LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\

Data File : BF108653.D

Aca On : 30 Aug 2018 21:12 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple © J4282-19 2X el
isc _

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018 .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

5.666 559 566 584 rBvV2 66534 388389 12.23% 2.096%
6.648 728 733 751 rBV 163519 618502 19.47% 3.338%
rvB 380636 892020 28.08% 4.814%
7.001 790 793 815 rBV 246529 493884 15.55% 2.666%
7.154 815 819 840 rVB 386813 608839 19.17% 3.286%
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7.572 886 890 912 rBV 158196 492232 15.50% 2.657%
8.284 1007 1011 1037 rBV 393766 696903 21.94% 3.761%
rBv 700348 949947 29.91% 5.127%
9.748 1255 1260 1266 rBV 40977 63283 1.99% 0.342%
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1 10.042 1306 1310 1328 rBV 609558 735314 23.15% 3.969%
11 10.836 1441 1445 1456 rBV 340112 527412 16.60% 2.847%
12 10.919 1456 1459 1464 rVB 55286 78801 2.48% 0.425%
13 11.366 1532 1535 1538 rBV 70980 58685 1.85% 0.317%
14 11.536 1560 1564 1575 rBV 549179 723901 22.79% 3.907%
15 11.795 1605 1608 1610 rBV 72803 62434 1.97% 0.337%
16 11.901 1622 1626 1634 rVB 852862 792412 24 .95% 4.277%
17 12.042 1646 1650 1654 rBv4 30101 49718 1.57% 0.268%
18 12.201 1674 1677 1686 rVB 72749 73534 2.31% 0.397%

19 12.589 1739 1743 1745 rBV 3102855 3176523 100.00% 17.144%
20 12.613 1745 1747 1757 rVB2 3054036 2760891 86.92% 14.901%

21 12.689 1757 1760 1766 rBV 561473 530982 16.72% 2.866%

22 12.754 1766 1771 1773 rBV5 40768 56100 1.77% 0.303%
23 12.930 1799 1801 1804 rBVZ2 57518 54459 1.71% 0.294%
24 12.966 1804 1807 1809 rVvVv 49754 46960 1.48% 0.253%
25 12.989 1809 1811 1816 rVB2 29704 33719 1.06% 0.182%
26 13.119 1829 1833 1841 rBV 976112 937581 29.52% 5.060%
27 13.260 1854 1857 1859 rBV 85893 84200 2.65% 0.454%
28 13.324 1865 1868 1869 rBV2 43987 42900 1.35% 0.232%
29 13.342 1869 1871 1874 rVB 47299 36287 1.14% 0.196%
30 13.419 1881 1884 1887 rBV 90407 76642 2.41% 0.414%
31 13.530 1901 1903 1908 rVB2 41852 48467 1.53% 0.262%
32 13.854 1954 1958 1964 rVB2 54008 76029 2.39% 0.410%
33 13.995 1979 1982 1984 rBV 47166 49211 1.55% 0.266%

34 14.024 1984 1987 1995 rVB4 57068 120488 3.79% 0.650%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.089 1995 1998 2000 rBV 60495 58282 1.83% 0.315%

36 14.195 2012 2016 2025 rVB 679000 776049 24 _.43% 4.188%
37 14.613 2085 2087 2092 rBV 72654 106125 3.34% 0.573%
38 14.660 2092 2095 2102 rVB3 78590 158770 5.00% 0.857%
39 14.936 2140 2142 2148 rVB 60280 71226 2.24% 0.384%
40 15.301 2201 2204 2210 rVB 139404 161645 5.09% 0.872%

41 15.748 2276 2280 2290 rVB2 331384 561849 17.69% 3.032%
42 16.177 2349 2353 2359 rVB2 119352 196541 6.19% 1.061%

Sum of corrected areas: 18528136
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3000000

TIC: BF108653.D

2500000
2000000
1500000
1000000

500000 6.78
7.00

6.65 )

5.00 5.50
TIC: BF108653.D

Time-->
Abundance

3000000

2500000
2000000
1500000

1000000 11.90

9.35 10.04

500000

-

9.50

10.84
fos?

