LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF080818_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 height area % max. total
1 5.248 491 495 503 rVB 616036 614435 4_76% 0.877%
2 5.637 556 561 564 rBV 3567347 3071735 23.81% 4.383%
3 6.631 725 730 733 rBV 3820217 3362532 26.07%  4.798%
4 6.784 752 756 760 rBV 3809311 3287985 25.49% 4.691%
5 7.019 792 796 799 rBV 2342991 1815758 14.08% 2.591%
6 7.172 819 822 826 rVB 2707469 2469071 19.14% 3.523%
7 7.578 886 891 894 rBV 2438542 2065486 16.01% 2.947%
8 8.301 1010 1014 1017 rBV 2758223 2231854 17.30% 3.184%
9 9.378 1192 1197 1200 rBV 4342600 3538128 27.43% 5.048%
10 9.766 1260 1263 1267 rBV 346705 282344 2.19% 0.403%

11 10.066 1310 1314 1318 rBV 2546647 2195504 17.02% 3.133%
12 10.478 1381 1384 1387 rBV 277116 214694 1.66% 0.306%
13 10.701 1417 1422 1424 rBV 158591 186724 1.45% 0.266%
14 10.860 1445 1449 1457 rBV 1732185 1745130 13.53% 2.490%
15 10.954 1462 1465 1471 rBV 432094 512952 3.98% 0.732%

16 11.407 1539 1542 1544 rBV 425407 350232 2.72% 0.500%
17 11.436 1544 1547 1549 rVvV 176972 163697 1.27% 0.234%
18 11.566 1565 1569 1571 rBV 2174723 1882748 14.60% 2.686%
19 11.589 1571 1573 1577 rVB 188148 160550 1.24% 0.229%
20 11.830 1611 1614 1617 rBV 393517 326552 2.53% 0.466%

21 11.936 1628 1632 1635 rVB 4552635 3606724 27.96% 5.146%
22 12.066 1651 1654 1657 rBV 274304 276478 2.14% 0.394%
23 12.242 1681 1684 1686 rBV 369904 295502 2.29% 0.422%
24 12.636 1746 1751 1752 rBV 12567868 12899404 100.00% 18.405%
25 12.654 1752 1754 1760 rVB2 11543266 11126856 86.26% 15.876%

26 12.730 1764 1767 1771 rBV 2464654 2275615 17.64% 3.247%
27 12.783 1771 1776 1779 rBV 538768 548385 4._.25% 0.782%
28 12.972 1805 1808 1811 rBV 342512 298672 2.32% 0.426%
29 13.013 1811 1815 1821 rVB2 395411 586468 4 _55% 0.837%
30 13.154 1835 1839 1842 rBV 3239731 2724976 21.12% 3.888%

31 13.301 1861 1864 1866 rBV 355625 377981 2.93% 0.539%
32 13.366 1873 1875 1877 rBV 207914 172479 1.34% 0.246%
33 13.460 1888 1891 1894 rBV2 341955 297687 2.31% 0.425%
34 13.571 1907 1910 1914 rBV2 362654 369425 2.86% 0.527%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.889 1961 1964 1968 rVB2 244337 322636 2.50% 0.460%
36 14.130 2003 2005 2009 rBV 258285 260187 2.02% 0.371%

37 14.218 2016 2020 2023 rBV 1804477 1918609 14.87% 2.738%
38 15.789 2283 2287 2293 rVB 915337 1249621 9.69% 1.783%

Sum of corrected areas: 70085816

8270-BF080818.M Mon Aug 13 16:16:24 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108095.D
1.2e+07

1e+07
8000000
6000000

4000000 5.64 6.63.78

2000000 '
5.25 A
0 A , b

L B e e e e e L e e e L e e e e e S T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF108095.D
2
1.2e+07 2%

1e+07

8000000

6000000

0.38 11.94

4000000

13.15

8.30 10.07 1157
2000000 10.86

9.77 10.4810.70 0.95 1444 59 11.83 12.012.24
O B L T e B I e I e e e e e e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF108095.D

