LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\

Data File : BF107582.D

Aca On - 23 Jul 2018 12:37 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3820-05 St
Misc i BU-01-071918
ALS Vial : 4 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-BF072018 .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 5.219 485 490 499 rBV 860774 1183885 6.00% 0.904%
2 5.613 552 557 583 rBY 5598606 7242351 36.72% 5.530%
3 6.607 721 726 745 rBVY 5114334 7398277 37.51% 5.649%
4 6.748 745 750 757 rVV 6593674 7235006 36.68% 5.524%
5 6.801 757 759 773 rVB 291878 525553 2.66% 0.401%
6 6.972 785 788 810 rVB 1973031 2114015 10.72% 1.614%
7 7.131 810 815 831 rBVY 5553370 5766861 29.24% 4.403%
8 7.537 879 884 908 rBVY 4057618 5023770 25.47% 3.836%
9 8.254 1002 1006 1027 rBVY 2434624 2733170 13.86% 2.087%
10 9.331 1184 1189 1198 rBY 7560684 7786274 39.47% 5.945%

11 9.719 1252 1255 1264 rVB 546103 509941 2.59% 0.389%
12 10.019 1301 1306 1309 rBV 2822867 2894568 14.67% 2.210%
13 10.425 1370 1375 1380 rBVv3 180984 212190 1.08% 0.162%
14 10.813 1436 1441 1454 rBV 5161117 5657890 28.68% 4._.320%
15 10.901 1454 1456 1465 rVB 139265 198471 1.01% 0.152%

16 11.007 1470 1474 1478 rBV 415040 364858 1.85% 0.279%
17 11.513 1556 1560 1562 rBV 2804626 2893104 14.67% 2.209%
18 11.530 1562 1563 1568 rVB 510642 444973 2.26% 0.340%
19 11.807 1607 1610 1614 rVB 665761 530319 2.69% 0.405%
20 11.889 1619 1624 1627 rBV 9076188 9204095 46.66% 7.028%

21 12.025 1642 1647 1656 rBV3 1588120 2050843 10.40% 1.566%
22 12.583 1736 1742 1744 rBV 12243130 19724808 100.00% 15.060%
23 12.607 1744 1746 1751 rVV2 12716397 15600185 79.09% 11.911%
24 12.648 1751 1753 1755 rVV2 494535 436454 2.21% 0.333%
25 12.677 1755 1758 1762 rVB 5651673 5023437 25.47% 3.836%

26 12.730 1762 1767 1770 rBV 596620 647160 3.28% 0.494%
27 12.807 1777 1780 1785 rVB2 266754 268061 1.36% 0.205%
28 12.960 1801 1806 1812 rVB 717289 864059 4._.38% 0.660%
29 13.101 1825 1830 1833 rBV 6147991 6357698 32.23% 4._.854%
30 13.283 1856 1861 1863 rBV3 228416 308554 1.56% 0.236%

31 13.324 1866 1868 1872 rVB 469371 417138 2.11% 0.318%
32 13.401 1877 1881 1883 rBV2 519766 451773 2.29% 0.345%
33 13.513 1898 1900 1905 rVB 243093 224816 1.14% 0.172%
34 13.971 1975 1978 1988 rVB2 979240 1085422 5.50% 0.829%

8270-BF072018.M Tue Jul 24 13:10:48 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.071 1992 1995 1998 rBV 358449 291123 1.48% 0.222%

36 14.160 2005 2010 2013 rBV 2221904 2329217 11.81% 1.778%
37 14.601 2082 2085 2090 rBV2 205929 257870 1.31% 0.197%
38 15.236 2189 2193 2196 rBV2 167098 261348 1.32% 0.200%
39 15.277 2197 2200 2204 rVB 310253 364615 1.85% 0.278%
40 15.624 2255 2259 2264 rBVY 181953 257484 1.31% 0.197%

41 15.695 2265 2271 2283 rVB2 1698854 2725792 13.82% 2.081%
42 16.148 2343 2348 2354 rBVY 476806 730859 3.71% 0.558%
43 16.689 2436 2440 2445 rBV2 228471 372295 1.89% 0.284%

Sum of corrected areas: 130970582
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\