T
10.50 11.00
TIC: BF108653.D

11.37

11.50

11.80) 12.042.20

12.00

9.75

!
10.00

A
T T T T T

12.50

—
Time--> 13.00

Abundance
3000000

2500000
2000000
1500000

1000000 14.19

15.75

500000 15.30
14466 14.94 16.18
L A AN

O r———
Time--> 13.50

16.50

T T
17.00 17.50

— — T — T T T
18.00

L T
14.50 15.00

T
15.50

16.00

T L
14.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 unknown6.78 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.78 36.12 ng 892020 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 755 (6.778 min): BF108653.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 k
200 540 9.0 oh 650 65 700 7.20
0 B E e m/z 68.10 44 .14%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0

5000 LI L L L L LB LB
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.75%
51.0 700 86.0
04#%%.,....,....,....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
T T T
69.0 104.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 29.19%
31.0 51.0
0 ‘ L1 H 1L . |
e e LA A B o o o I LA i o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 16.65%

74.0
116.0
5000 98.0 /\JL
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6. 80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 3 Silane, trichlorooctadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.18 ng 78801 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tritetracontane 605 C43H88 007098-21-7 86
Abundance Scan 1459 (10.919 min): BF108653.D (-1456) (-) m/z 57.10 100.00%
5%.1
5000
RN AU PR SUNR
99.1 10.60 10.80 11.00 11.20
169.1
0...“ | J o e e W/z 43.05  69.84%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
5%.0
5000 AR SRS SUAR RS

10 60 10. 80 11. 00 11.20

99.0 m/z 71.05 51.95%
Ozm 1 4,¥W1BM%OMMWM3EM%0%M
- I T I T I T T 7T T I L I T 1 T 7T I L I L I
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
R R e RS
10.60 10.80 11.00 11.20
5000 m/z 85.05 31.16%
99.0
o 27,0 J |, 1410 1820 2400
,,,,,,,
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 10.60 10.80 11.00 11.20
m/z 41.00 29.33%
5000
99.0
0 27,0 ‘ Ly \\ , 1410 1830 2250 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 21.89 ng 792412 Phenanthrene-d10 11.54
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 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1626 (11.901 min): BF108653.D (-1622) (-) m/z 74.10 100.00%
741
5000 43.0
143.1 2 U DA UL UL B
97.1 185.2 : 270.3 11.60 11.80 12.00 12.20
0 ,....',"..."!h, B I el 2 ,|...1.6?.’f.. po20r0 | L 2% Tnmiz 87.10 74.89%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 U DA IR SN UL
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 38.77%
mz-> 20 40 60 80 '1'66' D0 140 180 '1'86' pligeisy '2'216' il
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.60 11.80 12.00 12,20
5000 43.0 m/z 55.10 31.96%
143.0
Ol ik e 170, [ 1850 2270 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester e AR AEE e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 28.81%
5000
43.0
A T, O
m/z--> 2'0 40 6|0 8|0 100 12'0 14'10 160 180 200 220 240 2('30 ' 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 5 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.20 2.03 ng 73534 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1677 (12.201 min): BF108653.D (-1674) (-) m/z 57.05 100.00%
57.0
‘I 91 1412 1830 1180 12,00 12120 12,40 12,60
0 N 0 O 0 O P i PO m/z 43.05 69.83%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0

11.80 12.00 12.20 12.40 12.60
m/z 71.10 53.50%

990
. 27,}0|‘ L L, 1410 1830 2250 2820
e A o e I B ML B e e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0

11. 80 12. OO 12 20 12. 40 12.60

5000 m/z 85.10 39.14%
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T T TR TR T T
57.0 11. 80 12. OO 12 20 12. 40 12. 60

m/z 41.10 33.16%

5000
99.0
027‘.0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0 j\

m/z--> 50 100 150 200 250 300 350 11.80 12.00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.59 87.76 ng 3176520 Phenanthrene-d10 11.54
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 1743 (12.589 min): BF108653.D (-1739) (-) m/z 67.10 100.00%
67.1
411
5000
1231 1501 00 o puas sens | 1200 1240 1260 1280 1300
Ob el : : : m/z 81.05 81.12%
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 AR AR U R
nmnmnmnmmm
m/z 55.05 73.17%
0 1230 1490 1959 262.0 294.0
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

12.20 12.40 12.60 12.80 13.00
m/z 41.10 61.33%

5000

123.0
. 1500 1780 9p30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate R e N
67.0 12.20 12.40 12 60 12.80 13.00

m/z 95.10 52 .49%

5000
294.0

123.0 150.0

178.0 220.0 262.0

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 7 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.61 76.28 ng 2760890 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 96
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 94
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 93

Abundance Scan 1747 (12.613 min): BF108653.D (-1745) (-) m/z 55.10 100.00%

5000

P

12.20 12.40 12.60 12.80 13.00
m/z 41.10 63.36%

137.1 180.2 222.3 264.3

o 296.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

F

5000 | BNNLLINL BNLEL L L L N L L (L
12.20 12.40 12.60 12.80 13.00
m/z 69.10 59.62%
. 180.0 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
T

12.20 12.40 12.60 12.80 13.00
m/z 74.10 55.96%

5000
29.0 264.0
180.0 222.0 296.0
0!
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 ERaamEaaE T
55.0 12.20 12.40 12.60 12.80 13.00
m/z 83.10 51.25%
5000
. 180.0 222.0 264.0 296.0

