LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample . K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF041819_.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 height area % max. total
1 2.216 19 22 27 rvB 41382 56537 1.21% 0.147%
2 5.522 578 584 587 rBV 3742126 3522473 75.62% 9.157%
3 6.522 748 754 757 rBV 3659932 3684469 79.10% 9.578%
4 6.669 774 779 782 rBV 3854179 3834497 82.32% 9.968%
5 6.898 814 818 821 rVB 1309369 1113722 23.91% 2.895%
6 7.057 840 845 848 rBV 3183860 3082391 66.17% 8.013%
7 7.451 907 912 915 rBV 2440510 2350216 50.45% 6.110%
8 8.175 1031 1035 1039 rBV 1676644 1428610 30.67% 3.714%
9 9.251 1213 1218 1221 rBV 5136466 4658158 100.00% 12.110%
10 9.639 1280 1284 1287 rBV 530945 398797 8.56% 1.037%

11 9.933 1329 1334 1337 rBV 1777572 1673002 35.92% 4._.349%
12 10.716 1462 1467 1470 rBV 3204442 2883948 61.91% 7.497%
13 11.416 1582 1586 1589 rBV 1876067 1682185 36.11% 4_.373%
14 11.939 1670 1675 1683 rBV 410395 427581 9.18% 1.112%
15 12.721 1805 1808 1817 rBV 158785 191272 4.11% 0.497%

16 12.998 1850 1855 1858 rVB 4666188 4167196 89.46% 10.833%

17 13.904 2006 2009 2011 rBV 54226 51434 1.10% 0.134%
18 14.045 2029 2033 2036 rVB 1404437 1201876 25.80% 3.124%
19 14.215 2060 2062 2065 rVB 70488 61867 1.33% 0.161%
20 14.521 2112 2114 2118 rBV 76013 80322 1.72% 0.209%

21 14.833 2164 2167 2170 rVB2 97249 103938 2.23% 0.270%
22 14.909 2177 2180 2184 rBV 133129 127795 2.74% 0.332%
23 15.174 2222 2225 2229 rBV2 96944 98786 2.12% 0.257%
24 15.521 2279 2284 2288 rVV 1091085 1350872 29.00% 3.512%
25 15.562 2288 2291 2295 rVB 108926 126131 2.71% 0.328%

26 16.003 2363 2366 2370 rVB 81686 108321 2.33% 0.282%

Sum of corrected areas: 38466396
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample : K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113853.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample : K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819._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 1 unknown6.67 Concentration Rank 1

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

6.67 68.86 ng 3834500 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF113853.D (-774) (-) m/z 131.95 100.00%
5000 68
" % J oo 5o 680 700
54 - - -
o |78 | sus Wl w/z 68.00 39.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 IREBE ARSI S
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57 132
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5000 gg 116 m/z 66.00 25.52%
0 89 | 107 158 189
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I R o AR A
132 6.40 6.60 6.80 7.00
m/z 69.05 16.20%
5000 67
41 97
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m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample : K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 5.08 ng 427581 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 1675 (11.939 min): BF113853.D (-1670) (-) m/z 73.00 100.00%
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Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 L [N L L L L BB LA |
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R B
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o 185
241 284
113 157 207
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Abundance #84453: Tetradecanoic acid T
73 11.60 11.80 12.00 12.20
43 m/z 41.00 54.95%
5000 129
185 228
iff |
Okl .”...h,m..%?glﬁ?...” L —  p A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample : K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_M
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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.27 ng 191272 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1808 (12.721 min): BF113853.D (-1805) (-) m/z 73.00 100.00%
5000
12.40 12.60 12.80 13.00
0! m/z 43.05 83.29%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
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ol u“uh\\ H\H.”ls” L \213 .‘,‘2.6.5.‘.,....,...
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Abundance #95855: Pentadecanoic acid AR e R RR
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5000 129
199 242
157
0! ‘. il\ml‘ P'8¢)‘ .“ — B R
m/z--> 50 1m H) mo 250 300 350 nmnmnmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041919\
Data File : BF113853.D

Acq On 19 Apr 2019 12:47

Operator : JU/SJ

Sample . K2442-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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 .67 6.67 68.9 ng 3834500 1 6.90 1113720 20.0
n-Hexadecanoic acid 11.94 5.1 ng 427581 4 11.42 1682190 20.0
Octadecanoic acid 12.72 2.3 ng 191272 4 11.42 1682190 20.0
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