BF107582.D

23 Jul 2018 12:37

JussJ

J3820-05

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF107582.D

6.75

5.61
6.61

5.22

7.13

7.54

0
Time-->

S —
5.00 5.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0 T

TIC: BF107582.D

11.89

9.33

10.81

10.02

2.68

E%]]_Z.QG

13.10

01

Time-->

11.50

12.00

T
12.50

L 10.42 0.
T

T
10.00 10.50 11.00

S

9.50

T
13.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF107582.D

14.16

15.69
13.97
13.51 4.0 14.60 15528 15, 16.15 16.69

T
Time--> 13.50

1 T
15.00 15.50

16.00

16.50

T L T — T
14.00 14.50 17.00 17.50 18.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 8

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

5.22 11.20 ng 1183890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
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 490 (5.219 min): BF107582.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
o...,....,....,....-,':...,..':Ii..ﬁ%-?...??:?.,...:,'....,....,....,.... m/z 59.00 62.59%
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
59.0 480 5.00 520 5.40 5.60
0
150 4, 1010 m/z 101.00 18.13%
‘ H\‘. \‘\ Il 83'0 Il
e R R R s AR AR RS RARRA RAANS LA RARRN SARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 17.18%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.50%
5000 29.0 41.0 83.0
101.0
0 ‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.75 Concentration Rank 3

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

6.75 68.45 ng 7235010 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.748 min): BF107582.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0 A\
%00 %0 s J ok ek ek 7k
0 et m/z 68.00 41.77%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 35.37%
0"Lﬁulw'l'yﬁﬂﬁ"'lf'”l""I”"I"'W""I'”'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.71%
41.0 97.0
117.0
82.0
e L S SO UL W L L UL UL L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.81%
74.0
5000 98.0 116.0
[o) M— T "‘l W "hl : Iw‘l : Iw‘l“l : "“l : I‘\ L : |:!-5|8|0| — I]|.8|9I0I R
m/z--> 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

6.80 4.97 ng 525553 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 38
4 Diethvl carbitol 162 C8H1803 000112-36-7 36
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36

Abundance Scan 759 (6.801 min): BF107582.D (-757) (-) m/z 45.00 100.00%
45.0
5000 59.0 k
e or o B T 75
103.0 : : : : :
o..,....,....,....,-.'!..,....l-....,I'.'..,.ﬁ“?:?....,.-:..,.1.1.7.-,9...}.3.‘?-.9,....,... m/z 59.00 37.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
31.0 59.0 6.40 6.60 6.80 7.00 7.20
72.0 m/z 71.95 20.63%
0 13.0 M‘ fIA | 890 10403160 1350
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45.0
6.40 6.60 6.80 7.00 7.20
5000 50.0 m/z 73.00 11.93%
29.0
90.0
75.0
ol 15.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00 7.20
m/z 43.00 11.62%
5000
59.0 72.0
31.0 89.0
150 [ | "] 1030 1190 1480
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Methyl tetradecanoate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.01 2.52 ng 364858 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 86
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
4 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1475 (11.013 min): BF107582.D (-1470) (-) m/z 74.00 100.00%

10.60 10.80 11.00 11.20 11.40
327.7

(o} m/z 87.00 69 .53%

74.0
5000
43.0
. 199.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95860: Methyl tetradecanoate
74.0
5000
43.0 10.60 10.80 11.00 11.20 11.40

m/z 43.00 35.24%

143.0 1990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
B waa a
10.60 10.80 11.00 11.20 11.40
5000 m/z 55.00 28.12%
43.0 143.0
4150 101.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester R B R
74.0 10.60 10.80 11.00 11.20 11.40
m/z 41.00 25.44%
- i M/\/\J\w
0 | Il ‘4‘ 11910 ‘14?017101990 2410 2850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10. 80 11. 00 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9-Hexadecenoic acid, methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.81 3.67 ng 530319 Phenanthrene-d10 11.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 98
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 Methvl 1l-hexadecenoate 268 C17H3202 1000336-35-5 90
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 87

Abundance Scan 1611 (11.813 min): BF107582.D (-1607) (-) m/z 55.00 100.00%

5000

1521 1041 2362 11.40 11.60 11.80 12.00 12.20

m/z 69.00 62.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

5000
11.40 11.60 11.80 12.00 12.20

m/z 74.00 55.09%

1520 1940  236.0
268.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
T e
83.0 11.40 11.60 11.80 12.00 12.20
5000 ' m/z 83.10 43.11%