I 1 T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.69 14.67 ng 530982 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 96
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90

Abundance Scan 1760 (12.689 min): BF108653.D (-1757) (-) m/z 74.05 100.00%

74.0
5000 431

12.40 12.60 12.80 13.00
0f m/z 86.95 75.19%

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

12.40 12.60 12.80 13.00
m/z 43.10 46.29%

15.0 . T 1710 199.0 5p7 o 2550 2980
0 : :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74.0
_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l_

12.40 12.60 12.80 13.00

5000 m/z 55.10 34.22%
43.0 143.0 1000
101.0
RO YO Y o S TN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester T B REE R m s
74.0 12. 40 12. 60 12. 80 13. 00

m/z 41.10 29.92%

5000
43.0
143.0
97.0 2410 2840
| \ I 01500 [ 1850 130 ‘ \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 9 Methyl 5,9,12-octadecatrien... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.17 ng 84200 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 5.9.12-octadecatrienoate 292 C19H3202 1000336-37-5 87
2 1.6-Cvclodecadiene 136 C10H16 007049-13-0 78
3 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 60
4 9-Oxabicvclol6.1.01non-4-ene 124 C8H120 000637-90-1 55
5 1,5-Cyclododecadiene, (E,Z)- 164 C12H20 019428-99-0 50

Abundance Scan 1857 (13.260 min): BF108653.D (-1854) (-) m/z 67.10 100.00%

5000
164.1 1919 2191 0811 13.00 13.20 13.40 13.60
0 : m/z 81.05 82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138061: Methyl 5,9,12-octadecatrienoate
67.0
5000 LA IL L L L L B L LB L
13.00 13.20 13.40 13.60
m/z 41.05 74 .00%
. 610 1910 2210943 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15713: 1,6-Cyclodecadiene
67.0
41.0 I
13.00 13.20 13.40 13.60
5000 95.0 m/z 79.00 73.69%
136.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15744: 1,5-Cyclodecadiene, (E,2)- R RAEEEEmEEE
410 670 13.00 13.20 13.40 13.60
m/z 55.10 65.59%
95.0
5000 136.0
0 SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF083018.M Fri Aug 31 12:51:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 10 1-Hexyl-1-nitrocyclohexane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.02 3.11 ng 120488 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexvl-1-nitrocvclohexane 213 C12H23N02 118252-09-8 58
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 46
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 45
5 4-Trifluoroacetoxyhexadecane 338 C18H33F302 1000215-97-5 43
Abundance Scan 1986 (14.018 min): BF108653.D (-1984) (-) m/z 55.10 100.00%

551

83.1

5000

13.80 14.00 14.20 14.40

188.150q

Of m/z 43.10 92 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71861: 1-Hexyl-1-nitrocyclohexane
55.0 83.0
5000 1110 TT T T[T T T T [T T T T[T T TT[TT
167.0 13.80 14.00 14.20 14.40
‘ ' m/z 57.10 90.25%
Obr e “.”,”.W.L.“H”,”...L...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
55.0
N R
83.0 13.80 14.00 14.20 14.40
5000 m/z 83.10 81.31%
27.0
\ 1120
O B o e e e R R RRREE Ry )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- R B A ma
57.0 13.80 14.00 14.20 14.40

m/z 97.10 70.76%

5000
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.74 ng 106125 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Heneicosane 296 C21H44 000629-94-7 89
3 Tricosane 324 C23H48 000638-67-5 81
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 68
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
Abundance Scan 2087 (14.613 min): BF108653.D (-2085) (-) m/z 57.10 100.00%
57.1
5000
311413 o1 2421 sr01 9004 14120 1440 1460 1485 15:05
Olrrrprrrefiedh, 1622 : m/z 43.10 63.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57.0
5000 85.0 e R EE e
mmmmmmmmmm
29.0 m/z 71.10 57 .84Y%
' 113.0 141.0 169, o 197.0 268 0
Y N B 0 Y e a1 M
m/z--> mmmmmmmmmmmmmmmm
Abundance #141426: Heneicosane
57.0
650 14:20 14.40 14.60 14.80 15.00
5000 ‘ m/z 85.10 46 .09%
29 0 113.0
0 | |y ] 141.0169.0 197.0 2250 2530 296.0
m/z--> ﬁ&&&m@mmmmmmmmmﬁ
Abundance #164579: Tricosane B Ea
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.10 23.24Y%
5000 85.0
m/z--> 2'0 4'0 6|O 80 100 12'0 140 160 180 200 220 240 260 280 300 32'0 14 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 13-Tetradecen-1-ol acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .66 4.09 ng 158770 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
2 1-Octadecene 252 C18H36 000112-88-9 83
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 74
4 3-Octadecene. (E)- 252 C18H36 007206-19-1 62
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 53

