LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF041720\

Data File : BF120055.D

Aca On - 17 Aor 2020 13:26 Instrument :
Operator : MA/SJ gmgigamlem'
a?zgle i L2244-05 TPQ52¢C£MP
ALS Vial : 10 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-BF040820 .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 5.334 547 552 555 rBVY 4498829 5314448 86.40% 12.751%
2 6.016 662 668 679 rBvV2 26884 75605 1.23% 0.181%
3 6.369 722 728 731 rBV 4061241 5346297 86.92% 12.827%
4 6.404 731 734 747 rVB 87157 99918 1.62% 0.240%
5 6.728 785 789 792 rBY 1391944 1145780 18.63% 2.749%

6.886 811 816 819 rBV 4972970 4440363 72.19% 10.654%
7.298 879 886 889 rBV 3519164 3604398 58.60% 8.648%
8.010 1003 1007 1010 rBV 1842625 1432931 23.30% 3.438%
5953336 6150666 100.00% 14.757%
9.486 1254 1258 1261 rBV 943101 707704 11.51% 1.698%
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11 9.769 1302 1306 1309 rBV 1799330 1403794 22.82% 3.368%
12 10.563 1436 1441 1444 rBV 3163977 3167227 51.49% 7.599%
13 11.257 1555 1559 1562 rBV 1486671 1325488 21.55% 3.180%
14 11.786 1646 1649 1657 rBV 341310 353870 5.75% 0.849%
15 12.574 1779 1783 1791 rBV 98651 129916 2.11% 0.312%

16 12.845 1824 1829 1832 rBV 4454685 4404639 71.61% 10.568%
17 13.751 1979 1983 1993 rBvV 301021 478022 7.77% 1.147%
18 13.892 2003 2007 2012 rBV 1006250 911686 14.82% 2.187%
19 14.068 2034 2037 2043 rBvV 67400 70586 1.15% 0.169%
20 14.374 2086 2089 2091 rBV 79475 78987 1.28% 0.190%

21 14.651 2133 2136 2138 rBV 154386 149554 2.43% 0.359%
22 14.998 2192 2195 2201 rVB 61911 70334 1.14% 0.169%
23 15.321 2245 2250 2254 rBV 693746 816279 13.27% 1.959%

Sum of corrected areas: 41678492
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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\BF041720\

BF120055.D

17 Aor 2020 13:26

MA/SJ

L2244-05

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.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\BF041720\
Data File : BF120055.D

Aca On : 17 Apr 2020 13:26

Operator : MA/SJ

Sample : L2244-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 5.34 ng 353870 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1650 (11.792 min): BF120055.D (-1646) (-) m/z 73.00 100.00%
6o 7B
5000 129 R¥M~
S 115 157 213 A A A A
8 14317171185 109 | 5y 256 11.40 11.60 11.80 12.00 12.20
0! m/z 60.00 99.96%
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
o 11.40 11.60 11.80 12.00 12.20
m/z 43.05 94 .16%
ﬂJi 143157171185199213
0‘

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

-

Abundance
43 60 73
LI e e B e
29 11.40 11.60 11.80 12.00 12.20
5000 m/z 57.05 88.66%
8 129 242
& 199
L L e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid N I B i B B
43 60 78 11.40 11.60 11.80 12.00 12.20
m/z 55.00 78.95%
5000
29
129
‘ 115 171185 214
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\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120055.D

Aca On : 17 Apr 2020 13:26

Operator : MA/SJ

Sample : L2244-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.85 ng 129916 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
Abundance Scan 1782 (12.568 min): BF120055.D (-1779) (-) m/z 57.10 100.00%
43 57 73
5000
97 129
15 | 143 165 199 5240055 95y 12.20 12.40 12.60 12.80
(o} m/z 60.00 97 .41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129
12.20 12.40 12.60 12.80
m/z 43.00 95 _.52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> NN BN U
12.20 12.40 12.60 12.80
5000 129 m/z 73.00 88.43%
29 87
115 | 143 199 242
101 185
15 157171 213597
mﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78 12.20 12.40 12.60 12.80
43 m/z 55.00 83.10%
5000
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1250 1220 1£GO 12%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120055.D

Aca On : 17 Apr 2020 13:26

Operator : MA/SJ

Sample : L2244-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Pentafluoropropionic acid, ... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.75 10.49 ng 478022 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 1983 (13.751 min): BF120055.D (-1979) (-) m/z 57.00 100.00%
57
h 1340 1360 1380 1400
140 167 210 259281 : : - >
ol L .'J L A — m/z 43.05 75.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 LA L L L L L B
1 13.40 13.60 13.80 14.00
29 m/z 55.00 70.58%
oL ] ||139 1§2 210 255 356
....,....,.. — e e B
m/z--> 50 100 150 250 300 350 400
Abundance
57
R R i e o S
83 13.40 13.60 13.80 14.00
5000 m/z 83.10 51.73%
111
29
o 139 169 515238 g3 434
e T o e T O i
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e e e
57 13.40 13.60 13.80 14.00
97 m/z 97.10 47.68%
5000
125
29
oL l J \L h1?31182 224 252 297 398
e e e e S e
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041720\
Data File : BF120055.D

Aca On : 17 Apr 2020 13:26

Operator : MA/SJ

Sample : L2244-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 5 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.65 3.66 ng 149554 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 95
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Octadecanamide 283 C18H37NO 000124-26-5 53
Abundance Scan 2136 (14.651 min): BF120055.D (-2133) (-) m/z 59.00 100.00%
¢
5000
41
8 114 14.40 14.60 14.80 15.00
140 167 320 : : : :
ol Al 10[180203221 230 28130150 392 | "m/z 72.00 57.68%
m/z--> 50 100 150 200 250 300 350
Abundance #128443: 9-Octadecenamide, (2)-
¢
5000
14.40 14.60 14.80 15.00
41 m/z 55.00 48.65%
SECT I e a L T R T
m/z--> 50 100 150 200 250 300 350
Abundance
59
" 14:40 14:60 14,80 15.00
5000 m/z 43.00 29.19%
41
) 19 98 126 195
m/z--> 50 100 150 200 250 300 350
Abundance #106565: Hexadecanamide I a BREmEEES
59 14.40 14.60 14.80 15.00
m/z 41.00 28.36%
5000
o “4ﬂ J | 88 114 143 170 195212231 255
m/z--> 50 100 150 200 250 300 350 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\BF041720\
Data File : BF120055.D

Acq On > 17 Apr 2020 13:26

Operator : MA/SJ

Sample : L2244-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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 11.79 5.3 ng 353870 4 11.26 1325490 20.0
Octadecanoic acid 12.57 2.9 ng 129916 5 13.89 911686 20.0
Pentafluoropropio... 13.75 10.5 ng 478022 5 13.89 911686 20.0
9-Octadecenamide, ... 14.65 3.7 ng 149554 6 15.32 816279 20.0
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