1.2e+07

le+07
8000000
6000000

4000000
14.22

2000000 15.79
1857 13.89 14.1

O r———
Time--> 13.50

— T T T T | T T T T T T T T T T T T | T T T T T T T T T T —T—
15.00 15.50 16.00 16.50 17.00 17.50 18.00

T T T
14.00 14.50 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.25 6.77 ng 614435 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 495 (5.248 min): BF108095.D (-491) (-) m/z 43.10 100.00%
a3
5000 59
101 RN USRS LR IR
5.00 520 5.40 5.60
ot Wl 88 | 2T 57 59.10  50.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 500 520 540 560
m/z 101.10 15.13%
15 4 101
0 pl ) ) 83 !
LI SULELL ILLELL SULLIL SURLIL AR L B L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl-
5
500 520 540 560
5000 41 m/z 58.10 15.06%
ZT
87
s L o Je
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- I Ra e R Da
50 5.00 520 5.40 5.60
m/z 41.05 8.20%
5000
41
Ol|||||‘l“ll‘|“l‘ll‘l”||7|3||§6||||‘||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 unknown6.78 Concentration Rank 4

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

6.78 36.22 ng 3287990 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108095.D (-752) (-) m/z 132.00 100.00%
5000 68
40 54 % J 6.40 6.60 6.80 7.00 7.20
ol Jrer |wsus W m/z 68.10  50.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
33 44 105 m/z 66.10 32.61%
60 70 0 115
0 U DAL DAL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.00 7.20
5000 og 116 m/z 134.00 32.51%
| VN IIMQ7 ‘ A 58 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene L L AL HLEL A LA B
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 20.58%
5000 63 g
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T R ——
m/z--> 20 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\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.95 5.45 ng 512952 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1464 (10.948 min): BF108095.D (-1462) (-) m/z 57.10 100.00%
57
43
5000
99 113 10.60 10.80 11.00 11.20
o 126 141 155168 183 209221234 n/z 43.10 77 81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57
43 71
5000 85 UL UL SRR B
10,60 10.80 11.00 11.20
- m/z 71.10 52.78%
L5 ] .| Lo J 1}3 127141 155 169 183 197211 240
m/z--> 20 40 60 80 100 120 150 1éo 1éo 200 220 240
Abundance #59880: Tetradecane
57
43 VNN SRR UL
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 36.92%
29
ol 15 “ A %9 113 127 141 155 169 198
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240
Abundance #83025: Hexadecane T
43 57 10.60 10.80 11.00 11.20
m/z 41.10 33.74%
5000 &
85
29
0 | | 9911317 141155 160183197 __ 226
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.41 3.72 ng 350232 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1543 (11.413 min): BF108095.D (-1539) (-) m/z 57.10 100.00%

g7
43 71

5000

11.00 11.20 11.40 11.60 11.80
m/z 43.05 65.16%

. 99 113197 141154167 182196 211 230 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105886: Octadecane

43 | 1

5000

11.00 11.20 11.40 11.60 11.80
m/z 71.10 60.71%

99
113127141155 169183197 211 925 254

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
5[7
43 R o e e R
71 11.00 11.20 11.40 11.60 11.80
5000 a5 m/z 85.10 35.20%
29 99
B o EEE R E e a s o e S AAARNEREEE REE S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane L N A A
43 57 11.00 11.20 11.40 11.60 11.80
m/z 41.10 32.04%
5000 &
85
29

99 113127141 155169 183197 226

b e RN RARES maman

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.83 3.47 ng 326552 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tridecane 184 C13H28 000629-50-5 81
Abundance Scan 1614 (11.830 min): BF108095.D (-1611) (-) m/z 57.10 100.00%
57
43
71
5000 g5
99 113197 1160 11.80 12,00 12.20
Obrprrrrthr bl b A AALI00 182107211205 244 268 | "m/z 43.10 67.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
4357
71
85 11.60 11.80 12.00 12.20

