LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\

Data File : BF114590.D

Aca On : 25 May 2019 00:29 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3‘?”‘0'6 : K2954-03 20190332A-2LP-1
isc :

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-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 5.445 568 571 594 rBVY 1890605 2222597 92.94% 10.099%
2 6.457 740 743 762 rBVY 1906354 2391542 100.00% 10.867%
3 6.587 762 765 782 rVB 2459641 2323839 97.17% 10.559%
4 6.810 800 803 812 rBV 868582 769849 32.19% 3.498%
5 6.969 826 830 839 rBVY 1824283 1633885 68.32% 7.424%
6 7.375 895 899 913 rBVY 1444856 1427035 59.67% 6.484%
7 8.092 1018 1021 1043 rVB 1031936 979015 40.94% 4._.449%
8 9.163 1200 1203 1216 rBVY 2129324 2004022 83.80% 9.106%
9 9.563 1268 1271 1280 rBV 339036 304550 12.73% 1.384%
10 9.845 1316 1319 1332 rBVY 1173698 1082112 45.25% 4.917%

11 10.639 1451 1454 1470 rBV 1272394 1308503 54.71% 5.946%
12 11.333 1569 1572 1584 rBV 1214179 1184720 49.54% 5.383%
13 11.863 1659 1662 1669 rBv4 20697 32163 1.34% 0.146%
14 12.910 1837 1840 1844 rBV 1765872 1657742 69.32% 7.533%
15 13.804 1988 1992 2006 rBV 212390 403989 16.89%% 1.836%

16 13.980 2018 2022 2029 rBV 985945 965554 40.37% 4_387%

17 14.121 2043 2046 2049 rBvV3 20822 24875 1.04% 0.113%
18 14.427 2095 2098 2100 rBvV 41990 45415 1.90% 0.206%
19 14.451 2100 2102 2110 rVB6 28568 49499 2.07% 0.225%
20 14.727 2145 2149 2153 rBV 46908 52163 2.18% 0.237%
21 14.798 2158 2161 2165 rVB 43488 43036 1.80% 0.196%
22 15.057 2201 2205 2208 rBV 68489 75870 3.17% 0.345%
23 15.439 2264 2270 2280 rBV 619174 902220 37.73% 4_.100%
24 15.845 2336 2339 2345 rVB2 52422 78764 3.29% 0.358%
25 16.339 2419 2423 2428 rBV2 25948 44671 1.87% 0.203%
Sum of corrected areas: 22007630
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF052419\

Data File : BF114590.D

Aca On : 25 May 2019 00:29

Operator : JU/SJ

ﬁ?gg le K2954-03 20190332A-GLP-1
ALS Vial : 19 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: BF114590.D
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Abundance TIC: BF114590.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF052419\

Data File : BF114590.D

Aca On : 25 May 2019 00:29

Operator : JU/SJ

3?22 le K2954-03 20190332A-GLP-1
ALS Vial : 19 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 unknown6.59 Concentration Rank 1

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

6.59 60.37 ng 2323840 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (6.592 min): BF114590.D (-762) (-) m/z 132.00 100.00%
132
5000 68
96 AN AR R L
40 54 28 | 106 6.20 6.40 6.60 6.80 7.00
IR N - Y | A m/z 68.10  37.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R A AR AL R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.96%
31
"'I'"%H'“'I'!'j?"”I'L"I"'W""I""P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _.87%
104
66
14 27 30 50 07T g | us ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e ./.k. e R R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14 .25%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF052419\

Data File : BF114590.D

Aca On : 25 May 2019 00:29

Operator : JU/SJ

3?22 le K2954-03 20190332A-GLP-1
ALS Vial : 19 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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 8.37 ng 403989 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1991 (13.798 min): BF114590.D (-1988) (-) m/z 43.10 100.00%

83

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 57.10 98.76%

191209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97

13.'40 13.'60 13.'80 14.'00 14.'20
125 m/z 55.10 84_.07%

5000

154 179196 224 251269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97 IIIIIIIIIIIIIIIIIIIIIII
41 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 71.18%
125
1 154 182 210 238 265283
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
57 8 13.40 13.60 13.80 14.00 14.20
Al m/z 97.05 60.41%
5000
o4l | ” ‘ 199 167183 210 238 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052419\

Data File : BF114590.D

Acq On : 25 May 2019 00:29

Operator : JU/SJ

3?22 le K2954-03 20190332A-GLP-1
ALS Vial : 19 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 .59 6.59 60.4 ng 2323840 1 6.81 769849 20.0
Trifluoroacetoxy ... 13.80 8.4 ng 403989 5 13.98 965554 20.0
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