LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF030520\
Data File : BF119235.D

Aca On : 6 Mar 2020 2:25

Operator : CG/JU

Sample : L1775-01

Misc :

ALS Vial : 19 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 5.357 552 556 574 rBVY 2489318 2587026 65.71% 9.289%
2 6.381 725 730 757 rBY 2391074 2645825 67 .20% 9.500%
3 6.722 785 788 798 rBV 944496 832781 21.15% 2.990%
4 6.881 811 815 830 rVB 2421752 2355668 59.83% 8.459%
5 7.286 880 884 898 rBY 1747074 1774275 45.07% 6.371%
6 8.004 1002 1006 1021 rBV 1191122 1131429 28.74% 4_.063%
7 9.080 1183 1189 1192 rBVY 3956014 3762059 95.56% 13.509%
8 9.475 1252 1256 1266 rBV 512991 437165 11.10% 1.570%
9 9.757 1299 1304 1314 rBV 1638361 1421523 36.11% 5.104%
10 10.551 1435 1439 1455 rBVY 2416105 2417883 61.42% 8.682%

11 11.239 1552 1556 1560 rBV 1584887 1429205 36.30% 5.132%
12 11.774 1644 1647 1654 rBV 138353 149874 3.81% 0.538%
13 12.457 1760 1763 1768 rBV 113837 99742 2.53% 0.358%
14 12.557 1777 1780 1786 rBV 32713 44945 1.14% 0.161%
15 12.686 1797 1802 1809 rVB 105798 121247 3.08% 0.435%

16 12.821 1821 1825 1829 rBV 3976927 3936958 100.00% 14.137%
17 13.739 1977 1981 1998 rVB3 151758 340615 8.65% 1.223%
18 13.880 2001 2005 2009 rBV 1062470 1005267 25.53% 3.610%

19 14.033 2027 2031 2037 rBv2 36433 41925 1.06% 0.151%
20 14.339 2080 2083 2086 rBV 52761 49531 1.26% 0.178%
21 14.615 2126 2130 2132 rBV 158046 154653 3.93% 0.555%
22 14.704 2142 2145 2148 rVB 48137 47359 1.20% 0.170%
23 14.910 2176 2180 2182 rBV 33551 43282 1.10% 0.155%
24 14.951 2184 2187 2191 rVB 56490 60441 1.54% 0.217%
25 15.304 2242 2247 2263 rBV 658679 858452 21.80% 3.082%
26 15.704 2311 2315 2322 rVB2 37101 53043 1.35% 0.190%
27 16.721 2483 2488 2495 rVB2 26064 47193 1.20% 0.169%
Sum of corrected areas: 27849366
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\

BF119235.D

6 Mar 2020 2:25

CG/JuU

L1775-01

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119235.D

Aca On > 6 Mar 2020 2:25

Operator : CG/JU

Sample : L1775-01

Misc :

ALS Vial : 19 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.10 ng 149874 Phenanthrene-d10 11.24
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 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1646 (11.769 min): BF119235.D (-1644) (-) m/z 73.00 100.00%
73
60
43
5000 129 A\\“ﬁ
5
213 N B i B B o
LJ“ g M5 | 45157171185 o op7 256 1140 1160 11.80 12.00
0 m/z 60.00 76.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 ARARRE AR AR ARRANE
nmnmnmnm
m/z 43.05 67 .64%
7JJ 143157171185199213
0‘

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
5000 m/z 57.00 63.20%
29
129
87 115 171 214
o 101 143157 | 185,99
IR B o o e o O e EARREEEEE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 61.88%
5000 29
0 I “ . "I‘;" S ARmEnE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119235.D

Aca On > 6 Mar 2020 2:25

Operator : CG/JU

Sample : L1775-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Diethylene glycol dibenzoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.74 6.78 ng 340615 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 58
2 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 43
3 Phthalic acid. hept-2-vl isohexv... 348 C21H3204 1000356-97-3 35
4 Phthalic acid. dec-2-vl isohexvl... 390 C24H3804 1000356-94-1 35
5 Phthalic acid, hept-3-yl isohexy... 348 C21H3204 1000356-98-9 27
Abundance Scan 1981 (13.739 min): BF119235.D (-1977) (-) m/z 105.00 100.00%
105 149
5000 77
R et S L L I S
125 202216230 13.40 13.60 13.80 14.00
ol || .1:.,.1...,....,1.‘??.,.... PRSI A 8L /7 149.00  92.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 ADAERUEAARARAR RARES
77 1340 13.60 13.80 14.00
m/z 77.05 45 _.85%
ol 27 ﬁl , 122 179
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
104 149
ABARAAARRALRRAR RARRS
13.40 13.60 13.80 14.00
5000 m/z 83.00 25.29%
51 79
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182749: Phthalic acid, hept-2-yl isohexy! ester
149 13.40 13.60 13.80 14.00
m/z 97.05 21.53%
5000
167
5
o 29 4357 104 122 233 251265
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030520\
Data File : BF119235.D

Aca On > 6 Mar 2020 2:25

Operator : CG/JU

Sample : L1775-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.60 ng 154653 Perylene-d12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 60
3 Octadecanamide 283 C18H37NO 000124-26-5 47
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 38
5 Decanamide- 171 C10H21NO 002319-29-1 38

Abundance Scan 2131 (14.621 min): BF119235.D (-2126) (-) m/z 59.00 100.00%

5000

154 179 207 235254 277294 320337 14.40 14.60 14.80 15.00
m/z 72.00 97.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-

5000 TTT T T T T T T T T T T T T T
14.40 14.60 14.80 15.00
m/z 55.05 58.25%
o 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
Attt s Tt ot
a 14.40 14.60 14.80 15.00
5000 m/z 69.10 43.53%
137
8 112

154 193 221240 277294 320337

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

Abundance #130204: Octadecanamide B R e e ae

59 14.40 14.60 14.80 15.00
m/z 43.00 38.94%

5000
4
ol15 o [yl ) 8 111178 156 184 212 240 2662%°

R P 71 P Y T P A P e T AR e AU

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030520\
Data File : BF119235.D

Acq On > 6 Mar 2020 2:25

Operator : CG/JU

Sample : L1775-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11.77 2.1 ng 149874 4 11.24 1429210 20.0
Diethylene glycol... 13.74 6.8 ng 340615 5 13.88 1005270 20.0
9-Octadecenamide, ... 14.62 3.6 ng 154653 6 15.30 858452 20.0
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