LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\

Data File : BF113052.D

Aca On - 14 Mar 2019 16:23 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1866-07 ek
Misc i MR-MH-01-COMP
ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.345 549 554 557 rBVY 3964015 3843080 79.06% 8.201%
2 6.375 723 729 745 rVB 3560695 4357215 89.64% 9.298%
3 6.498 745 750 753 rBVY 4221318 4139974 85.17% 8.835%
4 6.728 785 789 792 rBV 1292149 1163975 23.94% 2.484%
5 6.881 811 815 819 rBVY 3345982 3190479 65.63% 6.809%
6 7.286 878 884 887 rBY 2667063 2590113 53.28% 5.527%
7 8.010 1002 1007 1012 rBV 1411857 1440161 29.63% 3.073%
8 9.086 1184 1190 1200 rBV 4438059 4515736 92.90% 9.637%
9 9.475 1252 1256 1266 rVB 397697 353967 7.28% 0.755%
10 9.757 1299 1304 1318 rVB2 1819105 1613892 33.20% 3.444%

11 10.545 1432 1438 1441 rBV 3350768 3217151 66.18% 6.865%
12 11.233 1551 1555 1563 rBV 1800641 1780160 36.62% 3.799%
13 11.774 1643 1647 1657 rBV 1126762 1302071 26.79% 2.779%
14 12.439 1757 1760 1764 rBV 132763 142348 2.93% 0.304%
15 12.474 1764 1766 1775 rVB5 42338 67347 1.39% 0.144%

16 12.557 1776 1780 1791 rVvVv 471204 569311 11.71% 1.215%
17 12.668 1796 1799 1803 rVB 126232 120878 2.49% 0.258%
18 12.821 1819 1825 1828 rBV 4669675 4861050 100.00% 10.374%
19 13.057 1858 1865 1869 rBV3 79122 97552 2.01% 0.208%
20 13.398 1920 1923 1926 rVB 110680 86930 1.79% 0.186%

21 13.721 1974 1978 1990 rBV 580213 781347 16.07% 1.667%
22 13.863 1997 2002 2005 rBV 2031728 1981224 40.76% 4.228%
23 14.039 2028 2032 2038 rBV 252532 232869 4._.79% 0.497%
24 14.339 2080 2083 2091 rVB 287704 295337 6.08% 0.630%
25 14.610 2126 2129 2131 rBV 360249 328144 6.75% 0.700%

26 14.633 2131 2133 2142 rVV 332818 404396 8.32% 0.863%
27 14.704 2142 2145 2150 rVB 179573 182567 3.76% 0.390%
28 14.868 2170 2173 2181 rVB2 64443 100780 2.07% 0.215%
29 14.951 2183 2187 2195 rVV 282811 332739 6.85% 0.710%
30 15.204 2227 2230 2235 rVB 54411 62744 1.29% 0.134%

31 15.268 2236 2241 2244 rVV 1564106 1794680 36.92% 3.830%
32 15.304 2244 2247 2254 rVB 252446 350195 7.20% 0.747%
33 15.709 2312 2316 2321 rVB 203038 264381 5.44% 0.564%
34 15.768 2322 2326 2333 rBV6 68404 154848 3.19% 0.330%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.174 2391 2395 2400 rVB 100836 140452 2.89% 0.300%

Sum of corrected areas: 46860093
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF113052.D

6.50

4000000 5.35

6.37
6.88

3000000
7.29

2000000

1000000

0 L LJKA,

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: BF113052.D

4000000
10.55

3000000

2000000 9.76 11.23

8.01
11.77

1000000
9.47

o —_— e —_——— e e e A

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: BF113052.D

4000000

3000000

13.86

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 71.14 ng 4139970 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF113052.D (-745) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 6.40 6.60 6.80
54 . . . :
o Qrer lsus g o m/z 68.00 41.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR LR L S
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.76%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 27.44%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.44%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 14.63 ng 1302070 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 1646 (11.769 min): BF113052.D (-1643) (-) m/z 73.00 100.00%
60 73
5000
129 A\_
97 T TTrTT TTTT T LB T
,-M“ 1| 143157171185 149 213,,0  gg 1140 1160 11.80 12.00
o} m/z 43.00 95.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 EEa e RARE N
11. 40 11. 60 11. 80 12. 00

m/z 59.95 89.16%
213
,Ju 143 157171 185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 e e o
11.40 11.60 11.80 12.00
5000 - 129 m/z 57.00 79.15%
‘ 143 157 214
0,.LNN.NJAUW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e

