LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-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 4.993 491 494 512 rBV 94216 196286 7.29% 0.752%
2 5.398 559 563 590 rBY 1665306 2691538 100.00% 10.318%
3 6.345 720 724 732 rVB2 26441 32644 1.21% 0.125%
4 6.422 733 737 755 rBVY 1888546 2650156 98.46% 10.160%
5 6.545 755 758 764 rVV 2330087 2490280 92.52% 9.547%
6 6.587 764 765 776 rVB2 41979 48042 1.78% 0.184%
7 6.769 793 796 806 rBV 735245 739398 27.47% 2.835%
8 6.922 819 822 837 rBVY 1859567 1995238 74.13% 7.649%
9 7.269 877 881 890 rBV2 23488 49475 1.84% 0.190%
10 7.345 890 894 916 rVV 1175952 1571966 58.40% 6.026%
11 7.663 944 948 955 rBV 82571 77028 2.86% 0.295%
12 8.051 1011 1014 1029 rBV 820830 881056 32.73% 3.378%
13 8.622 1107 1111 1116 rBvV2 41627 56599 2.10% 0.217%
14 9.122 1192 1196 1204 rBvV 2570077 2366400 87.92% 9.072%
15 9.192 1204 1208 1212 rVB 55479 56175 2.09% 0.215%
16 9.522 1258 1264 1270 rBV 145745 192726 7.16% 0.739%
17 9.716 1293 1297 1302 rVB 70706 72121 2.68% 0.276%
18 9.804 1309 1312 1317 rBV 840578 794357 29.51% 3.045%
19 10.216 1379 1382 1385 rVB 87918 64110 2.38% 0.246%
20 10.433 1414 1419 1424 rBV 39920 55263 2.05% 0.212%
21 10.522 1431 1434 1437 rBV 87672 72820 2.71% 0.279%

22 10.604 1444 1448 1460 rBV 1167836 1244654 46.24% 4.772%
23 10.692 1460 1463 1472 rVB2 82776 125663 4.67% 0.482%
24 11.139 1536 1539 1541 rBV 47295 41935 1.56% 0.161%
25 11.163 1541 1543 1548 rVB 31527 30698 1.14% 0.118%

26 11.298 1563 1566 1569 rBV 837171 798984 29.69% 3.063%
27 11.327 1569 1571 1576 rVB 113954 118552 4._.40% 0.454%
28 11.516 1599 1603 1606 rBv4 21102 28611 1.06% 0.110%
29 11.563 1608 1611 1614 rVB 45079 41725 1.55% 0.160%
30 11.669 1626 1629 1632 rVB 322404 243411 9.04% 0.933%

31 11.810 1650 1653 1656 rBV2 79237 82279 3.06% 0.315%
32 12.351 1742 1745 1747 rBV 1097091 990811 36.81% 3.798%
33 12.374 1747 1749 1756 rVVv2 847398 739997 27 .49% 2.837%
34 12.457 1760 1763 1768 rVB 192290 164676 6.12% 0.631%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

Method
Title

35 12.522 1768 1774 1781 rBV 194593 236729 8.80% 0.908%

36 12.680 1798 1801 1803 rBV2 36472 41218 1.53% 0.158%
37 12.733 1807 1810 1811 rBV2 53111 49091 1.82% 0.188%
38 12.751 1811 1813 1817 rVB 155283 149429 5.55% 0.573%
39 12.880 1831 1835 1838 rBV 2293923 2088146 77.58% 8.005%

40 13.063 1861 1866 1868 rBV6 26749 49281 1.83% 0.189%
41 13.086 1868 1870 1875 rVB 42682 45432 1.69% 0.174%
42 13.186 1884 1887 1889 rBV4 26093 29244 1.09% 0.112%
43 13.427 1925 1928 1930 rBV 31726 29005 1.08% 0.111%
44 13.757 1981 1984 1990 rBV3 177997 209172 7.77% 0.802%
45 13.892 2005 2007 2010 rVB 48155 43687 1.62% 0.167%

46 13.951 2013 2017 2021 rBV 765347 821466 30.52% 3.149%
47 15.421 2263 2267 2274 rVB 385809 487217 18.10% 1.868%

Sum of corrected areas: 26084791
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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

Abundance TIC: BF101868.D
2500000

6.55
2000000 6.42 6.02
5.40
1500000
7.35

1000000
6.77

500000

4.99 6.35 %39 7 7.66

o A e

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: BF101868.D
2500000 9|12 12.88

2000000

1500000
10.60 12.35

1000000 8.05 9.80

500000

5¢ 11.81 136819 13.43

8.62 b9 %07 1&%@@:@\69 v ST

o S U R e e N R

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101868.D
2500000

2000000

1500000

1000000,  13.95
15.42

500000 376

13.