29.0
111.0
137.0 180.0 222.0 264.0 296.0

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

Abundance #117464: Methy| hexadec-9-enoate
.0 11.40 11.60 11.80 12.00 12.20

m/z 41.00 42 _.10%

83.0

5000
1100 1500 1940 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 63.63 ng 9204100 Phenanthrene-d10 11.51
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 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1624 (11.889 min): BF107582.D (-1619) (-) m/z 74.00 100.00%
74.0
5000
43.0
| b o s T 2212 1160 1180 1260 1220
185.2 270.3 . . . .
0 ....-,...!||,.-.|". bl 4213 | 1683 p2051 | L, 2108 1 T8 00 75. 75%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L AR SUNILR SR B
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.00 33.90%
> 35 40 65 8 '1'66' 0 140 160 '1'86' oy '2'216' P
Abundance
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.00 32.66%
ol 97.01479 1430 1850 227 0 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 11.60 11.80 12.00 12.20
m/z 41.00 25.21%
5000 43.0
0 H ‘H‘ I \970 | 14‘30 1850\ 2280
miz-> 20 40 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 7
R.T. EstConc Area Relative to ISTD R.T.
12.02 14.18 ng 2050840 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1646 (12.019 min): BF107582.D (-1642) (-) m/z 59.95 100.00%
60.0
5000
129.1
83.0 192.1
39 1 157.1 232 e 11.80 12.00 12.20 12.40
. 35.1 <25
(o} m/z 73.00 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0
11.80 12.00 12.20 12.40
m/z 43.00 94 _45Y%
0 .1.5.?.... ‘ M .J‘\w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 88.96%
83.0
157.0 1850 213.0 256.0
0 40,0 109.0 '
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo /
Abundance #95851: Pentadecanoic acid
43.0 , 73.0 11.80 12.00 12.20 12.40
m/z 55.00 76.86%
5000 129.0
o150 \;‘, A m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.58 136.36 ng 19724800 Phenanthrene-d10 11.51
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 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
Abundance Scan 1741 (12.577 min): BF107582.D (-1736) (-) m/z 67.00 100.00%
67.0
s000] 410 ' /\\
1231 1501 12,20 12.40 12.60 12.80
178.1 . 263.3 .
o — 2202 2993 "m/z 81.05 85.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 UVARSABARUUERUAREE B
nmnmnmnm
m/z 55.00 70.04%
0 123.0 149.0 17g 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0

41.0 T T
95.0 12. 20 12.40 12.60 12.80

5000 ' m/z 95.10 57.90%
123.0 150.0

0 ' T 178.0 223.0 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 41.05  49.76%

294.0
124.0 150.0
178.0 290.0 263.0

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

5000

8270-BF072018 .M Tue Jul 24 13:10:54 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.61 107.84 ng 15600200 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 92
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 90
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 76
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 74
Abundance Scan 1747 (12.613 min): BF107582.D (-1744) (-) m/z 79.05 100.00%
5000 /MA
12.20 12.40 12.60 12.80 13.00
o} m/z 55.00 90.58%
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
55.0
%0001 590 12.20 12.40 12.60 12.80 13.00
111.0 m/z 69.10 80.82%
| 137.0 180.0 222.0 264.0 96 ¢
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
12.20 12.40 12.60 12.80 13.00
5000 87.0 m/z 74.00 77 .35%
29.0 264.0
UL0 120 1800 2220 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 /“J\
Abundance #141292: 13-Octadecenoic acid, methyl ester R A REREE R
55.0 12.20 12.40 12.60 12.80 13.00

m/z 87.00 69.00%

83.0
111.0 264.0
"~ 137.0 180.0 222.0 296.0

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

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Methyl 8,11,14-heptadecatri... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.65 3.02 ng 436454 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 8.11.14-heptadecatrienoate 278 C18H3002 1000336-35-1 64
2 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 55
3 1.3-Cvclooctadiene 108 C8H12 001700-10-3 52

4 1.4-Cvclooctadiene. (Z.2)- 108 C8H12 016327-22-3 49
5 11,14,17-Eicosatrienoic acid, me... 320 C21H3602 055682-88-7 46

