LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122717\

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55 Instrument :
Operator : SJ/JU BNA_F

Sample : 16685-07 2X ClientSampleld :
Misc i AU-05-122617-B
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.998 492 495 511 rBV 117445 216324 1.08% 0.367%
2 5.410 562 565 592 rBVY 1194022 1940544 9.65% 3.288%
3 6.434 736 739 756 rBVY 1328337 1964748 9.77% 3.329%
4 6.563 757 761 767 rVV 1834182 1864981 9.28% 3.160%
5 6.787 796 799 814 rBV 935152 906211 4_.51% 1.536%
6 6.940 822 825 839 rBVY 1353928 1428631 7.11% 2.421%
7 7.357 893 896 914 rBV 950036 1294849 6.44% 2.194%
8 8.069 1014 1017 1023 rBvV 1164262 1098206 5.46% 1.861%
9 9.139 1196 1199 1207 rBV 1985206 1899678 9.45% 3.219%
10 9.210 1207 1211 1215 rBV 387944 314381 1.56% 0.533%

11 9.539 1261 1267 1274 rBV2 267269 463935 2.31% 0.786%
12 9.739 1298 1301 1305 rVB 479354 347146 1.73% 0.588%
13 9.828 1312 1316 1322 rVB 1163523 1116945 5.56% 1.893%
14 10.239 1383 1386 1389 rBvV 486902 370528 1.84% 0.628%
15 10.622 1448 1451 1458 rBV 1000495 1024438 5.10% 1.736%

16 10.710 1463 1466 1471 rBV 481534 527642 2.62% 0.894%
17 11.157 1539 1542 1545 rBV 377228 304041 1.51% 0.515%
18 11.322 1566 1570 1577 rVB 991193 1048446 5.22% 1.777%
19 11.586 1612 1615 1617 rBV 256336 221683 1.10% 0.376%
20 11.704 1629 1635 1638 rBV 6033022 9012059 44.83% 15.272%

21 11.839 1654 1658 1664 rBV3 198669 239695 1.19% 0.406%
22 11.992 1681 1684 1686 rBV 236729 238467 1.19% 0.404%
23 12.092 1697 1701 1705 rVB2 226085 216158 1.08% 0.366%
24 12.422 1745 1757 1758 rBV3 6107538 20102369 100.00% 34.065%
25 12.463 1763 1764 1766 rVvV 284771 219507 1.09% 0.372%

26 12.492 1766 1769 1773 rVB 4587125 4817866 23.97% 8.164%
27 12.722 1804 1808 1811 rBV2 177690 201521 1.00% 0.341%
28 12.904 1833 1839 1842 rBV 1451091 1300002 6.47% 2.203%
29 13.110 1871 1874 1875 rVV 277658 276005 1.37% 0.468%
30 13.127 1875 1877 1884 rVB 454509 481333 2.39% 0.816%

31 13.204 1887 1890 1893 rBV 666814 590065 2.94% 1.000%
32 13.639 1958 1964 1969 rVB3 288414 495503 2.46% 0.840%
33 13.774 1984 1987 1995 rVB 265101 270162 1.34% 0.458%
34 13.874 2000 2004 2009 rVB 515236 511582 2.54% 0.867%
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LSC Area Percent Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.974 2017 2021 2032 rVB 779796 868216 4._.32% 1.471%

36 15.445 2267 2271 2279 rVB 607354 818145 4_.07% 1.386%

Sum of corrected areas: 59012012
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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:\HPCHEMI\BNA F\DATA\BF122717\

BF101768.D

27 Dec 2017 17:55

SJ/Ju

16685-07 2X

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

AU-05-122617-B
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.00 4.77 ng 216324 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF101768.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000 <-A\\N‘
| mo 450 450 500 520 540
ottt e m/z 59.10 54.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R RS UL I
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 16.28%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.00 15.16%
410 101.0
0 15.0 3L0 T g4 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e e
59.0 460 480 500 520 540

m/z 41.05 8.75%

5000
41.0
29.0 101.0
W 1ll 500 73.0  86.0 \

R T T R A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.56 Concentration Rank 4

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

6.56 41.16 ng 1864980 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 760 (6.557 min): BF101768.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 540 o1 2% om0 oab ok
(o} : T m/z 68.05 44 _47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRS U SN
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 31.50%
510 70 o |
0""I"“'k”"ﬂl""l'“"l"" U SN SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T2 o b0 op
5000 9go 1160 m/z 66.00 28.35%
0 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17 .35%
5000 67.0
41.0 97.0
‘ 117.0
Ouuuu‘l‘..s%lo“ Hfl ....“..H. N T
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Tetradecane Concentration Rank 16

