LSC Area Percent Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22 Instrument :

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

3?22Ie : 16685-09 2X AU-05.199617.C

ALS Vial : 10 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 5.004 493 496 514 rBV 125465 221830 1.44% 0.447%
2 5.410 562 565 599 rBVY 1314447 2135121 13.90% 4_.307%
3 6.434 736 739 757 rBVY 1440025 2114333 13.76% 4 .265%
4 6.563 757 761 767 rVV 2008762 1990627 12.96% 4.015%
5 6.786 796 799 814 rBVY 1043863 992990 6.46% 2.003%
6 6.939 822 825 837 rBVY 1514090 1546223 10.06% 3.119%
7 7.357 893 896 912 rBVY 1095416 1385205 9.02% 2.794%
8 8.069 1014 1017 1023 rBvV 1283311 1217598 7.92% 2.456%
9 8.645 1110 1115 1119 rBV 231532 202658 1.32% 0.409%
10 9.145 1196 1200 1208 rBvV 2011442 1999231 13.01% 4.033%

11 9.210 1208 1211 1215 rVB 324525 256514 1.67% 0.517%
12 9.545 1266 1268 1274 rVB 171514 184829 1.20% 0.373%
13 9.739 1298 1301 1305 rVB 374598 266422 1.73% 0.537%
14 9.827 1312 1316 1323 rVB 1285098 1192687 7.76% 2.406%
15 10.239 1380 1386 1389 rBV 369003 303767 1.98% 0.613%

16 10.621 1448 1451 1463 rBV 960036 1044737 6.80% 2.107%
17 10.710 1463 1466 1476 rVB 319350 405442 2.64% 0.818%
18 11.157 1539 1542 1545 rBV 223763 191477 1.25% 0.386%
19 11.321 1566 1570 1578 rVB 1009184 1070789 6.97% 2.160%
20 11.698 1629 1634 1637 rBV 5598700 6829448 44.45% 13.775%

21 11.833 1654 1657 1667 rBV2 129199 181244 1.18% 0.366%
22 12.404 1745 1754 1756 rBV2 5892922 15364078 100.00% 30.990%
23 12.486 1765 1768 1772 rVB 3671942 3538289 23.03% 7.137%
24 12.721 1804 1808 1811 rVB 271251 261639 1.70% 0.528%
25 12.904 1833 1839 1842 rBV 1456047 1388517 9.04% 2.801%

26 13.127 1875 1877 1884 rVB 293998 318395 2.07% 0.642%
27 13.204 1887 1890 1893 rBV 462454 410502 2.67% 0.828%
28 13.639 1957 1964 1969 rBV4 299247 602207 3.92% 1.215%
29 13.874 2000 2004 2009 rBV 405020 373282 2.43% 0.753%
30 13.974 2017 2021 2025 rBV 881165 882351 5.74% 1.780%

31 15.445 2267 2271 2278 rBV 524042 704927 4_.59% 1.422%

Sum of corrected areas: 49577359
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122717\
Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

Sample : 16685-09 2X

Misc :

ALS Vvial : 10 Sample Multiplier: 1

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

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

AU-05-122617-C

Abundance TIC: BF101769.D
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6000000 11.70

5000000
4000000
3000000
9.15

2000000

1000000

o
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.00 4_47 ng 221830 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 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 495 (4.998 min): BF101769.D (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AN A LR
| 83.0 | 460 4.80 5.00 5.20 5.40
o) SEEESEEEESSESESSEERY ¥ MBSOV | FRSERESAIScs hMMMMUS MEMSS m/z 59.00 57.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL L I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 16.70%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 16.09%
101.0
15.0 270 71.0
56.0 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 9.43%
5000
101.0
150 310 %80 690 860
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 460 480 500 520 540
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.56 Concentration Rank 4

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

6.56 40.09 ng 1990630 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (6.563 min): BF101769.D (-757) (-) m/z 132.00 100.00%
13%.0
5000 68.0
20 540 1 % a0 ok 6
01 : e m/z 68.05 40.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.66%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 % a0 ok ok
5000 9go 1160 m/z 66.00 25.37%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.11%
117.0
5000
91.0
S
0||‘|||‘|||“N||m|||“||||||‘|‘||l‘|l“| T R T
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecane Concentration Rank 18

