LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
Data File : BF118978.D
Aca On : 21 Feb 2020 00:35 Instrument :
Operator : CG/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : L1576-01 FD-SB-010203-0-8
ALS Vial : 14 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-BF022020.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 5.387 557 561 576 rBY 3531221 3435017 75.04% 10.751%
2 6.404 729 734 749 rBVY 3289702 3437672 75.10% 10.760%
3 6.757 791 794 798 rBVY 1290607 1108433 24.21% 3.469%
4 6.916 817 821 824 rBVY 3600730 3131638 68.41% 9.802%
5 7.322 885 890 893 rBVY 2444025 2240335 48.94% 7.012%

8.039 1008 1012 1016 rBV 1734715 1415221 30.92% 4._.429%
9.116 1190 1195 1198 rBV 5134961 4577628 100.00% 14.327%
9.504 1258 1261 1265 rBV 201387 172038 3.76% 0.538%
9.704 1290 1295 1298 rBV2 29050 49296 1.08% 0.154%
9.792 1306 1310 1313 rBV 1738969 1564810 34.18% 4._.898%

=
QO ~NO®

11 10.574 1439 1443 1447 rBV 2557478 2485942 54._.31% 7.781%
12 11.269 1558 1561 1565 rBV 1342331 1337659 29.22% 4.187%
13 11.804 1649 1652 1662 rVB 211263 232492 5.08% 0.728%

14 12.480 1764 1767 1770 rBV 82965 78973 1.73% 0.247%
15 12.586 1782 1785 1787 rBV2 50053 58050 1.27% 0.182%
16 12.710 1803 1806 1808 rBV 79501 65259 1.43% 0.204%

17 12.857 1826 1831 1834 rBV 3651280 3488110 76.20% 10.917%
18 13.333 1909 1912 1919 rVB 459211 429824 9.39% 1.345%
19 13.751 1980 1983 1990 rVB3 201546 264046 5.77% 0.826%
20 13.904 2005 2009 2013 rBV 1169271 1151951 25.16% 3.605%

21 15.333 2248 2252 2260 rVB 963767 1225620 26.77% 3.836%

Sum of corrected areas: 31950014
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022020\
BF118978.D

21 Feb 2020 00:35

CG/Ju

L1576-01

14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

FD-SB-010203-0-8
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118978.D

Aca On : 21 Feb 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1576-01 FD-SB-010203-0-8
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 3.48 ng 232492 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 n-Butyl isopentyl disulphide 192 C9H20S2 075679-09-3 11
Abundance Scan 1651 (11.798 min): BF118978.D (-1649) (-) m/z 73.00 100.00%
73
60
41
5000 129
97 192 943 T IR i e o e
15 | ,g19711 207 26 o 11:40 11.60 11.80 12.00 12,20
m/z 59.95 73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 783
5000 129 AR UL B SR B

11,40 11,60 11.80 12.00 12.20
m/z 41.05  59.74%

213
143 157171185 199

!

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

%

Abundance
43 60 73
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 43.00 58.25%
87 242
143 199
115 185
101 157171 213
R B o e mmamY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L B
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.10 57.10%
5000
29
129
“ T7 0118 ‘ 7L 214
O O Y e
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118978.D

Aca On : 21 Feb 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1576-01 FD-SB-010203-0-8
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : 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 3 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.33 7.46 ng 429824 Chrysene-di2 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Dodecanamide 199 C12H25NO 001120-16-7 60
3 Nonanamide 157 C9H19NO 001120-07-6 43
4 2-Hvdroxv-2.4-dimethvl-hept-6-en... 156 C9H1602 1000192-56-0 35
5 2-(2,2,2-Trichloroethyl)hexanamide 245 C8H14CI3NO 025236-78-6 27

Abundance Scan 1911 (13.327 min): BF118978.D (-1909) (-) m/z 59.00 100.00%

59

5000
126 13.00 13.20 13.40 13.60
154 184 207 238 301
o 229,281 m/z 72.00 83.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128446: 9-Octadecenamide, (2)-
59

5000

13.00 13.20 13.40 13.60
126 m/z 55.00 32.03%
154 184 220238 264281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
R a R mamEE L
13.00 13.20 13.40 13.60
5000 m/z 41.05 29.78%
28
86 128 156 199
WWWTWTWTWTWTWTWWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29478: Nonanamide R a R mamEE L
59 13.00 13.20 13.40 13.60
m/z 43.10 18.63%
o M/\VA/\J
43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022020\

Data File : BF118978.D

Aca On : 21 Feb 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1576-01 FD-SB-010203-0-8
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.58 ng 264046 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1983 (13.751 min): BF118978.D (-1980) (-) m/z 83.10 100.00%
5000 mNANJLw~«wvkamwwWw«-xxx~
139 168 230 13.40 13.60 13.80 14.00
200 260 286 308326 352 77 69 .00 a4 700
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 NS USRI B
13.40 13.60 13.80 14.00
29 111 m/z 97.10 84 .19%
J ) 1 l 139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 55.05 75.38%
29
139 167 106 224 252 280 308 VJAk_AA,,&WN\ﬂAxVMNAh/M«v-~A
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- B B .
13.40 13.60 13.80 14.00
83 m/z 57.00 T4_77%
5000
29 111
L 1139 167 196 204 252 280
m/z--> 50 100 150 200 250 300 350 13.40 13,60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF022020\

Data File : BF118978.D

Acq On : 21 Feb 2020 00:35

Operator : CG/JU

ﬁ?ggle i L1576-01 FD-SB-010203-0-8
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
Quant Title : 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]
n-Hexadecanoic acid 11.80 3.5 ng 232492 4 11.27 1337660 20.0
9-Octadecenamide, ... 13.33 7.5 ng 429824 5 13.90 1151950 20.0
5-Octadecene, (E)- 13.75 4.6 ng 264046 5 13.90 1151950 20.0
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