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

9.21 5.63 ng 314381 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1211 (9.210 min): BF101768.D (-1207) (-) m/z 57.10 100.00%
57.1

880 900 920 9.40 9.60

113.1 159.1 193.2

0! m/z 43.05 74 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59882: Tetradecane
57.0
5000 85.0 T T T
20.0 880 900 920 9.40 9.60
m/z 71.05 51.13%
B P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.05 32.24%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71.0 112.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 32.09%
5000
139.0
0 H'\ 191.0216.0 245.0 312.0 342.0
RARRIRRRRRRRS ..“”.u.u”.”.u”.u.””.u.””.u.””.uq”. R o EEE RS s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 8. 80 9. OO 9. 20 9.40 9.60
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Pentadecane Concentration Rank 14

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

9.74 6.22 ng 347146 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1301 (9.739 min): BF101768.D (-1298) (-) m/z 57.05 100.00%
5%.0
o 880 W\/L\MJLMM/
39 ‘ 1131 9.40 9.60 9.80 10.00
o SR 4 MBL 18111501 1831 2128 T oE 76 34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 NSRRI AR
85.0 9.40 9.60 9.80 1000
29.0 m/z 71.10 54 _67%
0 1 ‘ [ 1410 1690 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250
Abundance
57.0 A
940 9.60 9.80 10.00
5000 m/z 85.05 36.57%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
RIS SURILS SURILL SRS SIS SU L L IR S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A~¢A~JAAML«AJ
Abundance #48835: Tridecane
57.0 9.40 9.60 9.80 10.00
m/z 41.10 32.65%
5000
85.0
290 vaﬂkamUJ
0 | ‘\ H oy I 113 0 . 141 0 184 0
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 940 9%0 980 1000 '
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 6 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.24 6.63 ng 370528 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72

Abundance Scan 1386 (10.239 min): BF101768.D (-1383) (-) m/z 57.05 100.00%
51.0
e L/\JLJ\MJ
U IR BN B
39 113.1 10.00 10.20 10.40 10.60
0 140.1 168.0 196.1 226.2 n/z 43.10 71 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83026: Hexadecane
57.0
5000 85.0 R B e LS R
10.00 10.20 10,40 10.60
90,0 1130 m/z 71.10 56.25%
o ..,..{..,ﬂ. .k,..”:.,ﬂ.. Nh..l‘.,.m.lﬁ}.Q.u,%G?.q 2970 ..?%? >
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.00 10.20 10.40 10.60
0
5000 85.0 m/z 85.10 37.58%
29.0
o 1130 1410 1690 212.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane EEaE e E e SEn e S
57.0 10.00 10.20 10.40 10.60
m/z 41.05 29.88%
5000 85.0
29.0
. | | | 130 1410 1690 1980
m/z--> 20 ' éo 80 160 150 140 160 180 260 220 10.00 10.20 10,40 10.60
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.71 10.07 ng 527642 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 1466 (10.710 min): BF101768.D (-1463) (-) m/z 57.10 100.00%
571.1
5000 85.1
39 113.1 10.40 10.60 10.80 11.00
o...,....-,...|!,..“..,':...',....,...1.“,1.?.???.2]1.5‘,2].1?90.9..,..?f‘?.l. m/z 43.05 70.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57.0
85.0
5000 AARSUNUUASE IR
10.40 10.60 10.80 11.00
29.0 m/z 71.10 59.24%
m/z--> 20 Jo 60 éo 160 150 110 1éo 180 200 220 210
Abundance
57.0
10.40 10,60 10,80 11.00
5000 m/z 85.10 37.82%
85.0
29.0
o 113.0 141.0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane e i aRaawe s et
57.0 10.40 10.60 10.80 11.00
m/z 41.05 28.88%
5000
85.0
29.0
0 J M I, 4 J 1130 1410 169.0 197.0 226.0
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.16 5.80 ng 304041 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 1543 (11.163 min): BF101768.D (-1539) (-) m/z 57.10 100.00%

57.1

5000

J

10.80 11.00 11.20 11.40

1131 1471 169.1 254.2

211.3

0! m/z 43.05 65.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0
J
5000 85.0 U AR AL R
10 80 11. OO 11.20 11.40
m/z 71.10 62 .56%
29.0 113.0 1410 254.0
et e e 10,1690 1070 2250 2540
m/z--> 2|O 4|0 6|0 8|0 1(|)0 12|O 14|10 1é0 1£|30 200 220 240 260 2£|30 300
Abundance
57.0 J
10.I80 11.|00 11.|20 11.|40 I
5000 m/z 85.10 39.74%