60 73 11.40 11.60 11.80 12.00
m/z 41.00 71.38%

43
5000 120
185 228
‘ T7 01115 143 157 171 ‘ 199 ‘
e AL C T e

m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.56 5.75 ng 569311 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1781 (12.563 min): BF113052.D (-1776) (-) m/z 43.00 100.00%
43 78
o T \%J\M\___/
12:20 12,40 12.60 12.80
0! m/z 72.95 95.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 78
5000 129
12.20 12.40 12.60 12.80
m/z 57.00 87 .94%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43
12:20 12,40 12.60 12.80
5000 m/z 60.00 81.65%
il
ok ..,.‘a..‘,‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid AT T TR T
78 12.20 12.40 12.60 12.80
43 m/z 55.00 71.30%
5000 129
185 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.89 ng 781347 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 1978 (13.721 min): BF113052.D (-1974) (-) m/z 57.00 100.00%
57

5000 4

-

13.40 13.60 13.80 14.00
m/z 43.00 78.25%

o 139155 182 216 248 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

:

13.I4O 13!60 13.I80 14.IOO
m/z 55.00 62.08%

5000

ol 167 196 222238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

:

13.40 13.60 13.80 14.00
m/z 83.00 57.84%

5000 4

168 196 907

1p7
ol 152 258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride
7 13.40 13.60 13.80 14.00

83 m/z 71.00 56.33%

-

5000

139

167 196 224 253271 589 307323
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

-

8270-BF022719.M Fri Mar 15 16:35:13 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.04 2.35 ng 232869 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 2032 (14.039 min): BF113052.D (-2028) (-) m/z 57.00 100.00%
57
5000 85 l k~,,»
113 " 13.80 14.00 14.20 14.40
141
0,,,]|.,.l,,1,|||,|, L. 109 197 224245267 855 | "m/z 71.00 64.08%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L B B I B
Bmmmmmmm

m/z 43.00 62.51%

29
oL | | (113 141 169 197 225 253 281 309 337 365 394
et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

85 13.80 14. 00 14. 20 14.40
5000 m/z 84.95 50.59%

29 113
ol T L |21 160 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance . Ei

#194499: Eicosane, 7-hexyl-
57 13 80 14.00 14.20 14.40
m/z 55.00 20.82%

B | LA/VL
113
Lh bl 77141 182 211 o5 281 308 337

R e Rl S S ctasssta it

m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9

R.T. EstConc Area Relative to ISTD R.T.
14.34 2.98 ng 295337 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Eicosane 282 C20H42 000112-95-8 81
Abundance Scan 2083 (14.339 min): BF113052.D (-2080) (-) m/z 57.00 100.00%

g7
5000 85
113 14.00 14.20 14.40 14.60
141 397
ol L LTI 100 107210240060083  as3 37 o000 67 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 LU B U

14.00 14.20 14.40 14.60
29 m/z 42.95 64.88%

o | I 11}3‘141 169 197 240

T lI II I T 11T T T I L I 1T I L I L I L I 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
A o
85 14.00 14.20 14.40 14.60
5000 m/z 85.00 50.91%
29
AR SN R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane e B aEREEEE
57 14.00 14.20 14.40 14.60
m/z 55.00 23.42%
5000 85
29
L7 ] | M3 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 13-Docosenamide, (Z2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.66 ng 328144 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 94
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
3 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 59
4 Methvl 17-methoxv-10-methoxvcarb... 386 C22H4205 1000110-20-7 43
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 38
Abundance Scan 2129 (14.610 min): BF113052.D (-2126) (-) m/z 58.95 100.00%
¢
5000
41
8 114 14.20 14.40 14.60 14.80 15.00
140 : : : :
o A0, 170190 212 236 263 294 820338 | 7 71.95  69.58%
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
¢
5000 a1
14.20 14.40 14.60 14.80 15.00
83 337 m/z 55.00 49_.38%
126
ol 15 Ly 4l 154, 184 206 234254 276294 319 |
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
14.20 14.40 14.60 14.80 15.00
5000 M m/z 43.00 31.25%
0 .1‘.8”. .' I‘” H. \M il\ \Lt J ; 15‘} . ]:8‘} |22|O|23|8 i |2|81I e
m/z--> 50 100 150 200 250 300 350
Abundance #7815: Pentanamide, 4-methyl- A R R REEE TR
59 14.20 14.40 14.60 14.80 15.00
m/z 41.00 29.32%
5000
100
O}QK.TJ....,.... - N —
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .63 4_.51 ng 404396 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 83
4 Heptacosane 380 C27H56 000593-49-7 74
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 72
Abundance Scan 2132 (14.627 min): BF113052.D (-2131) (-) m/z 57.00 100.00%
57
5000 85
113 "' 14140 1460 14.80 15.00
141 169 259
ol d L1 11109105 228 259 oo1 326355 461 000 71.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57
5000 85 R AL B ML B
14.40 14.60 14.80 15.00
m/z 43.00 62 .64%
29 J 113 141
oAb jteeteras 2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71393: Pentadecane
57
"' 14140 1460 14.80 15.00
5000 g5 m/z 85.00 47 .94%
29
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- B e R
57 14.40 14.60 14.80 15.00
m/z 99.00 15.95%
5000 85
0 ”"“'“'Lwﬂ'hJlggg'l""l""l""l'"'I""I" U AL BUREUL ML B
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.03 ng 182567 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 90
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 74
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 53
Abundance Scan 2144 (14.698 min): BF113052.D (-2142) (-) m/z 69.00 100.00%

