LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114589.D
Aca On : 25 May 2019 00:03 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : K2954-02 20190406-COMP-CH-83
ALS Vial : 18 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 5.445 568 571 599 rBY 2767598 3187231 92.96% 10.337%
2 6.463 740 744 762 rBVY 3332800 3428772 100.00% 11.121%
3 6.587 762 765 783 rVB 3309368 3285143 95.81% 10.655%
4 6.810 800 803 812 rBVY 1018540 905628 26.41% 2.937%
5 6.969 826 830 843 rBVY 2786799 2466501 71.94% 8.000%

7.375 895 899 926 rBV 2241715 2093029 61.04% 6.789%
8.092 1017 1021 1036 rBV 1247068 1163664 33.94% 3.774%
9.169 1200 1204 1215 rBV 3824639 3416808 99.65% 11.082%
9.563 1268 1271 1284 rBV 468988 414885 12.10% 1.346%
9.845 1316 1319 1328 rBV 1391697 1261261 36.78% 4_.091%

=
QO ~NO®

11 10.639 1450 1454 1470 rBV 1851653 1899774 55.41% 6.162%
12 11.333 1569 1572 1581 rBV 1495300 1386202 40.43% 4._.496%
13 12.916 1837 1841 1844 rBV 3568668 3222066 93.97% 10.450%
14 13.810 1988 1993 2003 rBV2 97751 188803 5.51% 0.612%
15 13.980 2018 2022 2033 rBV 1147338 1118870 32.63% 3.629%

16 14.427 2095 2098 2102 rBvV 34927 40542 1.18% 0.131%
17 14.727 2146 2149 2152 rVB 45635 45335 1.32% 0.147%
18 14.798 2158 2161 2165 rVB 77532 79098 2.31% 0.257%
19 15.057 2201 2205 2210 rVB 58704 63243 1.84% 0.205%
20 15.439 2264 2270 2282 rBV 735629 1040432 30.34% 3.375%
21 15.851 2335 2340 2345 rVB2 48688 74578 2.18% 0.242%
22 16.339 2419 2423 2429 rBV 34067 50090 1.46% 0.162%
Sum of corrected areas: 30831955
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\

BF114589.D

25 May 2019 00:03

Ju/SsJ

K2954-02 £0190406-COMP-CH-83
18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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\HPCHEM1\BNA F\DATA\BF052419\

Data File : BF114589.D

Aca On : 25 May 2019 00:03

Operator : JU/SJ

ﬁ?ggle i K2954-02 20190406-COMP-CH-83
ALS Vial : 18 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 72.55 ng 3285140 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): BF114589.D (-762) (-) m/z 132.00 100.00%
132
5000 68
© 5o |l %P J 550 64 650 68> 700
A8 A m/z 68.10 39.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN A AR AL R
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.56%
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 25.60%
104
66
14 27 30 50 07T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e e R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.45%
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 : BF114589.D

Aca On : 25 May 2019 00:03

Operator : JU/SJ

ﬁ?ggle i K2954-02 20190406-COMP-CH-83
ALS Vial : 18 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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 3.37 ng 188803 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 95
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 1993 (13.810 min): BF114589.D (-1988) (-) m/z 57.05 100.00%
57
83
5000 y 1
139 207 13.40 13.60 13.80 14.00 14.20
- \ .l e m/z 43.10 84.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AR R SRR SRR B
111 13140 13.60 13.80 14.00 14.20
29 m/z 55.05 71.24%
1l ‘ L1§9 199 210238 283 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester
57
97 LRI BN DAL SUNIL B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 63.33%
125
29
Lk ] ‘ ”t 4\154 196 224 269 370
m/z--> 50 100 150 260 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate R AR
57 g7 13.40 13.60 13.80 14.00 14.20
m/z 97.05 55.10%
5000
125
29 153
LA 53 182 210 238 266 311 412
m/z--> 50 1(')0 150 200 250 300 350 400 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 : BF114589.D

Acq On : 25 May 2019 00:03

Operator : JU/SJ

ﬁ?ggle i K2954-02 20190406-COMP-CH-83
ALS Vial : 18 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 72.5 ng 3285140 1 6.81 905628 20.0
Heptadecyl heptaf... 13.81 3.4 ng 188803 5 13.98 1118870 20.0
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