29 m/z 71.10 51.96%
99
ok . | L ] 113127141155169183197211225239253 282
o N L EL ==t i
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83051: Dodecane, 2-methyl-6-propy!-
43 57
ek
71 11.60 11.80 12.00 12.20
5000 85 m/z 85.10 36.08%
99 140
o B 113 717154168182 205 226
e R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane el L ERam ma e L
43 57 11.60 11.80 12.00 12.20
m/z 41.10 30.11%
5000 n
85
29
o L w 99 113127141155169183197 226
e T P A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 38.31 ng 3606720 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1633 (11.942 min): BF108095.D (-1628) (-) m/z 74.05 100.00%
74
87
5000 43
T 1297 | 27 1160 11,80 12,00 12.20
101 171185199 241 55270 : : :
0 ,....,....||,....,~':-!..'-,'..1.1~.?..'..,|. AR L AR5 Th/z 87.05  76.28%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 SRR SV AN SRR
43 11.60 11.80 12.00 12.20
143 m/z 43.10 39.54%
. h 1] 4| 191115129 | 157171185199913227 941 270
s T 5 8 a0 1 T 1 10 200 2 20 35
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 31.37%
29 ‘ 77 |, 101115120143 227 270
ol il 107216780 | 157 L7118519021378 a1 20
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester B EEERREs s
74 11.60 11.80 12.00 12.20
m/z 41.10 28.59%
87
5000
43
29
. w ||| 101335120" 157171185199213227 256
m/z--> 2'0 40 6|0 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\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.94 ng 276478 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 22
Abundance Scan 1655 (12.072 min): BF108095.D (-1651) (-) m/z 43.10 100.00%
43 60 7
5000
129
7 99 115 157 s
b 143107171 227 243256 11.80 12.00 12.20 12.40
Ot m/z 60.00 78.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
11.80 12.00 12.20 12.40
m/z 57.10 76.70%
7JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 78

43 R R R EEEE s n e
11.80 12.00 12.20 12.40

5000 129 m/z 73.00 76 .04%

9
115 171
214
e | |
0 ‘i‘.w..ulﬂ,‘.m el el bl A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78 11.80 12.00 12.20 12.40
43 m/z 55.10 69.37%
5000 129
7 185 228
‘ ﬁ }01115 143157171 ‘ 199
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40

8270-BF080818.M Mon Aug 13 16:16:32 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Bacchotricuneatin c Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.24 3.14 ng 295502 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 90
Abundance Scan 1684 (12.242 min): BF108095.D (-1681) (-) m/z 57.10 100.00%
57
5000 85
3 13 11 12.00 12.20 12.40 12.60
0.,....',...I,..' bbb e o186 211 238 261281 309327 | m/z 43.10  66.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000
12.00 12.20 12.40 12.60
m/z 71.10 55.63%
ol 173191 216 245
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane
57
"'12.00 12.20 12.40 12:60
5000 85 m/z 85.10 37.58%
4
ol | ‘ Loy ) 3 e 169 197 225 254
m/z--> ﬁo Jo éo éo 160 120 140 160 180 200 220 240 260 280 360 320 350
Abundance #175557: Tetracosane e AL B RE e e e
57 12.00 12.20 12.40 12.60
m/z 41.10 27 .53%
5000 85

0 ‘ h‘\ 13 141 169 197 225 253 281 309 338
q””“” e A LS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60

8270-BF080818.M Mon Aug 13 16:16:32 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.64 137.03 ng 12899400 Phenanthrene-d10 11.57
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, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1752 (12.642 min): BF108095.D (-1746) (-) m/z 67.05 100.00%

o))

7 81

41
5000
135150164 263 1240 12.60 12.80 13.00
178 220 294
y— 192 220234249, 279 m/z 55.10 93.13%
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 a7
81
5000 LN I S B I N B N O B
6 12.40 12.60 12.80 13.00
m/z 81.10 84.18%
10 135150164175

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 81 e R L e

12.40 12.60 12.80 13.00
m/z 41.10 73.98%

5000

124 150164178 993

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R e e RN
4 67 12.40 12.60 12.80 13.00
81 m/z 95.10 58.33%
5000

6

110 294

T 1’124 15016417815 22095 263 %
i

I I I I
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\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.65 118.20 ng 11126900 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 93
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 93
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 87

Abundance Scan 1753 (12.648 min): BF108095.D (-1752) (-) m/z 55.10 100.00%

55 74

sooo{ 4
R A L s
180 222 264 281296 12.40 12.60 12.80 13.00
Ot m/z 74.10 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
41 74
5000 LI N S B I B
12.40 12.60 12.80 13.00
264 m/z 69.10 70.86%
o z 138152 180 507222534 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
1 55

12.40 12. 60 12. 80 13.00
5000 m/z 43.10 66.07%

2 222
o 138152 180 207 236 278 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141284: 12-Octadecenoic acid, methyl ester
12 40 12.60 12.80 13.00
m/z 83.10 64 .83%

L

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

74

5000

8270-BF080818.M Mon Aug 13 16:16:34 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 24_.17 ng 2275620 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90

Abundance Scan 1767 (12.730 min): BF108095.D (-1764) (-) m/z 74.10 100.00%

74

5000 43
9 12.40 12.60 12.80 13.00
0 m/z 87.10 75.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74
5000 43 LA L L L LB L LB L |

