LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\

Data File : BF114323.D

Aca On : 16 May 2019 21:32 Instrument :
Operator : JU/SJ BNA_F

Sample  : K2637-01 Lttt
Misc i HR-06-051519-A
ALS Vial : 22 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-BF051019.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 3.916 306 311 320 rVB 71626 103876 2.41% 0.260%
2 5.481 573 577 601 rBY 3889329 4080945 94.55% 10.229%
3 6.498 745 750 767 rBVY 3965708 4315991 100.00% 10.819%
4 6.628 767 772 775 rBVY 4167801 4094321 94.86% 10.263%
5 6.845 806 809 818 rBVY 1421617 1249679 28.95% 3.133%
6 7.004 832 836 846 rBVY 3629012 3194177 74.01% 8.007%
7 7.410 901 905 917 rBVY 2839716 2678029 62.05% 6.713%
8 8.128 1024 1027 1046 rBV 1495235 1584284 36.71% 3.971%
9 9.204 1206 1210 1221 rBV 4576722 4130514 95.70% 10.354%
10 9.598 1273 1277 1286 rVB 552420 554140 12.84% 1.389%

11 9.886 1322 1326 1330 rBV 1622938 1628617 37.73% 4.082%
12 9.916 1330 1331 1339 rVB 62951 44485 1.03% 0.112%
13 10.675 1456 1460 1476 rBV 2442300 2446858 56.69% 6.133%
14 11.369 1574 1578 1581 rBV 1669301 1580622 36.62% 3.962%
15 11.392 1581 1582 1587 rVV 386094 292731 6.78% 0.734%

16 11.445 1588 1591 1595 rVB 68759 74571 1.73% 0.187%
17 11.610 1615 1619 1624 rBV2 29712 49247 1.14% 0.123%
18 11.892 1664 1667 1675 rVB3 264524 291410 6.75% 0.730%
19 11.986 1680 1683 1685 rBV 55052 51794 1.20% 0.130%

20 12.586 1781 1785 1790 rBV 381110 377832 8.75% 0.947%

21 12.680 1798 1801 1805 rBV5 46337 64812 1.50% 0.162%
22 12.816 1818 1824 1830 rBV 294823 346729 8.03% 0.869%
23 12.951 1843 1847 1850 rBV 3316397 2834788 65.68% 7.106%
24 13.845 1996 1999 2005 rBV2 356301 5562522 12.80% 1.385%
25 14.015 2023 2028 2030 rBV2 1202626 1318918 30.56% 3.306%

26 14.039 2030 2032 2035 rVB2 149745 130139 3.02% 0.326%
27 15.427 2266 2268 2273 rVV 114721 132128 3.06% 0.331%
28 15.492 2274 2279 2295 rVB 1196616 1689802 39.15% 4_.236%

Sum of corrected areas: 39893961
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114323.D

Aca On : 16 May 2019 21:32

Operator : JU/SJ

Sample : K2637-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114323.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114323.D

Aca On : 16 May 2019 21:32

Operator : JU/SJ

Sample : K2637-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.63 Concentration Rank 1

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

6.63 65.53 ng 4094320 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF114323.D (-767) (-) m/z 132.00 100.00%
5000 68
96 PR AARSE SAREE SRS SO
40 g 6.20 6.40 6.60 6.80 7.00
o [ | Weus .~ m/z 68.10 40.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A UL I IR L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.31%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.46%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.44%
5000
33 aa o 105
Ll ®®w | lus |
m/z--> 4'0 60 8IO 1(')0 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114323.D

Aca On : 16 May 2019 21:32

Operator : JU/SJ

Sample : K2637-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.69 ng 291410 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 1667 (11.892 min): BF114323.D (-1664) (-) m/z 43.10 100.00%
73
129
7. 157 185 P 56 . 11,60 11.80 12.00 12.20
ol 4 m/z 73.00 86.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 R B BRI RGN
11.60 11.80 12.00 12.20
J m/z 60.00 79.77%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
VR J
R AR SR SN B
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 69.51%
2
OI”II‘I”‘i“” k‘/\»/\lwv/\/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ﬁﬁwdmeL~meJ
Abundance #131261: Octadecanoic acid L A o R
43 78 11.60 11.80 12.00 12.20
m/z 41.05 66.52%
5000 129
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11feo 11!80 12)00 12!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114323.D

Aca On : 16 May 2019 21:32

Operator : JU/SJ

Sample : K2637-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 8.38 ng 552522 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1998 (13.839 min): BF114323.D (-1996) (-) m/z 43.10 100.00%

83
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-

13.60 13.80 14.00 14.20
m/z 57.10 92.84%

234

. 30 151770189 212 262281302 336355

m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57 97

3

13.60 13.80 14.00 14.20
m/z 55.10 84.98%

5000

29

153 181 509 238 280

04
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate

%

R N BEEEEEm s
S 13.60 13.80 14.00 14.20
5000 m/z 83.10 62.90%
29 125
ol i | ) h (194 182 210 238 265283 334
L e L e e B LA o e e s e
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R ERREEEE s
57 13.60 13.80 14.00 14.20
97 m/z 69.05 58.12%
5000
125
28 ‘ J 204
ol Ll lrd b [ (154077296 224 260 370
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051619\
Data File : BF114323.D

Acq On : 16 May 2019 21:32

Operator : JU/SJ

Sample : K2637-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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]
unknown6 .63 6.63 65.5 ng 4094320 1 6.85 1249680 20.0
n-Hexadecanoic acid 11.89 3.7 ng 291410 4 11.37 1580620 20.0
1-Docosene 13.84 8.4 ng 552522 5 14.02 1318920 20.0
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