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

8.65 3.33 ng 202658 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane. 3-methvl- 156 C11H24 013151-34-3 64
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 62

Abundance Scan 1116 (8.651 min): BF101769.D (-1110) (-) m/z 57.10 100.00%
51.1
5000
85.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—
39 ‘ 112.1 131.1 8.40 8.60 8.80 9.00
Ol bl b e 182 m/z 43.00 78.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 U L L R R
8.40 8.60 8.80 9.00
29.0 m/z 71.05 51.75%
. | I | 1130 1410 1690 198.0
m/z--> 20 ' éo 85 160 150 140 160 180 260 220
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 85.05 32.63%
85.0
29.0
0 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28436: Decane, 3-methyl-
57.0 8.40 8.60 8.80 9.00
m/z 41.05 32.15%
5000
29.0 85.0
‘ 127.0
0"'l"'"l"'|"""'|""|""|'H'"|"1'5§q"' [T T T IR RS RN R
m/z--> 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Hexadecane Concentration Rank 14

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

9.74 4_47 ng 266422 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1301 (9.739 min): BF101769.D (-1298) (-) m/z 57.05 100.00%

571.0
5000
&1 rWJMA’\JL\,J
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_

9.40 9.60 9.80 10.00
113.1 159.1
el e 120188 2122 m/z 43.10  75.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane L—‘”W\y}
57.0

5000 S
9.40 9.60 9.80 10.00

29.0 850 m/z 71.10 54.85%

JLHW“ﬂ%mmm%mmnm
e e e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_

9.40 9.60 9.80 10.00

o

o

5000 850 m/z 85.10 34.78%
28.0
183.0
o 113.0 155.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane
57.0 9.40 9.60 9.80 10.00

m/z 41.05 31.50%

5000 85.0
29.0

b it At i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101769.D

Aca On : 27 Dec 2017 18:22

Operator : SJ/JU

Sample : 16685-09 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.71 7.57 ng 405442 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 1466 (10.710 min): BF101769.D (-1463) (-) m/z 57.10 100.00%
57.1
5000

10.40 10.60 10.80 11.00

113.1 1690

o m/z 43.05 70.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 TT TTTT TTTT TTTT T TTT]

10.40 10.60 10.80 11.00
m/z 71.05 60.63%

o L ml]mlﬁo‘mgo 225.0 281.0 337.0 393.0 4630  561.0 615.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e  RE RSt
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.22%
0 113.0 169.0 226.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R R e e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.28%
5000
113.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10 40 10. 60 10 80 11. OO

8270-BF121417 .M Thu Dec 28 11:08:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101769.D

Aca On : 27 Dec 2017 18:22

Operator : SJ/JU

Sample : 16685-09 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_.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 10 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.70 127.56 ng 6829450 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): BF101769.D (-1629) (-) m/z 74.05 100.00%
74.0
5000 431
L 0o g ™ sean 1852050 202 o703 | | 40 1160 110 1210
Ob el bt 2L L 183 A0S ey || M7z 87.05  72.86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L B UL BN SUURE
43.0 11/40 11.60 11.80 12.00
143.0 m/z 43.10 36.03%
miz> % 40 éb'"so'"iéé"iéé"iib"ieb"isé"éoé"ézé"éié"ééb""
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 29.87%
ol 97.0 1170 430 1850 2270 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #95860: Methy! tetradecanoate N AR

74.0 11.40 11.60 11.80 12.00

m/z 41.10 27 .59%
5000
43.0
143.0
o 100019107 1710 1990 2420

“.”,“.q.”...” e e e R SREA R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO

8270-BF121417 .M Thu Dec 28 11:08:46 2017
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.83 3.39 ng 181244 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1656 (11.827 min): BF101769.D (-1654) (-) m/z 60.00 100.00%
6d.0
5000 192.1
39 "' 11160 1180 12.00 12.20
(o} m/z 72.95 99.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR B SUML UL B
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 43.10  86.34%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11160 11.80 12.00 12.20
5000 m/z 41.00 65.38%
1290 242.0
97.0 199.0
o 152 0171 0
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 250 2éo
Abundance #39469: n-Decanoic acid R AREEE R
60.0 11.60 11.80 12.00 12.20
m/z 57.10 62.41%
5000
0.0 129.0
172.0
0...|....|.... ‘ ‘\ .”‘..q.‘ |....|‘....|..l. A REBRREmama s IR
m/z--> 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.40 286.97 ng 15364100 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 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 98
Abundance Scan 1753 (12.398 min): BF101769.D (-1745) (-) m/z 67.05 100.00%
67.0
5000 ' /\X
12811501 o 32 jons | 1200 1220 1240 1260 1250
0 . - m/z 81.05 85.41%
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
nmnmnmnmnm
1230 m/z 55.05 69.26%
. © 1800 4780 30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 ©7.0
nmnmnmnmn%
5000 95.0 m/z 41.10 59.53%
1230 1500 1780 9900 2630 2240
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)- T EamE e A RREEE R
nmnmnmnmnm
m/z 95.10 57.15%
5000
0 1230 1490 1759 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1200 1220 1240 1260 1280
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.49 66.09 ng 3538290 Phenanthrene-d10 11.32
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 93
3 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
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): BF101769.D (-1765) (-) m/z 74.05 100.00%
74.0
5000 431
143.1 R LA B SV MR
97.1 199.2 2552 04 12.20 12.40 12.60 12.80
o...,....,...h',..|l..,1:-...',l..:.,..'..,|....,1.7.1..1....',....22.?.? bt m/z  87.05  75.80%
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 "% 1240 1260 1280
143.0 -
43.0 o0 | 00 m/z 43.10 39.79%

o

97.0 ‘ ‘
R S I <2 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12 20 12.40 12.60 12.80

5000 298.0 m/z 55.10 30.28%
43.0
143.0
18.0 97.0 199.0 255.0
0 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester S REEEEE R AR R
74.0 12. 20 12. 40 12. 60 12. 80

m/z 41.10 24 . 77%

5000
143.0 255.0
298.0
‘ 97.0 199.0
‘\ ‘J L‘M \‘\ gyl \1710 227.0 | ‘

W 0 v N AN e MR T

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
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Methyl 10-trans,l12-cis-octa... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.93 ng 261639 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 96
Abundance Scan 1808 (12.721 min): BF101769.D (-1804) (-) m/z 67.00 100.00%
67.0
5000 41.1 ' /\x
1361 1631 10402201 2632 2943 1540 1260 12,80 1300
o} : m/z 81.10 69.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0

5000

12.40 12.60 12.80 13.00
294.0 m/z 95.10 50.76%

1230 150.0 1780 500 2630
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0

A
LI L L L L L L |

12.40 12.60 12.80 13.00

5000 9.0 m/z 55.10 46.60%
0.0 294.0
1230 150.0 4260 2000 2620
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
12.40 12.60 12.80 13.00
m/z 59.00 45 _.49%
5000

123.0 1500

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 cis-9-Hexadecenoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.13 7.22 ng 318395 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 87
2 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 52
3 12-Octadecenoic acid. methyvl ester 296 C19H3602 056554-46-2 50
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 50
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 49
Abundance Scan 1877 (13.127 min): BF101769.D (-1875) (-) m/z 55.05 100.00%
54.0
83.1
5000

| | 138.1 165.1  208.2 2502  292.2 12.80 13.00 13.20 13.40
o SR— 0 m/z 69.10 74.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 LN L L L L L LB L |
12.80 13.00 13.20 13.40
29.0 111.0 m/z 83.10 58.74%
o 165.0 194.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
A e AR
12.80 13.00 13.20 13.40
5000 83.0 m/z 74.00 50.26%
' 250.0
110 1380 1660  208.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 I
Abundance #141284: 12-Octadecenoic acid, methyl ester R AR e

12.80 13.00 13.20 13.40
m/z 41.10  48.44%

I I T T
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

5000

111.0
1380 180.0 2220
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.20 9.30 ng 410502 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Methvl stearate 298 C19H3802 000112-61-8 96
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 92