12.40 12.60 12.80 13.00

m/z 43.10 49_95%

wﬂ"ﬂ"ﬂm
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r

12.40 12.60 12.80 13.00

5000 57 208 m/z 55.10 35.21%
4 143
18 ‘ 97 ‘ 199
obdrbbe b Mt b 80T D0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester S EmEE S R REE
74 12. 40 12. 60 12. 80 13. OO

m/z 41.10 31.57%

5000
28 43
‘ 143 109 255 298
9 101 ‘
0 ‘ ‘ ﬁ “ Ju o 125 \ 171 1 ‘ I 227 | 271 |

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

8270-BF080818.M Mon Aug 13 16:16:35 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Methyl 5,9,12-octadecatrien... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.30 3.94ng 377981  Chrysene-di2 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methyl 5,9,12-octadecatrienoate

2 Methyl 5,11,14-eicosatrienoate

3 1-Propyl 6,9,12-hexadecatrienoate
4 Methyl 9,10-octadecadienoate

292 C19H3202
320 C21H3602
292 C19H3202
294 C19H3402

1000336-37-5 91
1000336-40-2 90
1000336-78-1 86
1000336-45-7 64

5 1,6-Cyclodecadiene 136 C10H16 007049-13-0 64
Abundance o Scan 1864 (13.301 min): BF108095.D (-1861) (-) m/z 67.10 100.00%
41
5000 95
121 S
0 e i W R G T i e

m/z--> 50 100 150 200 250 300 350

Abundance #138061: Methyl 5,9,12-octadecatrienoate
6/7
5000 95 LA RS o n T
136 13. 00 13. 20 13. 40 13.60
m/z 41.10 69.51%
161 191 221
o by it 243261 292

m/z--> 50 100 150 200 250 300 350

Abundance #161551: Methyl 5,11,14-eicosatrienoate
67
)
13.00 13.20 13.40 13.60
5000 93 121 m/z 55.10 68.58%
150
175
o) I‘w\‘l I A J“ \LJ\ ’ H h \nl 2|52|2|71|28|9| |32|O| : ——
m/z--> 50 100 150 200 250 300 350
Abundance #138062: i-Propyl 6,9,12-hexadecatrienoate A REEEEEas
79 13.00 13.20 13.40 13.60
m/z 79.05 64 .86%
5000{ 9° 135
107
249
H l H79 215 292
m/z--> 50 100 150 200 250 300 350 13. 00 13. 20 13. 40 13 60

8270-BF080818.M Mon Aug 13 16:16:36 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Eicosanoic acid, methyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.46 3.10 ng 297687 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 93
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1891 (13.460 min): BF108095.D (-1888) (-) m/z 74.05 100.00%
7
5000 43
283 13.20 13.40 13.60 13.80
326
o S04 30 882 "m/z 87.00  77.34%
m/z--> 50 100 150 200 250 300 350
Abundance #166218: Eicosanoic acid, methyl ester
74
13.20 13.40 13.60 13.80
143 26 m/z 43.10 51.02%
oL T116, | 171 199 227 255 283
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester
74
13.20 13.40 13.60 13.80
5000 m/z 55.10 36.30%
43
143
ol Ll MPigen gy 20 228
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester B R Ra T
74 13.20 13.40 13.60 13.80
m/z 41.10 29.88%
5000
43
143 284
97 241
ob— I{IHJI\L IMIJLI\];]-?{I .{,1.6531.?.5‘,2.1?‘. .‘ - .“. S e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF080818.M Mon Aug 13 16:16:37 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl3.57 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.85 ng 369425 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 35
2 9-Decen-1-ol, heptafluorobutyrate 352 C14H19F702 1000352-65-4 16
3 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 14
4 (R)-(-)-(2)-14-Methyl-8-hexadece... 254 C17H340 030689-78-2 12
5 Thiomescaline 227 C11H17NO2S 1000379-13-6 10
Abundance Scan 1910 (13.571 min): BF108095.D (-1907) (-) m/z 55.10 100.00%
55
5000 o7
137
T e 330 150 5a0 g
193 251 : : : :
o 279300321 351 385 n/z  41.10 40_.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55
5000 NS BUNISA BN B
13.20 13.40 13.60 13.80
27 110 e m/z 43.10 37.93%
0"||"|‘"!"|J'"'|""|"" Y UL PRI BN
m/z--> 50 100 150 200 250 300 350 400
Abundance #184828: 9-Decen-1-ol, heptafluorobutyrate
55
o 13.20 13.40 13.60 13.80
5000 m/z 97.10 35.48%
110 169
L2 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105728: Pentanoic acid, 10-undeceny! ester B B
55 13.20 13.40 13.60 13.80
m/z 69.10 34.03%
5000 83
29
U 'm H‘l' !"”fﬁg”"'l?% ML | SN FUNLELEAY WU SURLEL B NSRS BN B
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80

