LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 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-BF091117.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 4.839 464 468 482 rVB 348115 471786 10.61% 0.946%
2 5.269 537 541 553 rBVY 4379809 4304113 96.80% 8.626%
3 6.316 714 719 735 rBVY 3782143 4347979 97.79% 8.714%
4 6.433 735 739 742 rBVY 4658820 4140613 93.13% 8.299%
5 6.663 774 778 785 rBVY 1573357 1345038 30.25% 2.696%
6 6.816 800 804 808 rBVY 3416527 3065298 68.94% 6.143%
7 7.233 870 875 878 rBVY 2523496 2537480 57.07% 5.086%
8 7.945 992 996 1002 rBVY 2060129 1710702 38.47% 3.429%
9 9.022 1174 1179 1182 rBV 4516732 3797044 85.40% 7.610%
10 9.104 1188 1193 1196 rBvV2 54135 57196 1.29% 0.115%

11 9.416 1242 1246 1249 rBV 463321 399956 9.00% 0.802%
12 9.633 1280 1283 1287 rBV 142466 116648 2.62% 0.234%
13 9.692 1287 1293 1297 rBV 1756131 1638811 36.86% 3.284%
14 10.127 1364 1367 1370 rBV 212512 170784 3.84% 0.342%
15 10.351 1400 1405 1407 rBV 73940 88811 2.00% 0.178%

16 10.480 1422 1427 1435 rBV 1955525 1915501 43.08% 3.839%
17 10.604 1445 1448 1456 rVB 245803 291507 6.56% 0.584%

18 10.792 1477 1480 1484 rBvV4 33120 57123 1.28% 0.114%
19 11.051 1520 1524 1526 rBV 172826 165126 3.71% 0.331%
20 11.074 1526 1528 1534 rVB 74483 86183 1.94% 0.173%

21 11.174 1541 1545 1548 rBV 1683726 1408955 31.69% 2.824%
22 11.474 1593 1596 1598 rBV 116570 97423 2.19% 0.195%
23 11.574 1609 1613 1617 rBV 2267262 1879257 42.27% 3.766%
24 11.880 1662 1665 1673 rVB 102827 113178 2.55% 0.227%
25 11.980 1678 1682 1684 rBV3 39631 48686 1.09% 0.098%

26 12.157 1708 1712 1715 rBV5 29106 47938 1.08% 0.096%
27 12.262 1725 1730 1731 rBV 4665395 4395350 98.85% 8.809%
28 12.280 1731 1733 1740 rVV 4539715 4446279 100.00% 8.911%
29 12.368 1744 1748 1753 rVB2 933218 961337 21.62% 1.927%
30 12.610 1785 1789 1792 rBV2 148300 194939 4._.38% 0.391%

31 12.639 1792 1794 1797 rVB 70676 59231 1.33% 0.119%
32 12.757 1810 1814 1818 rBV 2798190 2677446 60.22% 5.366%
33 12.951 1844 1847 1848 rBV3 74666 80704 1.82% 0.162%
34 12.992 1852 1854 1856 rBV 78975 77284 1.74% 0.155%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.086 1868 1870 1873 rBV 72261 63288 1.42% 0.127%

36 13.515 1940 1943 1949 rBV6 83638 142571 3.21% 0.286%
37 13.657 1964 1967 1974 rBV 353173 373848 8.41% 0.749%
38 13.809 1989 1993 1997 rBV 1273065 1214859 27.32% 2.435%
39 15.215 2228 2232 2238 rVB 676435 905310 20.36% 1.814%

Sum of corrected areas: 49895582
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
BF098460.D