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 6

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

4.99 5.31 ng 196286 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-0ctanol 130 C8H180 000589-98-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 494 (4.993 min): BF101868.D (-491) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 4.60 4.80 5.00 5.20 5.40
o B0 2011 e 00 57,830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20 5.40
0
150 1010 m/z 101.10 17.51%
0 wl " 83.0 \‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 480 500 520 540
5000 500 m/z 58.10 14 .23%
101.0
0 15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol e R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 7.94%
83.0
5000 41.0
101.0
.1.4'.0|....|........|....|....|....l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 unknown6.55 Concentration Rank 1

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

6.55 67.36 ng 2490280 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 759 (6.551 min): BF101868.D (-755) (-) m/z 132.00 100.00%
13%.0
5000 68.0
woso || % e | T ok ok ok T
01 et m/z 68.05 38.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 L I I UL I B
6.20 6.40 6.60 6.80
m/z 134.00 33.41%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
117.0 6.20 640 6.60 680
5000 m/z 66.00 24 .16%
91.0
39.0 65.0
L S B L L UL S L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .89%
5000
Oy '|'?ﬁp'k”7ﬂ?'H8§P'J|'M"'|' LR AL AL SAL
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.15 ng 125663 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1463 (10.692 min): BF101868.D (-1460) (-) m/z 57.05 100.00%
51.0
5000
9.1 10.40 10,60 10,80 11.00
182.2
o b g 223 P8 v M/z 71.10 70.29%
m'z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LR B UL I B
10,40 10.60 10.80 11.00
m/z 43.10 70.11%
0 270\ ) hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m'z--> 0 50 100 1éo 200 250 300 350
Abundance
57.0
10.40 10.60 10,80 11.00
5000 m/z 85.05 36.79%
99.0
o 2no 1M01%02%02aw%n
m'z--> 0 50 100 150 200 250 300 350
Abundance #59882: Tetradecane A e o e S S
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.17%
5000
27,0 99.0
198.0
o) .l. L JIJIIJIIJI IJ\IH]I-4I.1':)I —— e —
m'z--> 0 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 5 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 6.09 ng 243411 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 83
Abundance Scan 1629 (11.669 min): BF101868.D (-1626) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 RN B UM BN B
97.1 1711 1992 227-2 11.40 11.60 11.80 12.00
0 ,....,...|.|',.-.'.. Motz | AL 192 T 2103 T8 00 72.76W
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LI B S SN B
43.0 11,40 11.60 11.80 12.00
143.0 m/z 43.10 35.34%
mz> 2 40 60 80 '1'66' "0 140 160 '1'86' Py '2'216' P
Abundance
74.0
11,40 11,60 11.80 12.00
5000 43.0 m/z 55.05 27 .15%
o 97.0 V30 1850 550
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R B
74.0 11.40 11.60 11.80 12.00

m/z 41.10 24 .24%

5000 43.0

‘ 119701170 14? 0 185 0 227 0 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 6 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.81 2.06 ng 82279 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 1653 (11.810 min): BF101868.D (-1650) (-) m/z 43.10 100.00%

431 | 73.0

5000

11.40 11.60 11.80 12.00 12.20

0 m/z 60.00 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

—rv—v—v—v—rrbv—v—v—
11.40 11.60 11.80 12.00 12.20

83.0 -
157.0 g5 2130 256.0 m/z 73.00 95.43%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00  90.35%
97.0 199.0
157.0 242.0
0 15.0 177.0
R R B o o e o ERRRE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid L B o
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 41.10 75.78%
5000 129.0
0 R EEREEREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20

8270-BF121417 .M Thu Jan 04 12:28:33 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 24 .80 ng 990811 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95