Abundance Scan 1753 (12.648 min): BF107582.D (-1751) (-) m/z 79.05 100.00%

79.0

55.0

5000

S

12.40 12.60 12.80 13.00
m/z 93.05  55.75%

o 235.2 261.2 292.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126109: Methyl 8,11,14-heptadecatrienoate
79.0

;::EEEEE

5000 55.0 TTrr[rrrrrrrrprrrr ot
12.40 12.60 12.80 13.00

135.0 m/z 67.00 53.63%
222.0 249.0 278.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0
T
12.40 12.60 12.80 13.00
5000 55.0 108.0 m/z 55.00 50.18%
135.0
29.0 163.0 191.0p13236.0 261.0 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5415: 1,3-Cyclooctadiene R BN RREEE e
79.0 12.40 12.60 12.80 13.00

m/z 41.00 44 _81%

5000

—

1 T T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF072018_.M Tue Jul 24 13:10:55 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 34.73 ng 5023440 Phenanthrene-d10 11.51
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 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90
Abundance Scan 1758 (12.677 min): BF107582.D (-1755) (-) m/z 74.00 100.00%
74.0
5000 43.0
12,40 1260 12:80 13.00
o} m/z 87.00 75.11%
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 —f‘v—v—rv—v—v—Mrv—v—v—v—rv—v—v—v
12.40 12.60 12.80 13.00
143.0 m/z 43.00 38.81%
ol 30 ‘ Lm0 T 1710 1990 579 250 2RO
o> % o o 105 15 1o Tho 180 250 2B 240 380 b0 3%
Abundance
74.0
12.40 12.60 12.80 13.00
5000 m/z 55.00 33.43%
143.0 255.0
970 199.0 298.0
o 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methy! ester R e  REEEE N
74.0 12.40 12.60 12.80 13.00
m/z 41.00 24 .82%
5000 /\h
43.0
143.0
. |1l 9701200 | 13§o 2130 241.0 284.0
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Pyrene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.65 ng 308554 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 60
Abundance Scan 1860 (13.277 min): BF107582.D (-1856) (-) m/z 216.10 100.00%
570 21p.1
5000
13.00 13.20 13.40 13.60
of m/z 215.10 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74413: Pyrene, 2-methyl-
216.0
5000
95.0 13.00 13.20 13.40 13.60
m/z 57.00 81.95%
189.0
o 53.0 1220  163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 55.00 51.71%
95.0 189.0
0/14.0 39.0 63.0 122.0  163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74420: 11H-Benzo[b]fluorene e BRREEEE
216.0 13.00 13.20 13.40 13.60
m/z 93.10 40.47%
108.0
5000
o 139.0163.0 187-0
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-BF072018_.M Tue Jul 24 13:10:57 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 cis-13-Octadecenoic acid, m... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.32 3.58 ng 417138 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 74
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 74
3 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 72
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 70
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 62

Abundance Scan 1867 (13.319 min): BF107582.D (-1866) (-) m/z 55.00 100.00%
.0
5000
1671 IR o
11.1139.1 2031 950p 2922 355.0 13.00 13.20 13.40 13.60
0! m/z 69.00 58.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141299: cis-13-Octadecenoic acid, methyl ester
55.0
5000 LN L L L L L LB L |
13.00 13.20 13.40 13.60
9920 264.0 m/z 83.05 42 .31%
138 0 180 0 .
oL 2|7|0|“ I\‘H ‘HMH A \\ ‘HH \‘HH \HH\ \H\ I\\ |‘ T ;\“ _— | h 2|96|0| T
m/z--> 50 150 200 250 300 350
Abundance
55.0
R R mama
13.00 13.20 13.40 13.60
5000 83.0 m/z 41.00 41.69%
28.0 110.0 264.0
137.0 180.0 222.0 206.0
O LM M Sl il o L P
m/z--> 50 100 150 200 250 300 350
Abundance #164499: Methy| 13-eicosenoate R R mama
55.0 13.00 13.20 13.40 13.60
m/z 74.00 39.07%
5000
83.0 292.0
138.0 208.0 250.0
oLb——— I\“ i H‘ |”‘\%\‘|N \H |\| I\1I6§0 - J: - i e |32|4'.|0| :
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF072018_.M Tue Jul 24 13:10:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.40 3.88ng 451773 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98

