LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112630.D

Aca On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample : K1525-03 2X

Misc :

ALS Vial : 20 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-BF012519.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 5.028 497 500 510 rBV 25328 38762 2.93% 0.303%
2 5.451 569 572 594 rBV 649663 898473 67.94% 7.029%
3 6.469 742 745 763 rBV 741546 999387 75.57% 7.819%
4 6.598 763 767 775 rVV 1141594 1056266 79.87% 8.264%
5 6.822 801 805 815 rBV 542164 539305 40.78% 4.219%
6 6.975 828 831 844 rBV 912977 833873 63.06% 6.524%
7 7.386 897 901 920 rBV 518700 628394 47 .52% 4.916%
8 8.104 1019 1023 1039 rBV 684039 718494 54_.33% 5.621%
9 9.175 1201 1205 1216 rBV 1482241 1322439 100.00% 10.346%
10 9.574 1268 1273 1280 rBV 54744 56463 4.27% 0.442%

11 9.857 1317 1321 1334 rBV2 871845 838896 63.44% 6.563%
12 10.651 1453 1456 1471 rBV 729707 807151 61.04% 6.315%
13 11.345 1571 1574 1587 rBV 777110 857185 64.82% 6.706%

14 11.863 1659 1662 1674 rBV3 42423 67724 5.12% 0.530%
15 12.568 1778 1782 1787 rBV 59817 59054 4_.47% 0.462%
16 12.651 1793 1796 1803 rBVS8 9986 21323 1.61% 0.167%
17 12.798 1815 1821 1827 rBV 46559 58761 4._.44% 0.460%
18 12.921 1838 1842 1849 rVB 1314686 1162373 87.90% 9.094%
19 13.139 1875 1879 1882 rBV3 11920 16806 1.27% 0.131%
20 13.180 1883 1886 1892 rVB7 7149 14686 1.11% 0.115%
21 13.480 1934 1937 1942 rBV5 15827 19752 1.49% 0.155%
22 13.815 1990 1994 1998 rBvV4 34204 49616 3.75% 0.388%
23 13.992 2020 2024 2032 rBV 642584 673167 50.90% 5.267%
24 14.127 2044 2047 2049 rVB 28210 21316 1.61% 0.167%
25 14.427 2095 2098 2102 rBV2 46267 50242 3.80% 0.393%
26 14.733 2147 2150 2154 rVB 46932 47192 3.57% 0.369%
27 14.804 2159 2162 2166 rVB2 21871 33970 2.57% 0.266%
28 15.062 2201 2206 2210 rVB2 54609 83995 6.35% 0.657%
29 15.427 2262 2268 2271 rBV2 51672 90871 6.87% 0.711%
30 15.468 2271 2275 2283 rVB 460385 623253 47.13% 4_.876%
31 15.856 2338 2341 2347 rVB3 39402 54634 4._.13% 0.427%
32 16.539 2454 2457 2462 rVB5 24987 38078 2.88% 0.298%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112630.D

Aca On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample : K1525-03 2X

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 12781901
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112630.D

Aca On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample : K1525-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112630.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112630.D

Aca On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample : K1525-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknown6.60 Concentration Rank 1

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

6.60 39.17 ng 1056270 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF112630.D (-763) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 . . . : .
[ L Weus | m/z 68.10 36.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.50%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24.36%
41 97
53
Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.42%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112630.D

Aca On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample : K1525-03 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.70 ng 83995 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Heneicosane 296 C21H44 000629-94-7 68
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 2206 (15.062 min): BF112630.D (-2201) (-) m/z 57.10 100.00%
57
5000
41
252 LA SRR DR SURBURI B
‘ 141 159 176,94 209224 267 14.80 15.00 15.20 15.40
e m/z 71.05 72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 LI S SRR SULRLLE I
41 14.80 15.00 15.20 15.40
m/z 43.10 62 .45%
. Lod 1}3 L 141 169 197 225 254
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #83023: Hexadecane
57
| 14.80 15.00 15.20 1540
5000 a5 m/z 85.10 60.13%
4
18 | ‘ I 13 141 169 107 226
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #141426: Heneicosane B RS B
57 14.80 15.00 15.20 15.40
m/z 41.00 28.95%
85
5000
4
113
‘ Ly 14 e 197 225 25368 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 14%0 1500 1520 1520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112630.D

Acq On : 19 Feb 2019 19:34

Operator : JU/SJ

Sample - K1525-03 2X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
unknown6 .60 6.60 39.2 ng 1056270 1 6.82 539305 20.0
Octadecane 15.06 2.7 ng 83995 6 15.47 623253 20.0
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