Abundance Scan 1889 (13.198 min): BF101769.D (-1887) (-) m/z 74.00 100.00%
74.0
5000 43.1
1431 283.3 12.80 13.00 13.20 13.40 13.60
0 it heroaes | m/z 87.10  72.95%
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
43.0 143.0 360 | M/z 43.10 48.44%
ol15:0. \‘ ol 1010 \ 17101990227025502830‘ ‘
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 55.05 35.20%
43.0
143.0
. 101.0 171.0 199.0 557 52550 298.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester e o
74.0 12.80 13.00 13.20 13.40 13.60
m/z 57.00 28.16%
5000
43.0
143.0 284.0
241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1280 13.00 13.20 13.40 13.60
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Methyl 2-octylcyclopropene-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.64 13.65 ng 602207 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1l-oct... 308 C20H3602 003220-60-8 50
2 Bicvclol2.2_.1Thept-5-ene-2-carbo... 309 C18H19N302 1000265-40-3 46
3 2-Butvl-1-iodo-bicvclol2.2_1Thep... 278 C11H191 1000190-59-7 43
4 2(3H)-Benzofuranone. 3a.4.5.7a-t... 166 C10H1402 033722-72-4 25
5 2-n-Heptylfuran 166 C11H180 003777-71-7 18
Abundance Scan 1964 (13.639 min): BF101769.D (-1957) (-) m/z 81.10 100.00%

81.1

5000

-

13.40 13.60 13.80 14.00
m/z 95.10 88.82%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151472: Methyl 2-octylcyclopropene-1-octanoate
81.0

%

55.0
5000 LIRS
13.40 13.60 13.80 14.00
0
163.0 277.0 308.0 m/z 151.10 71.50%
Y 195.0 237.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
T e
13.40 13.60 13.80 14.00
5000 m/z 55.00 52.97%
93.0
121.0
173.0
145.0 214.0 244.0 2g0.0 3090

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

Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane b RREmE EE e
. 13.40 13.60 13.80 14.00

m/z 67.05 50.52%

5000

193.0 9920

T T I T
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
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Library Search Compound Report

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

Data File : BF101769.D

Aca On - 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 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 18 Docosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.87 8.46 ng 373282 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 96
3 Methvl stearate 298 C19H3802 000112-61-8 87
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 83

Abundance Scan 2003 (13.868 min): BF101769.D (-2000) (-) m/z 74.00 100.00%
74.0
5000 43.1
11 13.60 13.80 14.00 14.20
101.0 199.1 255.2 311.3 - . . :
o W | ana LT C28a 0 344 Thyz 87.05  78.08%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74.0
43.0
5000 LR SO DU UL B
13.60 13.80 14.00 14.20
143.0 354.0 m/z 43.10 46 .73%
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
'13.60 13.80 14.00 14.20
5000 m/z 55.10 31.33%
A 143.0 3zo
o 15.0 101.0 ’ 185.0213.0241.0269'0
m/z--> 50 100 150 200 250 300 350
Abundance #143126: Methyl stearate i B
74.0 13.60 13.80 14.00 14.20
m/z 57.05 30.20%
5000
43.0
143.0 298.0
101.0 199.0 255.0 .
OJ:S'IO\I JIJJI\HIHIJIIII |\ ‘:!-7|1.‘|)‘|‘| |‘2|27|.0|‘ ‘:‘:: — R EREREREE RS
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF101769.D

Acq On : 27 Dec 2017 18:22

Operator : SJ/JU

a?ggle ; 16685-09 2X AU-05.199617.C
ALS Vial : 10 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 4.5 ng 221830 1 6.79 992990 20.0
unknown6 .56 6.56 40.1 ng 1990630 1 6.79 992990 20.0
Tetradecane 8.65 3.3 ng 202658 2 8.07 1217600 20.0
Hexadecane 9.74 4.5 ng 266422 3 9.83 1192690 20.0
Tetratetracontane 10.71 7.6 ng 405442 4 11.32 1070790 20.0
Hexadecanoic acid... 11.70 127.6 ng 6829450 4 11.32 1070790 20.0
n-Hexadecanoic acid 11.83 3.4 ng 181244 4 11.32 1070790 20.0
9,12-Octadecadien... 12.40 287.0 ng 15364100 4 11.32 1070790 20.0
Methyl stearate 12.49 66.1 ng 3538290 4 11.32 1070790 20.0
Methyl 10-trans,1... 12.72 5.9 ng 261639 5 13.97 882351 20.0
cis-9-Hexadecenoi... 13.13 7.2 ng 318395 5 13.97 882351 20.0
Eicosanoic acid, ... 13.20 9.3 ng 410502 5 13.97 882351 20.0
Methyl 2-octylcyc... 13.64 13.7 ng 602207 5 13.97 882351 20.0
Docosanoic acid, ... 13.87 8.5 ng 373282 5 13.97 882351 20.0
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