006929-04-0 97
001731-92-6 93

2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
3 Heptadecanoic acid. methvl ester 284 C18H3602

4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
Abundance Scan 1881 (13.401 min): BF107582.D (-1877) (-) m/z 74.00 100.00%
74.0
5000 43.0
13.00 13.20 13.40 13.60 13.80
(o} m/z 86.95 78.49%
miz--> 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
13.00 13.20 13.40 13.60 13.80
43.0 143.0 360 | M/z 43.00 43.95%
01150 \‘ | 1010 4710199.0 227.0 p55,0 2530 |
”wnnpnwunpuw””.”.””.”.””.“.””.”.””.”.“”P“
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
e
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.00 34.92%
43.0
143.0 284.0
101.0 185.0 513 o 2410
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester T
74.0 13.00 13.20 13.40 13.60 13.80
m/z 57.00 25.90%
5000
43.0
241.0 284.0
o“wqwmhﬁﬁ”mmmPﬂéwmm”mumww S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1300 13.20 13.40 13.60 13.80

8270-BF072018_.M Tue Jul 24 13:10:58 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptadecyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.32 ng 1085420 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1978 (13.971 min): BF107582.D (-1975) (-) m/z 57.00 100.00%
57.0
97.1
5000
NSRRI UL B
39.1 229.1 13.60 13.80 14.00 14.20
oL—ib d, I A J £ 1820 TAU2601 3141 3570 | U85 00 82.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 R SRR B S
13.60 13.80 14.00 14.20
m/z 43.00 76 .05%
o4 u‘ H‘ Ly his 91680 20802380 2830 3340
m/z--> 50 100 150 200 250 300 350 400
Abundance
430 oag
13.60 13.80 14.00 14.20
5000 m/z 83.10 69.08%
125.0
o 167.0 210.0 250 0279.0 336 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R R e e
57.0 13.60 13.80 14.00 14.20
9.0 m/z 97.10 56.91%
5000
J270] l ‘ I 3? 01680 2000 %520 2970 398.0 WKAM.MMM
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF072018_.M Tue Jul 24 13:10:59 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 19

R.T. EstConc Area Relative to ISTD R.T.
14.07 2.50 ng 291123 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 98
3 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 95
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1995 (14.071 min): BF107582.D (-1992) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 Y Y L WY, W
101.1 199.1 234.0 3113 2544 13.80 14.00 14.20 14.40
o Al SELT A L T m/z 87.00 80.00%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.80 14.00 14.20 14.40
m/z 43.00 46 .71%
143.0 354.0
o220 ““ [LJ1910 | 1710199.0227.0255.0283,03110
m/z--> éo 160 1%0 260 250 360 3%0
Abundance
74.0
113.80 14.00 14.20 14.40
5000 m/z 55.00 39.48%
143.0 354.0
311.0
101.0 171.029%0227.0%° %5830
ol il ey ot T L e e
m/z--> éo 160 1%0 260 2éo 300 3%0
Abundance #166218: Eicosanoic acid, methy! ester s ma e R E M
74.0 13.80 14.00 14.20 14.40
43.0 m/z 57.00 35.43%
143.0
0 15\.0\J | ‘J \h‘ \L\]-‘(J)}.(\)‘ 171'0‘19\9'0227'0255'028\3.0 32?0
m/z--> éo 160 150 260 250 360 3%0 13%0 1&00 1450 1&40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tricosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .60 2.21 ng 257870 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Docosane 310 C22H46 000629-97-0 86
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2085 (14.601 min): BF107582.D (-2082) (-) m/z 57.00 100.00%
57.0
5000
13.1 262.1 324.2 14.20 14.40 14.60 14.80 15.00
- 1022 2974 m/z 43.00 60.97%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57.0
5000 AR DA B SO B
mmmmmmmmmm
130 324.0 m/z 71.10 55.48%
Lm0 a0 ™
0:::: 1 I “‘l‘u‘u‘uu‘u‘uuu|||||||| R i BARRRRERES
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 35.36%
. 113.0 169.0 225 o 281. 0 337.0 394.0
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane A B o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 29.02%
5000
130 169.0
ol A AT 17200 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0 e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14 60 14. 80 15. 00

