LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO030519\

Data File : BF112861.D

Aca On : 5 Mar 2019 19:22 Instrument :
Operator : JU/SJ BNA_F

Sample 1 K1715-07 5X ?F','i“ésg‘mp'e'd 1
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 - 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 5.334 549 552 566 rBV 491815 514313 32.65% 4 _.050%
2 6.363 723 727 738 rBV 634647 595142 37.78% 4 .686%
3 6.498 747 750 765 rBV 647567 610310 38.75% 4 .806%
4 6.734 787 790 804 rBV 974377 946473 60.09% 7.452%
5 6.892 813 817 830 rBV 494612 434864 27.61% 3.424%

7.292 881 885 899 rBvV 322084 349280 22.17% 2.750%
8.016 1005 1008 1029 rBV 1150027 1303028 82.72% 10.260%
9.092 1188 1191 1205 rBV 614309 635991 40.38% 5.008%
9.486 1254 1258 1267 rVB 37258 40760 2.59% 0.321%
9.769 1302 1306 1318 rBV 1649253 1528110 97.01% 12.032%

=
QO ~NO®

11 10.551 1435 1439 1450 rBV 483993 484838 30.78% 3.818%
12 11.245 1553 1557 1566 rBV 1649255 1575163 100.00% 12.403%
13 11.786 1645 1649 1658 rBV 170035 247530 15.71% 1.949%
14 12.451 1759 1762 1765 rBV 32437 34456 2.19% 0.271%
15 12.569 1778 1782 1790 rBV 103470 171026 10.86% 1.347%

16 12.680 1796 1801 1806 rBV3 23240 43267 2.75% 0.341%
17 12.827 1822 1826 1833 rVB 575553 588714 37.37% 4_.635%
18 13.010 1855 1857 1860 rBv4 18900 16879 1.07% 0.133%

19 13.733 1977 1980 1986 rBv4 92618 132373 8.40% 1.042%
20 13.874 2000 2004 2010 rBV 1237774 1293686 82.13% 10.186%
21 15.286 2239 2244 2248 rBV 989100 1154007 73.26% 9.087%

Sum of corrected areas: 12700210
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF030519\

BF112861.D
5 Mar 2019 19:22
Jus/sJ
K1715-07 5X
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112861.D

Aca On : 5 Mar 2019 19:22

Operator : JU/SJ

Sample : K1715-07 5X

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 12.90 ng 610310 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF112861.D (-747) (-) m/z 132.00 100.00%
132
5000 68
96 AR R L S
47 54 61 ‘ | 75 87 104 6.20 6.40 6.60 6.80
..,....,....,...:','!..:,... TR M PR A | N m/z 68.00 43.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
0
31,5 51 78 m/z 134.00 31.57%
“l“'w'“'l'”WJ'w'“'V'Jl“'w'”'w'“l“'w'“'w'“l“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 6.40 6.60 6.80
5000 m/z 66.00 28.11%
39 91
51
27 65 105 ‘
|||||||||||‘|||||||‘||||i‘|‘||5|8||‘|‘||||||‘| |8|4|||‘=||9|8| \\ : ”llllllzﬁw“”lln
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132 6.20 6.40 6.60 6.80
117 m/z 69.00 16.62%
5000
o5 91
s 2 B SR e | wel® Il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112861.D

Aca On : 5 Mar 2019 19:22

Operator : JU/SJ

Sample : K1715-07 5X

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.
11.79 3.14 ng 247530 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 1650 (11.792 min): BF112861.D (-1645) (-) m/z 73.00 100.00%

43 60 P

5000 129

—

213
157 171 I T 11T I T T 1 I TTr 1T I TrorT I L
185,199 | 997 256 11.40 11.60 11.80 12.00 12.20

m/z 59.90 82.92%

143

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 LU L B L
11. 40 11. 60 11. 80 12. OO 12. 20
m/z 43.00 82.43%
213
Ju 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
R RN EE mE
43 11.40 11.60 11.80 12.00 12.20
5000 m/z 55.05 71.06%
129
29 ‘ 115 11 214
185
s b AL H, A 2 | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A A B B S
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 57.00 66.13%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
..1.5,.‘a..‘i...“.‘l‘.. R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112861.D

Aca On : 5 Mar 2019 19:22

Operator : JU/SJ

Sample : K1715-07 5X

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 4
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.64 ng 171026 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 1782 (12.569 min): BF112861.D (-1778) (-) m/z 73.00 100.00%

155171 | 199213227 | ,55 284 12.20 12.40 12.60 12.80
m/z 42.95 90.42%

43 57 73
5000 129
97
185
115 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid
43 73
57
5000 29 B R R B
129 284 12. 20 12. 40 12 60 12. 80
97 185 a1 m/z 59.90 80.39%
115 | 1431571717 199213227 | 25 5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

SN

w
)]

|

~

w

12.20 12.40 12.60 12.80
m/z 57.00 80.16%

5000

. ‘ ‘ | : Illu‘ ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid L I N BB I
73 12.20 12.40 12.60 12.80

m/z 55.00 77.07%

%

171
214

5000 129
29
‘ I 143157 ‘ 1?5 ‘
|l
-y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80
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w
&)
I
% '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112861.D

Aca On : 5 Mar 2019 19:22

Operator : JU/SJ

Sample : K1715-07 5X

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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.05 ng 132373 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Cvcloeicosane 280 C20H40 000296-56-0 91
4 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
Abundance Scan 1979 (13.727 min): BF112861.D (-1977) (-) m/z 43.00 100.00%
43 6 97
5000
13.40 13.60 13.80 14.00
— m/z 57.00 96.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
5000 R DA AR SRR U
13140 13.60 13.80 14.00
29 ]‘ 111 m/z 97.00 86.91%
J 1 L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 13.40 13.60 13.80 14.00
5000 m/z 55.00 85.34%
111
29
Liddg }139 109 510 238 283 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane R a R mamEE L
55 13.40 13.60 13.80 14.00
83 m/z 83.05 80.70%
5000
29 111
J | J \139 168 196 224 252 280
m/z--> 50 1(')0 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\
Data File : BF112861.D

Acq On : 5 Mar 2019 19:22

Operator : JU/SJ

Sample : K1715-07 5X

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 12.9 ng 610310 1 6.74 946473 20.0
n-Hexadecanoic acid 11.79 3.1 ng 247530 4 11.25 1575160 20.0
Octadecanoic acid 12.57 2.6 ng 171026 5 13.87 1293690 20.0
5-Eicosene, (E)- 13.73 2.0 ng 132373 5 13.87 1293690 20.0
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