12 Sep 2017 19:51

SJ/Ju

15184-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF098460.D
5.27

4.84

6.32

43

6.82

7.23

6.66

0
Time-->

5.00

5.50

Abundance

4000000

3000000

7.95

2000000

1000000

TIC: BF098460.D

11.57

10.48

12.76

12.37

13.¢
|| 26| 12298909 1352

ot —

Time--> 8.00

11.50

10.50 11.00

10.00

8.50

9.00

12.00

T
13.50

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF098460.D

13.81

15.22

Time-->

14.00

16.50

15.50 16.00

15.00

14.50

17.00 17.50

18.00

19.00

18.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.84 7.02 ng 471786 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 468 (4.839 min): BF098460.D (-464) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IREEE RAREESAREELAREE RN
| 83.0 | 460 480 500 5.20
MR NSNS 1 MBS MBS NS m/z 59.00 57.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I L I
59.0 460 480 500 5.20
0
150 4, 1010 m/z 58.00 17.60%
‘ 11 ‘ \‘ 830 Il
miz--> B B % b % B T 8 % 10 06 0 1%
Abundance
59.0
460 4.80 500 520
5000 m/z 101.00 16.81%
41.0
73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol A e ERRas ma
54.0 460 4.80 5.00 5.20
m/z 41.00 9.05%
5000 29.0 41.0 83.0
101.0
‘ ‘ Ll 700 | 1120 1290
miz--> 10 20 30 4'0 % 60 7o 80 9 100 10 120 130 460 480 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 unknown6.43 Concentration Rank 3

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

6.43 61.57 ng 4140610 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 738 (6.428 min): BF098460.D (-735) (-) m/z 132.00 100.00%
13%.0
5000 68.0
00 5o || %0 5b0 650 o 660 0B
S TSSOV S NP D [ £ S| N m/z 68.00 47.92%
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 R
5000 SRR SRS SRR AR
6.00 6.20 6.40 6.60 6.80
310 510 ‘ m/z 65.95 31.99%
b1 H | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 134.00 31.42%
33.0 44.0 105.0
560 00 | 860
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | BSELLN BLALLELE LA I B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.00 18.20%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 600 650 640 6%0 650
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 13
R.T. EstConc Area Relative to ISTD R.T.
10.13 2.08 ng 170784 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
Abundance Scan 1367 (10.127 min): BF098460.D (-1364) (-) m/z 57.00 100.00%
57.0

5000

9.80 10.00 10.20 10.40
m/z 43.05 65.23%

39 112.1

140.1 171.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 TT LR B TTT T T

85.0 9. 80 10. 00 10 20 10.40
290‘ ' m/z 70.95 51.37%
R

‘\ Lo , 1130 1410 169.0 1970 226.0

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

57.0

9.80 10.00 10.20 10.40
5000 85.0 m/z 85.05 32.79%

29.0 113.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38335: Undecane, 3-methyl- A e e e
57.0 9.80 10.00 10.20 10.40

m/z 41.00 31.59%

5000

85.0
29.0
||

J ‘L I (1120 1410 3700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10. 00 10 20 10. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.60 4.14 ng 291507 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 80

Abundance Scan 1447 (10.598 min): BF098460.D (-1445) (-) m/z 57.00 100.00%

57.0
5000

10.20 10.40 10.60 10.80 11.00
m/z 43.05 65.19%

113.1 141.0 169.0 198.1 329.6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48831: Tridecane
57.0
5000 TT T T[T T T T [T T T T[T T TT[TT

10. 20 10 40 10 60 10. 80 11. 00
29.0 85.0 m/z 71.05 53.32%

L‘ | ‘ 113.0 1410 1840

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

57.0

10.20 10.40 10.60 10.80 11.00
5000 85.0 m/z 85.00 34.96%

28.0

113.0 155.0 183.0 310.0

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

Abundance #83051: Dodecane, 2-methyl-6-propyl- L B L
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.00 34 _.30%
5000 85.0
140.0
I 1130 7 1820 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 20 10 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 12
R.T. EstConc Area Relative to ISTD R.T.