8270-BF072018_.M Tue Jul 24 13:11:00 2018 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 19 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.15 5.36 ng 730859 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 2348 (16.148 min): BF107582.D (-2343) (-) m/z 57.00 100.00%

5000

Hr

15.80 16.00 16.20 16.40

169.1217.9266.1313.1

386.3

0 m/z 71.10 59.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane
57.0
5000 LA L L L L LB L

15.80 16.00 16.20 16.40
m/z 43.00 50.01%

11111301690 2250 281.0  380.0

O A e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
B B A
15.80 16.00 16.20 16.40
5000 m/z 85.10 41.83%
113.0
0 182.0 2810 337.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L e B
57.0 15.80 16.00 16.20 16.40
m/z 55.00 19.87%
- J\J—WJ\MM
130
0 ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\
Data File : BF107582.D

Aca On 23 Jul 2018 12:37

Operator : JU/SJ

Sample = J3820-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 20 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.73 ng 372295 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Docosane. 2.21-dimethvl- 338 C24H50 077536-31-3 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2440 (16.689 min): BF107582.D (-2436) (-) m/z 57.00 100.00%
57.0
5000 /\vnk“,~rvu“v¢/\\,ww\_ﬁ,VNWJL
I 99.0 16.40 16.60 16.80 17.00
155.1 : : : :
ol LA b ddy 190110112051 273.33049337.297014022 | 91 1 56 . 54
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 LRI BRI BUILN BRI B
16 40 16. 60 16. 80 17. 00
99.0 m/z 43.00 50.63%
m/z--> 50 100 150 260 2éo 360 3éo 460
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 43 .58%
99.0
o 141.0 183.0 2250 2810 3370 394.0
m/z--> 55 160 1éo 260 250 300 350 460
Abundance #175569: Docosane, 2,21-dimethyl- B B am s B
43.0 16.40 16.60 16.80 17.00
m/z 55.00 23.27%
5000
85.0
oL | x‘ | 127:0 1690 21100430 2950 3380
m/z--> 55 160 1éo 260 250 360 3éo 460 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072318\

Data File : BF107582.D

Acq On - 23 Jul 2018 12:37 Instrument :
Operator : JU/SJ BNA_F

Sample - J3820-05 ClientSampleld :
Misc : BU-01-071918
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.22 11.2 ng 1183890 1 6.97 2114020 20.0
unknown6.75 6.75 68.5 ng 7235010 1 6.97 2114020 20.0
Ethanol, 2-(2-eth... 6.80 5.0 ng 525553 1 6.97 2114020 20.0
Methyl tetradecan... 11.01 2.5 ng 364858 4 11.51 2893100 20.0
9-Hexadecenoic ac... 11.81 3.7 ng 530319 4 11.51 2893100 20.0
Hexadecanoic acid... 11.89 63.6 ng 9204100 4 11.51 2893100 20.0
Tridecanoic acid 12.02 14.2 ng 2050840 4 11.51 2893100 20.0
9,12-Octadecadien... 12.58 136.4 ng 19724800 4 11.51 2893100 20.0
9-Octadecenoic ac... 12.61 107.8 ng 15600200 4 11.51 2893100 20.0
Methyl 8,11,14-he... 12.65 3.0 ng 436454 4 11.51 2893100 20.0
Methyl stearate 12.68 34.7 ng 5023440 4 11.51 2893100 20.0
Pyrene, 2-methyl- 13.28 2.6 ng 308554 5 14.16 2329220 20.0
cis-13-Octadeceno... 13.32 3.6 ng 417138 5 14.16 2329220 20.0
Eicosanoic acid, ... 13.40 3.9 ng 451773 5 14.16 2329220 20.0
Heptadecyl triflu... 13.97 9.3 ng 1085420 5 14.16 2329220 20.0
Docosanoic acid, ... 14.07 2.5 ng 291123 5 14.16 2329220 20.0
Tricosane 14.60 2.2 ng 257870 5 14.16 2329220 20.0
Heptacosane 16.15 5.4 ng 730859 6 15.69 2725790 20.0
Heneicosane 16.69 2.7 ng 372295 6 15.69 2725790 20.0
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