85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #141426: Heneicosane T T T T
57.0 10.80 11.00 11.20 11.40
m/z 41.05 30.11%
85.0
5000
220 130 1410 J
. Ul [T 1410 169.0 107.0 2250 2530 296.0
R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.70 171.91 ng 9012060 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 92
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1634 (11.698 min): BF101768.D (-1629) (-) m/z 74.05 100.00%
74.0
5000 431
143.1 297.2 AR AR RARE RN SR
97.0 185.2 2703 11.40 11.60 11.80 12.00
0 ,....-,|'...‘:||,.~.|'.|. '--!..','...1?1..1..,|...1.6?.'4]. nase Lo 2R m/z 87.05  73.44%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LR LI LN B SULA
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.10 35.96%
mz> % 40 60 80 '1'66' 50 140 160 '1'86' Py '21216' P
Abundance
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 29.15%
ol 97.0 1170 430 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 11.40 11.60 11.80 12.00
m/z 41.10 27 .35%
5000 43.0
0 H ‘H‘ I \970 | 14‘30 18\50\ 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF121417 .M Thu Dec 28 11:08:13 2017 Page: 11



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Tridecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.84 4_.57 ng 239695 Phenanthrene-d10 11.32
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 45
Abundance Scan 1658 (11.839 min): BF101768.D (-1654) (-) m/z 73.00 100.00%
431 | 73.0
5000 129.1
97.1 213.2
157.1 1852 256.2 11.60 11.80 12.00 12.20
(o} m/z 43.10 97 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0
11.60 11.80 12.00 12.20
m/z 60.00 91.31%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
" 11'60 11,80 12.00 12:20
5000 129.0 m/z 57.10 86.02%
83.0
157.0 1850 213.0 256.0
o 40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo \
Abundance #84452: Tetradecanoic acid O o B B I
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 72.88%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF121417 .M Thu Dec 28 11:08:14 2017 Page: 12



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.42 383.47 ng 20102400 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97

Abundance Scan 1757 (12.422 min): BF101768.D (-1745) (-) m/z 67.10 100.00%

67.1

5000

|

12.20 12.40 12.60 12.80
m/z 55.05 85.65%

263.2 2943

123.1
150.1 178.2

220.2
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0

41.0

;

5000 LI L L L L L LB
12.20 12.40 12.60 12.80
1230 m/z 81.10 83.85%
. T I800 4780 30 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 67.0
R RS B s
12.20 12.40 12.60 12.80
5000 95.0 m/z 41.10 71.10%
. 123.0 1490 179 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester A RN S RS AR
12.20 12.40 12.60 12.80
m/z 95.10 57.61%
5000
123.0 294.0
150.0 178.0 220.0 263.0
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12.80

8270-BF121417_.M Thu Dec 28 11:08:15 2017 Page: 13



Library Search Compound Report

8270-BF121417_.M Thu Dec 28 11:08:15 2017

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 13 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 91.90 ng 4817870 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
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 89

Abundance Scan 1769 (12.492 min): BF101768.D (-1766) (-) m/z 74.05 100.00%
74.0
5000 431
1220 12,40 12.60 12.80
o} m/z 87.05 73.67%
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 L UL UL BN S
1220 12.40 12,60 12.80
143.0 m/z 43.10 39.52%
olt M‘ 1710 1990 227 2550 2p0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
nmnmnmnm
5000 m/z 55.10 29.41%
43.0
143.0
o 101.0 171.0 199.0 227.0  270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester R EEEEmEEETE e RRRA
74.0 12,20 12.40 12,60 12.80
m/z 41.10 25.88%
5000
43.0
Ol epereby b piioazog | W0 za0 *H0 T N
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

Page: 14



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Hexadecanamide Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.72 4.64 ng 201521 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 78
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 72
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 70
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 70
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 64
Abundance Scan 1808 (12.722 min): BF101768.D (-1804) (-) m/z 59.00 100.00%
54.0
5000 81.1

12.40 12.60 12.80 13.00

' 2111
| ]L 137.1 165.1185 240.1263.1 294.1

o} m/z 67.00 64.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106564: Hexadecanamide
59.0
5000 LA L L L L L L L LB |
12.40 12.60 12.80 13.00
m/z 72.05 43.38%
290“‘ A 86.0 128.0 1700 212.0 25‘50
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 67.0
12.40 12.60 12.80 13.00
5000 95.0 m/z 81.10 42 .11%

i 123.0 149.0 1750 262.0 294.0

mmmmmmwmm
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 I B BANRE A S e
12.40 12.60 12.80 13.00