11.05 2.34 ng 165126 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Eicosane 282 C20H42 000112-95-8 78
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1524 (11.051 min): BF098460.D (-1520) (-) m/z 57.00 100.00%

57.0
5000

10.80 11.00 11.20 11.40
m/z 43.00 61.08%

127.1 169.1 192.1 233.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
5000 LA L L L L L LB

85.0 10.80 11.00 11.20 11.40
m/z 71.10 56.19%

29.0‘
113.0
e i 210 l690 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
A
10.80 11.00 11.20 11.40
5000 85.0 m/z 85.00 36.61%
140.0
113.0 182.0 505 0226.0
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #129492: Eicosane B B i
57.0 10.80 11.00 11.20 11.40
m/z 41.00 26.85%
5000
85.0
290 /J
Loy gt 197.0 2250 253.0_ 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 7 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.57 26.68 ng 1879260 Phenanthrene-d10 11.17
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 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90

Abundance Scan 1612 (11.568 min): BF098460.D (-1609) (-) m/z 74.00 100.00%

74.0
5000 43.0

143.1
‘ 101.0 185.1 227.2 11.20 11.40 11.60 11.80
,....-,...:||,.'.|"..,':!..','...1.2]2]9.,[..??.4.?.,....~.... e 203 Tm/z  87.00 71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #119407: Hexadecanoic acid, methy! ester
74.0
5000 LA L L L L L L LB L
430 11.20 11.40 11.60 11.80
0
‘ 570 143.0 5o 2270 270.0 m/z 43.00  39.75%
A M e |20 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74.0
11.20 11.40 11.60 11.80
50000  43.0 m/z 55.00 31.83%

97.0 1150 30 1850 2270 2700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester R AR REREE
74.0 11.20 11.40 11.60 11.80

m/z 41.05 27 .36%

5000 43.0

143.0
A M\ “ 900 121077 1710 199.0 2410 285.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.26 62.39 ng 4395350 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1730 (12.262 min): BF098460.D (-1725) (-) m/z 67.00 100.00%
67.0
5000, 410
1231 1501 . "2 12,20 1240 1260
- 178.1 220.2 294.2 /7  81.00 80.93%
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
5000 LR IR SULRIN IUUL U
12. oo 12 20 12.40 12.60
m/z 55.00 67 .34%
L Ll 1230 1490 175 262.0 294.0
m/z--> 25 4b 65 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 L B i N NI
95.0 12.00 12.20 12.40 12.60
5000 m/z 95.05 54 _07%
1230 1500 17540 L3 2630 294.0
mmmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate AT e R
12. oo 12 20 12. 40 12. 60
m/z 41.05 49 .90%
5000
294.0
123.0 150.0 | 0 0.0 262.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 '1566 1§éo'ié4blié%d"
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.28 63.11 ng 4446280 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 93
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 93
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 87

Abundance Scan 1733 (12.280 min): BF098460.D (-1731) (-) m/z 55.00 100.00%

.0

5000
111.1 R e e AR
137.1 180.2 222.2 264.2 296.3 12.00 12.20 12.40 12.60
Obprrrrifhr : m/z 74.00 66.48%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
58,
5000 LI
12.00 12.20 12.40 12.60
29.0 111.0 2220 264.0 m/z 69.00 64.52%

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

Abundance
55.0
e e e e ERR R S
12.00 12.20 12.40 12.60
5000 83.0 m/z 41.05 55.33%
29.0
264.0
110.0
1370 1800 2220 296.0
WWWW@WWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- R e e S
55.0 12.00 12.20 12.40 12.60

m/z 83.05 53.17%

5000

1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.37 13.65 ng 961337 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1748 (12.368 min): BF098460.D (-1744) (-) m/z 73.95 100.00%
74.0
50001 430
‘ o0 41 109.1 255.2 12,00 12.20 12.40 12.60
: 298.3 : : : :
,....,....|',..|'. ,':-...','...1.2,1.9..,|....,1.7.?.1,....',....2??.1.,...1.,....,....,.. m/z 86.95 76.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methy| stearate
74.0
5000 USRS SRR SRR
43.0 1200 12.20 12.40 12.60
143.0 298.0 m/z 43.00 39.78%
i

: 255.0
| ‘ ‘\‘ \_9701210 1710 1990 5y 290 |
e L RN S N TN, A
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0