8270-BF080818.M Mon Aug 13 16:16:38 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Naphthalene, decahydro-2,6-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.36 ng 322636 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 68
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 52
3 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 22
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 003588-18-9 18
5 4-l1sopropylbenzenethiol, S-methyl- 166 C10H14S 1000353-04-8 15
Abundance Scan 1964 (13.889 min): BF108095.D (-1961) (-) m/z 81.10 100.00%
1
5000
277 308 13.60 13.80 14.00 14.20
ol 330 339 392418 42 75 95.10  98.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35195: Naphthalene, decahydro-2,6-dimethyl-
166
55
5000 SR AR SUNRILA SR SR
109 13.60 13.80 14.00 14.20
29 137\ m/z 151.10 62.73%
0 qh"LLI""I""I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
95
o 13.60 13:80 14.00 14.20
5000 m/z 55.10 56.01%
0"'I""I"M'I""I'"'I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35098: 2(1H)-Naphthalenone, octahydro-8a-methyl-, trans- AR EEEEE S
55 95 13.60 13.80 14.00 14.20
m/z 237.15 42 .50%
166
- | WJJ
0 LWHAJNHL"'I"”I""I”"I"'W""I' SRR N SR SR
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20

8270-BF080818.M Mon Aug 13 16:16:39 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Docosanoic acid, methyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.13 2.71 ng 260187 Chrysene-d12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 95
2 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 91
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 89
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 86

Abundance Scan 2005 (14.130 min): BF108095.D (-2003) (-) m/z 74.05 100.00%
74
5000
143
o 22650283 1 30 M3 48 sz 87.00  83.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186934: Docosanoic acid, methyl ester
74
__,,.._,/\./J\/\MN.\,.~
5000 43 RARARANRARAN RARAN IRAR
13.80 14.00 14.20 14.40
143 354 m/z 43.10 60.02%
oL 18 O | 171199 5p7 285 559 311
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215885: Hexacosanoic acid, methyl ester
74
13 13:80 14.00 14.20 14.40
5000 m/z 57.10 35.91%
143 410
97 367
ol15, l UL | 171,199 207 255 283 311 339 =7
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186936: Methyl 20-methyl-heneicosanoate A REEREEEEE
74 13.80 14.00 14.20 14.40
m/z 55.10 35.64%
5000
143 354
97 311
199 255
A S e N
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108095.D

Acq On : 10 Aug 2018 20:23

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 6.8 ng 614435 1 7.02 1815760 20.0
unknown6.78 6.78 36.2 ng 3287990 1 7.02 1815760 20.0
Heptadecane 10.95 5.5 ng 512952 4 11.57 1882750 20.0
Octadecane 11.41 3.7 ng 350232 4 11.57 1882750 20.0
Eicosane 11.83 3.5 ng 326552 4 11.57 1882750 20.0
Hexadecanoic acid... 11.94 38.3 ng 3606720 4 11.57 1882750 20.0
n-Hexadecanoic acid 12.07 2.9 ng 276478 4 11.57 1882750 20.0
Bacchotricuneatin c 12.24 3.1 ng 295502 4 11.57 1882750 20.0
9,12-Octadecadien... 12.64 137.0 ng 12899400 4 11.57 1882750 20.0
16-Octadecenoic a... 12.65 118.2 ng 11126900 4 11.57 1882750 20.0
Methyl stearate 12.73 24_.2 ng 2275620 4 11.57 1882750 20.0
Methyl 5,9,12-oct... 13.30 3.9 ng 377981 5 14.22 1918610 20.0
Eicosanoic acid, ... 13.46 3.1 ng 297687 5 14.22 1918610 20.0
unknownl13.57 13.57 3.9 ng 369425 5 14.22 1918610 20.0
Naphthalene, deca... 13.89 3.4 ng 322636 5 14.22 1918610 20.0
Docosanoic acid, ... 14.13 2.7 ng 260187 5 14.22 1918610 20.0
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