69
5000
41

ol by ll-'..".'.,.17?.,..2.3?,....,...3‘.‘1,....,.. m/z 80.95 50.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 R B o B
14. 40 14. 60 14. 80 15. OO

m/z 41.00 24 .52%

95
137
bbb 4y e 191217 2190 stiser ato
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
R R R
14.40 14.60 14.80 15.00
5000 m/z 68.00 13.45%
41
95 137
o s 317 | 163 101 217 245 273200 341367 410
b= T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R RN BEEaE S
69 14.40 14.60 14.80 15.00
a1 m/z 95.00 12.62%
5000
95 123 149
ANTEET hilkid.oF- SN i (o
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.71 ng 332739 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
Abundance Scan 2187 (14.951 min): BF113052.D (-2183) (-) m/z 57.00 100.00%
g7
5000 85
J | I|113 141 169 196 224 255 281 325 1;1'66 1480 1500 1520 _
ol b B b 277 109196 224 255281 325 0 Tmyz 71.00  64.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L AR BURBL BRI UL B
mmmmmmmm
m/z 43.00 57 .92%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.00 50.06%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #94345: Heptadecane LI L LB L L LB N B
57 14.60 14.80 15.00 15.20
m/z 55.00 21.00%
5000 85
29
113
N O e ™ e
m/z--> 50 100 150 200 250 300 350 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031419\
Data File : BF113052.D

Aca On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample : K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tridecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.71 2.95 ng 264381 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 86
Abundance Scan 2316 (15.709 min): BF113052.D (-2312) (-) m/z 57.00 100.00%

5000
30 e ms s e ey || 1940 158D 1580 100
o m/z 71.00 67.78%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59890: Tridecane, 3-methyl-
57
5000 LA L L L L L LB L |
29 15.40 15.60 15.80 16.00
85 m/z 43.00 57 .59%
o (113 140 169 195
L e A i o L LA e o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
R e A REaE!
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 48.76%
29
oL L) ‘ § 118 141 169 197 225 253 281 309 337 365 394
L e B L B B B A B B e e e L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane T
57 15.40 15.60 15.80 16.00
m/z 55.00 21 .55%
5000 85
29 113
oL |77 141 169 197 225 253 295 323 367
A e e R e A REaE!
m/z--> 50 100 150 200 250 300 350 400 450 15. 40 15. 60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031419\
Data File : BF113052.D

Acq On : 14 Mar 2019 16:23

Operator : JU/SJ

Sample - K1866-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 71.1 ng 4139970 1 6.73 1163980 20.0
n-Hexadecanoic acid 11.77 14.6 ng 1302070 4 11.23 1780160 20.0
Octadecanoic acid 12.56 5.8 ng 569311 5 13.86 1981220 20.0
1-Heneicosanol 13.72 7.9 ng 781347 5 13.86 1981220 20.0
Octacosane 14.04 2.4 ng 232869 5 13.86 1981220 20.0
Heptadecane 14_.34 3.0 ng 295337 5 13.86 1981220 20.0
13-Docosenamide, ... 14.61 3.7 ng 328144 6 15.27 1794680 20.0
Octadecane 14.63 4.5 ng 404396 6 15.27 1794680 20.0
Squalene 14.70 2.0 ng 182567 6 15.27 1794680 20.0
Heneicosane 14.95 3.7 ng 332739 6 15.27 1794680 20.0
Tridecane, 3-methyl- 15.71 3.0 ng 264381 6 15.27 1794680 20.0
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