvl._.. 322 C21H3802 002463-02-7 92
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
4 7-Hexadecvne 222 C16H30 074685-28-2 90
5 1,11-Dodecadiene 166 C12H22 005876-87-9 83

Abundance Scan 1775 (12.527 min): BF101770.D (-1772) (-) m/z 67.05 100.00%

1 ﬂl\/\

220.1 12. 20 12. 40 12 60 12. 80
0 m/z 81.05 85.28%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

5000

1231 1644 181.1

12.20 12.40 12.60 12.80
m/z 55.00 68.33%

43.0 . 280.0
ol Y 182.0 210.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
410 67.0

12. 20 12. 40 12 60 12.80

5000

5000 95.0 m/z 41.10 59.18%
123.0
0 150.0 1780 291.0 322.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethy! linoleate S EEEEENSS S

12. 20 12. 40 12 60 12. 80

m/z 95.10 58.33%

o

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80

5000

8270-BF121417 .M Thu Dec 28 11:09:23 2017

AU-05-122617-D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 13 10-Octadecenoic acid, methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.13 6.81 ng 316616 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 87
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 87
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 87
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 86
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 83
Abundance Scan 1877 (13.127 min): BF101770.D (-1875) (-) m/z 55.10 100.00%
54.1
83.1
5000
2082 2502 2933 12:80 13.00 13.20 13.40
Oty m/z 69.10 69.07%

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

5000 LN L L L L L LB L |
290 12.80 13.00 13.20 13.40
' m/z 74.00 63.52%
0 ,.‘.. .W. .‘H‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
s e
12.80 13.00 13.20 13.40
5000 83.0 m/z 83.10 60.38%
29.0 1110 264.0
" 1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester R AEmEEEE L
55.0 12.80 13.00 13.20 13.40

m/z 87.00 50.13%

5000

o

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

8270-BF121417 .M Thu Dec 28 11:09:23 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Eicosanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.20 8.26 ng 383973 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
4 Methvl stearate 298 C19H3802 000112-61-8 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1889 (13.198 min): BF101770.D (-1887) (-) m/z 74.00 100.00%
74.0
5000 43.1
e 12150 1500 1530 1340 1560
.0 199.1 227.1 283.3 . : : : : :
0 i 2578 %03 ‘m/z 87.05  71.40%
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
12.80 13.00 13.20 13.40 13.60
43.0 143.0 260 | M/z 43.10 48.67%
ol15:0. \‘ ol 1010 \ 171019902270255028‘30‘ ‘
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
12:80 13.00 13.20 13.40 13.60
5000 m/z 55.00 34 .26%
43.0
143.0 284.0
101.0 185.0 513 o 2410
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
74.0 12.80 13.00 13.20 13.40 13.60
m/z 57.05 24 .42%
5000
43.0
284.0
143.0
241.0
0 ...,.‘.\..,...\.\J,..h.\.,.ﬁ.?,l..".. = SN S S
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 13.60

8270-BF121417 .M Thu Dec 28 11:09:24 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownl3.64 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.64 5.40 ng 250983 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone. 4-methvl-5.5-bis... 206 C13H1802 099202-98-9 38
2 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 30
3 Bicvclol2.2.1Theptane. 2-(2-meth... 150 C11H18 061142-27-6 27
4 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 22
5 4-Amino-2,1,3-benzothiadiazole 151 C6H5N3S 000767-64-6 22
Abundance Scan 1964 (13.639 min): BF101770.D (-1958) (-) m/z 81.05 100.00%
81.0
151.1
5000 55.0
109.1 X 2311 .
712 5031 2802 308.2 13.40 13.60 13.80 14.00
0 : m/z 95.00 89.34Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66035: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-propenyl)