m/z 41.10 41.16%

5000

124.0 150.0 294.0

178.0 220.0 263.0

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

8270-BF121417 .M Thu Dec 28 11:08:16 2017 Page: 15



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Hexadecane, 7,9-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.11 6.36 ng 276005 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 64
2 Hentriacontane 437 C31H64 000630-04-6 53
3 2-methviltetracosane 352 C25H52 1000376-72-6 49
4 Heptacosane 380 C27H56 000593-49-7 49
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 49
Abundance Scan 1874 (13.110 min): BF101768.D (-1871) (-) m/z 57.10 100.00%
51.1
5000
7.1 e
155.1 12.80 13.00 13.20 13.40
216.1
o Wby L) 20124002800 0 7z 43.10  81.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
5000 SR AR UL B AR IR
12.80 13.00 13.20 13.40
155.0 m/z 55.10 T4.27%
113.0
0...‘|.H‘.“‘|th"‘..1.97|(.).2.3??....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
12.80 13.00 13.20 13.40
5000 m/z 71.10 70.93%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185534: 2-methyltetracosane A REEREEaSS
57.0 12.80 13.00 13.20 13.40
m/z 41.05 52.36%
5000
99.0
oL L ﬂ || 1410 1830 2250 267.0 309.0
m/z--> 50 100 150 200 250 300 350 400 ' 12.80 13.00 13.20 13.40

8270-BF121417 .M Thu Dec 28 11:08:17 2017 Page: 16



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 cis-13-Eicosenoic acid, met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.13 11.09 ng 481333 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 99
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 95
3 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 93
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 64
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 64

Abundance Scan 1877 (13.127 min): BF101768.D (-1875) (-) m/z 55.10 100.00%

5000

137.1 1671 2082 2502 2923 3249 12.80 13.00 13.20 13.40

0 s m/z 69.10 67.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

12.I80 13.I00 13!20 13.I4O
m/z 83.10 54.62%

5000

138.0 208.0 250.0

29.0 166.0 324.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
T
83.0 12.80 13.00 13.20 13.40
: 292.0 Vi 0
5000 m/z 74.00 54.09%
111.0
250.0
139.0465 208.0 324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester

12.80 13.00 13.20 13.40
m/z 97.10  49.72%

5000

208.0 250.0

324.0

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF121417 .M Thu Dec 28 11:08:17 2017 Page: 17



Library Search Compound Report

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

Data File : BF101768.D

Aca On - 27 Dec 2017 17:55

Operator : SJ/JU

a?ggle ; 16685-07 2X AU-05. 19961 7.8
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 Hexadecanoic acid, 15-methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.20 13.59 ng 590065 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 95
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 91
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 1889 (13.198 min): BF101768.D (-1887) (-) m/z 74.00 100.00%
74.0
5000 431
1431 12.80 13.00 13.20 13.40 13.60
185.1 283.3 - - - -
0 2212520 3203 'm/z 87.05  70.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000
43.0 12.80 13.00 13.20 13.40 13.60
143.0 a1 284.0 m/z 43.10 50.79%
S 0 O Y- A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
12:80 13.00 13.20 13.40 13.60
5000 m/z 55.10 32.18%
43.0
143.0 298.0
18.0 101.0 171.0 199.0 257 o 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methy! ester N e o
74.0 12.80 13.00 13.20 13.40 13.60
m/z 41.10 30.73%
5000
43.0
143.0 284.0
0 e WHPW\I 1%%B“ﬂq
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60

8270-BF121417 .M Thu Dec 28 11:08:18 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101768.D

Aca On : 27 Dec 2017 17:55

Operator : SJ/JU

Sample : 16685-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl3.64 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.64 11.41 ng 495503 Chrysene-di12 13.97

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis- and cis.trans-1.9-dimet... 166 C12H22 1000111-72-5 25
2 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 25
3 Trifluoroacetvl-.alpha.-fenchol 250 C12H17F302 031076-73-0 20
4 2-Hexvne. 4-methvl- 96 C7H12 020198-49-6 18
5 Butane-1,3-dione, 1-(pyrrol-2-yl)- 151 C8HINO2 022441-25-4 18

Abundance Scan 1964 (13.639 min): BF101768.D (-1958) (-) m/z 81.05 100.00%

5000

i

277.1 308.2 5414 13.40 13.60 13.80 14.00

0 m/z 95.10 80.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #35222: cis,cis- and cis,trans-1,9-dimethylspiro[4.5]decane VMA/\»ANP—
95.0
5000 LR DU SUUI S B
13. 40 13. 60 13. 80 14. 00
67.0 m/z 151.10 76-22%
‘ 1230  166.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
81.0
43.0 LR DU SUUIE S B
13.40 13.60 13.80 14.00
5000 m/z 55.05 55.84%

