LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 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-BF062717 .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 2.163 9 13 19 rVB 30657 58474 1.18% 0.116%
2 3.204 185 190 210 rBvV 260172 576266 11.62% 1.146%
3 4.987 487 493 500 rBV 857671 1165109 23.49% 2.317%
4 5.404 558 564 567 rBVY 4836272 4959455 100.00% 9.864%
5 6.416 726 736 739 rBVY 4749873 4938348 99.57% 9.822%
6 6.551 754 759 763 rBVY 4658005 4735364 95.48% 9.419%
7 6.781 793 798 802 rBVY 1274195 1103988 22.26% 2.196%
8 6.939 821 825 828 rVB 3760565 3343283 67.41% 6.650%
9 7.339 888 893 896 rBY 3274244 3098260 62.47% 6.162%
10 7.445 905 911 913 rBV 91175 96910 1.95% 0.193%

11 7.963 995 999 1006 rBV 139094 135037 2.72% 0.269%
12 8.063 1012 1016 1019 rBV 1674244 1459233 29.42% 2.902%
13 9.139 1194 1199 1202 rBV 4381393 4158701 83.85% 8.272%
14 9.527 1261 1265 1268 rBV 686166 578471 11.66% 1.151%

15 9.757 1302 1304 1308 rVB 75502 66154 1.33% 0.132%
16 9.816 1309 1314 1317 rBV 1583894 1472374 29.69% 2.929%
17 10.021 1345 1349 1352 rVB 64766 69215 1.40% 0.138%
18 10.257 1386 1389 1392 rVB 137892 108624 2.19% 0.216%
19 10.480 1423 1427 1429 rBV 58796 61682 1.24% 0.123%

20 10.598 1442 1447 1450 rBV 2770082 2680183 54.04% 5.331%

21 10.727 1466 1469 1475 rVB 164563 236257 4.76% 0.470%

22 10.933 1500 1504 1506 rBv4 62289 84004 1.69% 0.167%
23 11.174 1542 1545 1549 rBV2 118251 109072 2.20% 0.217%
24 11.210 1549 1551 1554 rVB 64120 51104 1.03% 0.102%
25 11.292 1561 1565 1568 rBV 1483166 1332067 26.86% 2.650%
26 11.363 1572 1577 1581 rBV3 41320 63146 1.27% 0.126%
27 11.527 1602 1605 1608 rBV 216944 169369 3.42% 0.337%
28 11.604 1615 1618 1620 rBV 80394 66283 1.34% 0.132%
29 11.698 1631 1634 1637 rBV 78889 66013 1.33% 0.131%
30 11.827 1648 1656 1660 rBV 1026173 1450506 29.25% 2.885%
31 11.963 1676 1679 1682 rBV3 70307 98576 1.99% 0.196%
32 12.227 1721 1724 1729 rBV5 39930 70420 1.42% 0.140%
33 12.345 1740 1744 1747 rBvV4 85318 97973 1.98% 0.195%
34 12.398 1751 1753 1756 rVB2 98949 95177 1.92% 0.189%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 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-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.498 1765 1770 1772 rBV2 200759 323416 6.52% 0.643%

36 12.615 1784 1790 1801 rVB 2394170 4017812 81.01% 7.992%
37 12.727 1807 1809 1814 rVB 154141 124631 2.51% 0.248%
38 12.880 1830 1835 1838 rBV 3472819 3309386 66.73% 6.582%
39 13.157 1878 1882 1891 rVB 173202 336886 6.79% 0.670%
40 13.339 1908 1913 1915 rBV6 42428 80764 1.63% 0.161%

41 13.433 1927 1929 1932 rVB 57400 50879 1.03% 0.101%
42 13.774 1984 1987 1998 rVB 530547 554470 11.18% 1.103%
43 13.880 2001 2005 2008 rBV3 127050 230002 4.64% 0.457%
44 13.921 2008 2012 2015 rVB 1207058 1075239 21.68% 2.139%
45 14.409 2093 2095 2098 rBV3 59102 56018 1.13% 0.111%

46 14.462 2100 2104 2109 rVVv2 132545 212762 4._.29% 0.423%
47 15.351 2250 2255 2260 rBVY 790242 939173 18.94% 1.868%
48 15.862 2339 2342 2348 rVB2 75121 109514 2.21% 0.218%

Sum of corrected areas: 50276050
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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\BF062817\

BF096244.D

28 Jun 2017 12:47

SJ/MA

13893-01

3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000
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Time-->
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8.06
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GJ\

Time--> 8.00

T T
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12.00

T
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4000000
3000000
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TIC: BF096244.D

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.99 21.11 ng 1165110 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 9