12. 00 12. 20 12. 40 12.60

5000 m/z 55.00 31.08%
28.0
143.0 255.0 298.0
51.0 101.0 171.0 199.0 2970
Tmmmﬂwmmmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester R RRARNEEE
74.0 12. 00 12. 20 12. 40 12. 60

m/z 41.00 25.49%

5000
43.0
143.0
97.0 2410 2840
| ‘ | L 90 1210 [ 1850 p130 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 12 Methyl 2-octylcyclopropene-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.52 2.35 ng 142571 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 70
2 4-1soxazolecarboxamide. 5-amino-... 275 C13H13N304 1000320-20-3 41
3 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 15
4 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 15
5 8-Vinylbicyclo[3.3.1]non-3-ene-2... 176 C11H1202 1000211-11-1 11
Abundance Scan 1944 (13.521 min): BF098460.D (-1940) (-) m/z 151.10 100.00%

13.20 13.40 13.60 13.80
m/z 55.00 87.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0
43.0

5000 A A
13 20 13. 40 13. 60 13.80

05.0 m/z 81.00 72.33%
164.0 195.0 308.0
-0 223.0 951 0277.0

55.0 151.1
5000
1

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

Abundance
151.0
e A RERREEESE L
95.0 13.20 13.40 13.60 13.80
5000 m/z 43.05 60.78%
39.0 7.0
121.0 177.0 275.0
202.0  247.0
mmwmmﬁmmwmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45628: (2-Penta-2,4-dienyl-cyclohexyl)-methanol T

95.0 13 20 13. 40 13. 60 13. 80

m/z 95.00 60.34%

67.0
5000{ 41.0

137.0 180.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098460.D

Aca On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample : 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.66 6.15 ng 373848 Chrysene-d12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 1-Pentadecanethiol 244 C15H32S 025276-70-4 97
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 1968 (13.662 min): BF098460.D (-1964) (-) m/z 57.00 100.00%

5000 83.1

:

13.40 13.60 13.80 14.00
m/z 43.00 70.85%

230.1

141.0 175.1200.0 260.1288.2 340.2
e

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

%

5000 TT T[T T T T[T T rrrrrrr1
20.0 13140 13.60 13.80 14.00
: m/z 55.00 52.07%
\Mh 139.0 167.0 196.0 224.0 252.0 280.0
S
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
e = SOV
13.40 13.60 13.80 14.00
5000 m/z 83.10 45.58%
29.0 111.0 244.0
210.0
139.0 1820
mmmmﬂwrwﬁwrwﬁmm
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)- B EERR Bam e L
55.0 13.40 13.60 13.80 14.00
m/z 71.00 44 .34%
83.0
5000
29.0
\‘\ I 139.0 167.0 196.0223.0 252.0 280.0
A e = SOV
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091217\
Data File : BF098460.D

Acq On : 12 Sep 2017 19:51

Operator : SJ/JU

Sample - 15184-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.84 7.0 ng 471786 1 6.66 1345040 20.0
unknown6 .43 6.43 61.6 ng 4140610 1 6.66 1345040 20.0
Hexadecane 10.13 2.1 ng 170784 3 9.69 1638810 20.0
Tridecane 10.60 4.1 ng 291507 4 11.17 1408960 20.0
Pentadecane 11.05 2.3 ng 165126 4 11.17 1408960 20.0
Hexadecanoic acid... 11.57 26.7 ng 1879260 4 11.17 1408960 20.0
9,12-Octadecadien... 12.26 62.4 ng 4395350 4 11.17 1408960 20.0
15-Octadecenoic a... 12.28 63.1 ng 4446280 4 11.17 1408960 20.0
Methyl stearate 12.37 13.7 ng 961337 4 11.17 1408960 20.0
Methyl 2-octylcyc... 13.52 2.4 ng 142571 5 13.81 1214860 20.0
3-Eicosene, (E)- 13.66 6.2 ng 373848 5 13.81 1214860 20.0
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