Abundance Scan 1745 (12.351 min): BF101868.D (-1742) (-) m/z 67.05 100.00%

67.0

5000

123.1
150.1 1781 206.1 9347 2632 294.0 12.00 12.20 12.40 12.60

0 m/z 81.10 87 .25%
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
67.0
41.0
5000 LI INLENL L L L L L N B LB B
12.00 12.20 12.40 12.60
1230 m/z 55.05 69.93%
. T 1500 1780 gp3p 2630 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
R A e
41.0 95.0 12.00 12.20 12.40 12.60
5000 m/z 41.10 60.71%
294.0
123.0
150.0 1780 2000 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester T T
12.00 12.20 12.40 12.60

m/z 95.05 54._.02%

5000

294.0

123.0 150.0 263.0

178.0 220.0

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 15-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.37 18.52 ng 739997 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 98
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 94
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91

Abundance Scan 1748 (12.369 min): BF101868.D (-1747) (-) m/z 55.10 100.00%

1

:

5000
111.1 e e B R m e
137.1 180.2 222.2 264.1 12.00 12.20 12.40 12.60
Obprrr s m/z 41.10 64.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.
5000 LA L L N L LB L
12.00 12.20 12.40 12.60
29.0 111.0 1220 264.0 m/z 74.00 63.40%
. d 1380  180.0 : 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
o Eaas o I REa
12.00 12.20 12.40 12.60
5000 87.0 m/z 69.10 57.70%
29.0
111.0 2220 264.0
1380  180.0 : 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester T T T T T T
.0 12.00 12.20 12.40 12.60

m/z 43.10 52.87%

i

5000
264.0

111.0

5

138.0  180.0 2220 296.0

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 Methyl stearate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.46 4.12ng 164676  Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Methvl stearate 208 C19H3802 000112-61-8 97

2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1764 (12.463 min): BF101868.D (-1760) (-) m/z 74.00 100.00%
74.0
5000
43.1
12.20 12.40 12.60 12.80
0 m/z 87.10 70.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74.0
5000 43.0
12.20 12.40 12.60 12.80
‘ 143.0 m/z 43.10 36.05%
97.0 ' 255.0 298.0
oB0) L LT a7 1990 a7 2550 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
T
12.20 12.40 12.60 12.80
5000 43.0 m/z 55.00 28.42%

143.0
97.0 120.0 171.0 199.0 241.0 285.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester e
74.0 12.20 12.40 12.60 12.80
m/z 41.10 22 .64%
5000
43.0
143.0
97.0 241.0 284.0
L) L) 901200 [ 1850 2130 ‘

o

20 40 60

80 100 120 140 160 180 200 220 240 260 280 300

12. 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101868.D

Aca On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample : 17105-05

Misc :

ALS Vial : 15 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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.09 ng 209172 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
4 7Z-8-Hexadecene 224 C16H32 1000130-87-5 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
Abundance Scan 1985 (13.763 min): BF101868.D (-1981) (-) m/z 57.10 100.00%
511 971
5000
1531 1041 13.40 13.60 13.80 1400
ob il m/z 43.10 90.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
5000 AR RS R SR
Bmmmmmmm
250 m/z 83.10 86.53%
OMI “ \‘H \\‘\ HH ‘\ " I" . I:I'?GIOI ——
m/z--> 50 150 200 250 300 350 400
Abundance
57.0
97.0 13.40 13.60 13.80 1400
5000 m/z 97.10 83.01%
0125:0 131.0 169020202380 2830 ANN%M%V“ANMMAKAA“PMJMAMAw
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #225763: Eicosy pentafluoropropionate R AR EEEEE T
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.00 77.40%
oL il ‘ I \Ff '9. 1820 2240 280.0 3250 426.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 4(')0 13. 40 13. 60 13. 80 14. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\
Data File : BF101868.D

Acq On : 3 Jan 2018 18:58

Operator : SJ/JU

Sample - 17105-05

Misc :

ALS Vial : 15 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... 4 .99 5.3 ng 196286 1 6.77 739398 20.0
unknown6 .55 6.55 67.4 ng 2490280 1 6.77 739398 20.0
Heptacosane 10.69 3.1 ng 125663 4 11.30 798984 20.0
Hexadecanoic acid... 11.67 6.1 ng 243411 4 11.30 798984 20.0
n-Hexadecanoic acid 11.81 2.1 ng 82279 4 11.30 798984 20.0
9,12-Octadecadien... 12.35 24.8 ng 990811 4 11.30 798984 20.0
15-Octadecenoic a... 12.37 18.5 ng 739997 4 11.30 798984 20.0
Methyl stearate 12.46 4.1 ng 164676 4 11.30 798984 20.0
Trichloroacetic a... 13.76 5.1 ng 209172 5 13.95 821466 20.0
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