Abundance Scan 494 (4.992 min): BF096244.D (-487) (-) m/z 43.00 100.00%
43.0
5000 59.0
| ros 500 i5o 4B0 500 520 540
e m/z 59.00 50.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL UL L
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 58.00 14 .82%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'Eiql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.00 14 .73%
410 101.0
ol 150 210 Y 71.0 83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A o R B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.16%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.55 Concentration Rank 1

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

6.55 85.79 ng 4735360 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF096244.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
BN S SR
400 &40 | 96.1 6.20 6.40 6.60 6.80
0 ..,....,....,...:I'.'...,:!..,::.-.|,..'..,??.9,..!.,.197.,0....,...., I m/z 68.10 42.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BN S SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.87%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 27.23%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L L
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.86%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.55 ng 236257 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetradecane 198 C14H30 000629-59-4 81
Abundance Scan 1469 (10.727 min): BF096244.D (-1466) (-) m/z 57.05 100.00%
57.0
5000
113.0 184.2 10.40 10.60 10.80 11.00
o 1381 1650 m/z 43.00 74.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 LI BRI SN B B
mmmmmmnm
29.0 m/z 71.10 51.16%
o Ll ‘ I g 120 141.0 184.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 33.95%
29.0 850 126.0
0 154. o 183 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #83025: Hexadecane R B B
57.0 10.40 10.60 10.80 11.00
m/z 41.00 26.27%
5000
85.0
29.0
0 | “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo éo 160 150 140 1éo 180 260 250 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 1-Tetradecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.54 ng 169369 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 95
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 Cvclotetradecane 196 C14H28 000295-17-0 94
4 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 1605 (11.527 min): BF096244.D (-1602) (-) m/z 55.10 100.00%
541
5000 Vw\,AA,ﬁ,,V,ﬂ,A_A_~«,J/\«A.Mw
S UM BUCR BRI SURRE
140.2 196.0 11.20 11.40 11.60 11.80
Ol 16121719 m/z 43.05 93.65%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #58272: 1-Tetradecene
43.0
83.0
5000 SR U BN SR SRS
nmnmnmnm
111.0 m/z 57.05 90.22%
ol 20| Jeso | | | 100 seno 160
m/z--> 25 40 éo ' 100 120 150 160 180 260 250
Abundance
43.0
69.0 R UM DU BRI UGS
11.20 11.40 11.60 11.80
5000 97.0 m/z 41.00 78.18%
0 26.0 125.0 154. 0 196.0 2240
m/z--> 25 45 éo 85 160 120 140 160 180 260 250
Abundance #58279: Cyclotetradecane R E B
55.0 11.20 11.40 11.60 11.80
m/z 83.10 75.25%
83.0
5000 9.0
‘ 111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1120 1140 1160 1180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 21.78 ng 1450510 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1656 (11.827 min): BF096244.D (-1648) (-) m/z 43.00 100.00%
430 | 73.0
5000
129.1 J~WJLA_A’/L‘fﬁ\KaMMw
97.0 RN UL SULELL BB U
157.1 1852 213.2 256.2 11.60 11.80 12.00 12.20
Ol m/z 60.00 93.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 2560 | M/Z 73.00  89.08%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 81.08%
171.0
97.0
o 15.0 152.0 214.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B e
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 71.29%
5000 129.0 V‘Aﬂqjm_AwﬂkJJ/LK\JMAN“Aﬁ/\fA
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11!60 11fso 12)00 12!20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.62 74.73 ng 4017810 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 1791 (12.621 min): BF096244.D (-1784) (-) m/z 43.10 100.00%
43.1 730
5000 /
"' 1240 1260 1280 13.00
Ot m/z 57.05 87.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 AR SR SN I
12.40 12.60 12.80 13.00
m/z 73.00 85.99%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 83.11%
83.0
157.0 1850 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 , 73.0 12.40 12.60 12.80 13.00
m/z 55.00 70.50%
5000 129.0

:

15.0
I EEEEs mEE s e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Tetracosane Concentration Rank 8

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

13.16 6.27 ng 336886 Chrysene-di12 13.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 74
2 Nonadecane 268 C19H40 000629-92-5 72
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Hexacosane 366 C26H54 000630-01-3 62

0!