107.0 135.0 08.0

3
164.0 195.0 993 0 951 0277.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #101945: Trifluoroacetyl-.alpha.-fenchol b RRREE EE s
81.0 13.40 13.60 13.80 14.00

m/z 67.10 45_.28%

5000

168.0

207.0 235.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00

8270-BF121417 .M Thu Dec 28 11:08:19 2017

AU-05-122617-B
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122717\
Data File : BF101768.D

Aca On : 27 Dec 2017 17:55

Operator : SJ/JU

Sample : 16685-07 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Oxalic acid, hexadecyl prop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.77 6.22 ng 270162 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
2 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
4 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1986 (13.769 min): BF101768.D (-1984) (-) m/z 57.10 100.00%

1

83.1
5000

13.40 13.60 13.80 14.00
m/z 43.10 84.39%

139.1 271.1 314.1

o 182.0 208.1233.1
P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #187989: Oxalic acid, hexadecyl propy!l ester
43.0

5000 71.0 R e e e S
13. 40 13. 60 13 80 14.00

m/z 55.00 71.57%

125.0

L] 154.0  196.0 224.0 312.0

Oty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
B R BN
83.0 13.40 13.60 13.80 14.00
0
5000 1110 m/z 71.10 61.93%
29.0

139.0
167.0 196.0 2240 2710 397

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester L BT o e
57.0 13.40 13.60 13.80 14.00
m/z 83.10 60.16%
5000
29.0 o
AR NG 1990 1960 2200 2690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. 00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF122717\

BF101768.D

27 Dec 2017 17:55

SJ/JU

16685-07 2X AU-05-122617-B
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

20 Docosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.87 11.78 ng 511582 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90

Abundance Scan 2003 (13.869 min): BF101768.D (-2000) (-) m/z 74.00 100.00%
74.0
5000 431
143.1 L AL SR
101.1 199.1 255.2 311 3 354.4 13.60 13.80 14.00 14.20
0 B T I 1 Ty 22r AT Tes L m/z 87.05 80.01%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000 )
43.0 354.0 13.60 13.80 14.00 14.20
143.0 3110 m/z 43.10 47 .69%
ol | \‘ H‘ | [1000 | 171.0199.027025502830" | |
m/z--> ' 100 150 200 250 300 350
Abundance
74.0
'13.60 13.80 14.00 14.20
5000 m/z 55.05 31.13%
43.0
143.0
312.0
ol15.0 101.0 171.0199.02279 2690
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate i B
74.0 13.60 13.80 14.00 14.20
m/z 57.10 28.66%
5000
143.0 354.0
199.0 255.0 3110
m/z--> 50 100 150 200 250 300 350 1360 1380 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF101768.D

Acq On - 27 Dec 2017 17:55 Instrument :
Operator : SJ/JU BNA_F

Sample 1 16685-07 2X ClientSampleld :
Misc i AU-05-122617-B
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 4.8 ng 216324 1 6.79 906211 20.0
unknown6 .56 6.56 41.2 ng 1864980 1 6.79 906211 20.0
Tetradecane 9.21 5.6 ng 314381 3 9.83 1116950 20.0
Pentadecane 9.74 6.2 ng 347146 3 9.83 1116950 20.0
Hexadecane 10.24 6.6 ng 370528 3 9.83 1116950 20.0
Heptadecane 10.71 10.1 ng 527642 4 11.32 1048450 20.0
Octadecane 11.16 5.8 ng 304041 4 11.32 1048450 20.0
Hexadecanoic acid... 11.70 171.9 ng 9012060 4 11.32 1048450 20.0
Tridecanoic acid 11.84 4.6 ng 239695 4 11.32 1048450 20.0
9,12-Octadecadien... 12.42 383.5 ng 20102400 4 11.32 1048450 20.0
Methyl stearate 12.49 91.9 ng 4817870 4 11.32 1048450 20.0
Hexadecanamide 12.72 4.6 ng 201521 5 13.97 868216 20.0
Hexadecane, 7,9-d... 13.11 6.4 ng 276005 5 13.97 868216 20.0
cis-13-Eicosenoic... 13.13 11.1 ng 481333 5 13.97 868216 20.0
Hexadecanoic acid... 13.20 13.6 ng 590065 5 13.97 868216 20.0
unknownl3.64 13.64 11.4 ng 495503 5 13.97 868216 20.0
Oxalic acid, hexa... 13.77 6.2 ng 270162 5 13.97 868216 20.0
Docosanoic acid, ... 13.87 11.8 ng 511582 5 13.97 868216 20.0
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