95.0 151.0
55.0
5000 123.0 L B B
13.40 13.60 13.80 14.00
29.0 m/z 151.10 69.73%
N N O L3 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0 151.0
e RRREE R
13.40 13.60 13.80 14.00
5000 55.0 m/z 55.05 48 .95%
29.0
o 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23983: Bicyclo[2.2.1]heptane, 2-(2-methyl-1-propenyl)- b RREmE EE e
95.0 13.40 13.60 13.80 14.00
m/z 41.10 44 _65%
5000
67.0
41.0 135.0
O,AHJHN,L”“.MPM.“HW.M.”..”..”” SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF121417 .M Thu Dec 28 11:09:25 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 16 3-Eicosene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.69 ng 218080 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
2 Cvcloeicosane 280 C20H40 000296-56-0 87
3 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 87
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 70
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
Abundance Scan 1988 (13.780 min): BF101770.D (-1985) (-) m/z 57.10 100.00%
51.1
83.1
5000

226.0 13.40 13.60 13.80 14.00
139.1 1731 280.2

Obrprrrefles 181 2222 m/z 43.05  75.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #127771: 3-Eicosene, (E)-
57.0
83.0
5000 [TTrr[rrrr[rrrryrrrr|m
29.0 13.40 13.60 13.80 14.00
’ m/z 55.10 60.75%
o “ \ 139.0 167.0 196.0 224.0 252.0 280.0

SRARENRIR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55.0

83.0 R R e
13.40 13.60 13.80 14.00

5000 m/z 71.10 54 _68%
29.0 111.0

139.0 168.0 196.0 224.0 252.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecyl propyl ester A B o
43.0 13.40 13.60 13.80 14.00
m/z 69.10 53.74%
5000 71.0
97.0
297.0
o ] J‘ ) 15015301800 22402520 | 3400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF121417 .M Thu Dec 28 11:09:25 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\

Data File : BF101770.D

Aca On - 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Docosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.87 7.02 ng 326370 Chrysene-di12 13.97
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 94
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2003 (13.868 min): BF101770.D (-2001) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1 13.60 13.80 14.00 14.20
101.0 199.1 255.2 311.3 ] : : : :
ol Ay | 17207 22712952284 1500 39431 h7z  87.00  76.48%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000 A RARRARARRR ----A T

13.60 13.80 14.00 14.20
m/z 43.10 48.92%

150 1000 30 354.0
o il M h‘? | 171.0199.0297.0255.0283.0311.0 7
Lty YA T T T
m/z--> 100 150 200 250 300 350
Abundance
74.0
R R
13.60 13.80 14.00 14.20
5000 m/z 55.10 35.36%
430 312.0
143.0
o 15.0 101.0 185.0213.0241.0269'0
i e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester R EEEEE RS
74.0 13.60 13.80 14.00 14.20
m/z 57.10 28.88%
5000
43.0
143.0 284.0
241.0
101.0 185 0
R 5 = N W B b
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20

8270-BF121417 .M Thu Dec 28 11:09:26 2017 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122717\

Data File : BF101770.D

Acq On : 27 Dec 2017 18:48

Operator : SJ/JU

a?ggle ; 16685-11 2X AU-05.199617.D
ALS Vial : 11 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]
2-Pentanone, 4-hy... 5.00 4.2 ng 210065 1 6.79 1005070 20.0
unknown6 .56 6.56 37.6 ng 1890340 1 6.79 1005070 20.0
Hexadecane 9.74 2.6 ng 168992 3 9.83 1318590 20.0
Pentadecane 10.71 4.5 ng 263642 4 11.32 1159120 20.0
Hexadecanoic acid... 11.70 109.3 ng 6333030 4 11.32 1159120 20.0
Tridecanoic acid 11.84 6.7 ng 386850 4 11.32 1159120 20.0
9,15-Octadecadien... 12.40 265.5 ng 15389100 4 11.32 1159120 20.0
Methyl stearate 12.49 58.4 ng 3386300 4 11.32 1159120 20.0
9,12-Octadecadien... 12.53 3.6 ng 210874 4 11.32 1159120 20.0
10-Octadecenoic a... 13.13 6.8 ng 316616 5 13.97 929263 20.0
Eicosanoic acid, ... 13.20 8.3 ng 383973 5 13.97 929263 20.0
unknownl13.64 13.64 5.4 ng 250983 5 13.97 929263 20.0
3-Eicosene, (E)- 13.78 4.7 ng 218080 5 13.97 929263 20.0
Docosanoic acid, ... 13.87 7.0 ng 326370 5 13.97 929263 20.0
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