113.0 141.0 169.0 197.0 2250  268.0

L L L L L B L L L R N R AR R RN R R R RRR RN LR Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance Scan 1883 (13.162 min): BF096244.D (-1878) (-) m/z 57.05 100.00%
57.0
5000 85.1 WM/L\/*\/‘
216.1 R e
1131 nmnmmmnm
1411 1891 25512812
o/ — .~."..,l!l..u"'.‘-:l.l. Mnrrreprerpebtnreb bt e || M7z 71.10 63.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 LA L L L L L B
85.0 12.80 13.00 13.20 13.40
29.0 m/z 43.05 51.35%
o | 130 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
””“”w””“”w””.”.”“.”.””.”.””.”.””.”.””.”.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
.
12.80 13.00 13.20 13.40
5000 85.0 m/z 85.10 43.65%
29.0

Abundance #152416: Tridecane, 1-iodo- R e B B BRI
57.0 12.80 13.00 13.20 13.40
m/z 55.10 27 .39%
5000 85.0
28.0
113.0 183.0
o .L.P.JH.W.H.P.” m..}ﬁ?gu...” rrrrr ”...“...”3?99.”... I B

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

12. 80 13. OO 13. 20 13.40

8270-BF062717 .M

Thu Jun 29 20:28:34 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 10.31 ng 554470 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
Abundance Scan 1986 (13.768 min): BF096244.D (-1984) (-) m/z 57.05 100.00%
5%.0
83.0
5000
LN BRI U
1391 . 209.1 13.40 13.60 13.80 14.00
Obrrrrrretles e 2451 2811 m/z 43.05 92.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 LN BRI U
29.0 13.40 13.60 13.80 14.00 :
195.0 m/z 55.00 77.93%
0 I, 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 83.05 62.94Y%

140.0 168.0 196.0 224.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115905: 1-Nonadecene I B
41,0 13.40 13.60 13.80 14.00
m/z 69.00 58.54%
0...,..‘..,... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF062717.M Thu Jun 29 20:28:35 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .46 3.96 ng 212762 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Octadecane 254 C18H38 000593-45-3 92
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 2104 (14.462 min): BF096244.D (-2100) (-) m/z 57.05 100.00%
57.0
5000 85.1

1131 1551 1971 2952 14.20 14.40 14.60 14.80
o..,....,l...|..'..,l...!-!..!.,.-...,....................2]“?.2.1...2?2].9.,...?,??.? m/z 71.10 54.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane
57.0
5000 TT T[T T T T[T T rrrrrrr1
85.0 14.20 14.40 14.60 14.80
29.0 m/z 43.00 54 _.30%
o L4 11301410 160.0 107.0 226.0
”P”q“”p”qunpu.””.”.””.”.””.”.””.”.“”.”q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N REE
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 38.07%
29.0 113.0

141.0 169.0 197.0 225.0 254.0

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

Abundance #129490: Eicosane B EERR Bam e L

57.0 14.20 14.40 14.60 14.80
m/z 41.05 17 .24%

85.0
5000
113.0
o220 ‘ l ) |40 1690 197.0 2250 253.0 2820

R ARE L e R o L s RALAAAiRassazsatey R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80

8270-BF062717.M Thu Jun 29 20:28:36 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096244.D

Aca On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.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 Octacosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.33 ng 109514 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 90
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 2342 (15.862 min): BF096244.D (-2339) (-) m/z 43.00 100.00%
43.0
97.1
5000
3211692 2070 547 2610 15160 1580 16,00 16,70
ob—ly m/z 57.05 74 .61%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
5000 L B BRI SULRLE AU
15. 60 15. 80 16. 00 16. 20
m/z 97.10 73.48%
0 27,0 4 \H M ‘M‘ M‘ H ‘\l y 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 o 260 2%0 360 3éo '
Abundance
57.0 (97.0
' 15.60 15.80 16.00 16.20
5000 m/z 55.05 64 .48%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
LI L WU UL UL SR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #105686: 13-Tetradecen-1-ol acetate L  RRRRs Bam s
43.0 15.60 15.80 16.00 16.20
m/z 83.05 63.45%
83.0
5000
25.0
o J‘} L L] 2540 104022402540
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 ' 15. 60 15. 80 16. 00 16. 20

8270-BF062717.M Thu Jun 29 20:28:36 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096244.D

Acq On 28 Jun 2017 12:47

Operator : SJ/MA

Sample - 13893-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\Methods\8270-BF062717 .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 21.1 ng 1165110 1 6.78 1103990 20.0
unknown6 .55 6.55 85.8 ng 4735360 1 6.78 1103990 20.0
Tridecane 10.73 3.5 ng 236257 4 11.29 1332070 20.0
1-Tetradecene 11.53 2.5 ng 169369 4 11.29 1332070 20.0
n-Hexadecanoic acid 11.83 21.8 ng 1450510 4 11.29 1332070 20.0
Octadecanoic acid 12.62 74.7 ng 4017810 5 13.92 1075240 20.0
Tetracosane 13.16 6.3 ng 336886 5 13.92 1075240 20.0
1-Docosene 13.77 10.3 ng 554470 5 13.92 1075240 20.0
Hexadecane 14 .46 4.0 ng 212762 5 13.92 1075240 20.0
Octacosanol 15.86 2.3 ng 109514 6 15.35 939173 20.0
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