Abundance Scan 2095 (14.660 min): BF108653.D (-2092) (-) m/z 43.10 100.00%

43.1

5000
139.0 1719 207.1  250.1278.1 306.2 14.40 14.60 14.80 15.00
O prrrrfirr m/z 55.10 97 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
83.0
5000 LA IL L L L L B L LB L
14.40 14.60 14.80 15.00
m/z 83.10 85.60%
o . 139.0 167.0194.0 224.0 254.0
oo

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

Abundance #104184: 1-Octadecene
57.0
83.0 B —
14.40 14.60 14.80 15.00
5000 m/z 57.10 80.64%
29.0
0 ‘ ‘ 139.0 168.0 196.0 224.0 252.0
RRRRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194196: Octadecyl trifluoroacetate B R Ra T
57.0 14.40 14.60 14.80 15.00
97.0 m/z 97.10 76.16%
5000
29.0
N 154.0182.0 22402520 297.0 3480
e R BAEEE RS EEe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00

8270-BF083018.M Fri Aug 31 12:51:03 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.30 5.75 ng 161645 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexatriacontane 507 C36H74 000630-06-8 68
4 Eicosane 282 C20H42 000112-95-8 58
5 Pentacosane 352 C25H52 000629-99-2 52

Abundance Scan 2204 (15.301 min): BF108653.D (-2201) (-) m/z 57.10 100.00%

5000 JL/M

1412 2319 9672 15.00 15.20 15.40 15.60
0 1832 302 m/z 43.10 58.56%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164578: Tricosane

5000

15.00 15.20 15.40 15.60
m/z 71.10 56.95%

324.0
141.0183.0 925.0267.0

0
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
)
15.00 15.20 15.40 15.60
5000 m/z 85.10 42.28%
9.0
141.0183.0225.0267.0 323.0 380.0

O T T T P T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane AR e R RR
15.00 15.20 15.40 15.60

m/z 55.10 23 .54%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
R EEmmemm ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. 00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\
Data File : BF108653.D

Aca On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.18 7.00 ng 196541 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Pentacosane 352 C25H52 000629-99-2 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2353 (16.177 min): BF108653.D (-2349) (-) m/z 57.10 100.00%
57.1
! 9|| ! f411 1061  247.1280.1314.2 352.1 398.2 1580 1600 16.20 1640 __
IS U S 0w S S o ot m/z 43.10 61.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LA BN DU B B
mmmmmmmm
99.0 m/z 71.10 58.48%
L2l |y ,] | 110 1830 2250 266.0296.0
m/z--> §0 100 1%0 260 2éo 360 3%0 460
Abundance #185533: Pentacosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 43 .50%
99.0
o ol | || 0 1830 2250 267.0 300.0 3520
m/z--> §0 160 1%0 260 250 360 3%0 460
Abundance #209566: Octacosane R R ma e AR
57.0 15.80 16.00 16.20 16.40
m/z 55.10 25.98%
5000
99.0
o 27,0 ] | |, 1410 1830 225.0 281.0 337.0 394.0
m/z--> §0 160 1%0 260 250 360 350 460 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083018\
Data File : BF108653.D

Acq On : 30 Aug 2018 21:12

Operator : JU/SJ

Sample : J4282-19 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
Quant Title : 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]
unknown6.78 6.78 36.1 ng 892020 1 7.00 493884 20.0
Silane, trichloro... 10.92 2.2 ng 78801 4 11.54 723901 20.0
Hexadecanoic acid... 11.90 21.9 ng 792412 4 11.54 723901 20.0
Eicosane 12.20 2.0 ng 73534 4 11.54 723901 20.0
9,12-Octadecadien... 12.59 87.8 ng 3176520 4 11.54 723901 20.0
15-Octadecenoic a... 12.61 76.3 ng 2760890 4 11.54 723901 20.0
Methyl stearate 12.69 14.7 ng 530982 4 11.54 723901 20.0
Methyl 5,9,12-oct... 13.26 2.2 ng 84200 5 14.19 776049 20.0
1-Hexyl-1-nitrocy... 14.02 3.1 ng 120488 5 14.19 776049 20.0
Nonadecane 14.61 2.7 ng 106125 5 14.19 776049 20.0
13-Tetradecen-1-o... 14.66 4.1 ng 158770 5 14.19 776049 20.0
Tricosane 15.30 5.8 ng 161645 6 15.75 561849 20.0
Heneicosane 16.18 7.0 ng 196541 6 15.75 561849 20.0
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