LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037279.D

Aca On : 12 Oct 2018 6:28

Operator : JU/SJ

Sample = J5302-09

Misc :

ALS Vial : 21 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 G\METHODS\8270-BG101118.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 5.653 395 402 411 rBV 503957 817339 17.57% 3.744%
2 7.257 667 675 687 rVB 356916 625255 13.44% 2.864%
3 7.644 733 741 749 rBV 814821 1426444 30.67% 6.535%
4 8.120 815 822 834 rBV 216042 387791 8.34% 1.777%
5 8.443 868 877 885 rBV 687831 1203921 25.88% 5.515%

9.295 1014 1022 1032 rBV 594646 1105543 23.77% 5.065%
10.946 1293 1303 1312 rBV 318429 591362 12.71% 2.709%
13.379 1709 1717 1726 rVB 1798744 2818732 60.60% 12.913%
14.201 1851 1857 1864 rVB 132115 201049 4._.32% 0.921%
14.754 1944 1951 1963 rVB2 584122 941145 20.23% 4.312%

=
QO ~NO®

11 15.559 2083 2088 2094 rVB 74634 106690 2.29% 0.489%
12 16.240 2195 2204 2223 rBV 1409621 2213311 47.59% 10.140%
13 17.498 2412 2418 2427 rBV2 779215 1244283 26.75% 5.700%
14 18.367 2561 2566 2575 rBV 69223 113239 2.43% 0.519%
15 19.783 2803 2807 2812 rVB2 43812 55366 1.19% 0.254%

16 20.106 2855 2862 2868 rBV 3333664 4651079 100.00% 21.307%
17 20.823 2978 2984 2990 rVB2 37749 54677 1.18% 0.250%
18 21.405 3077 3083 3093 rBv2 130111 206470 4._.44% 0.946%
19 21.787 3140 3148 3158 rBv2 782978 1354857 29.13% 6.207%

20 22.603 3282 3287 3294 rBV4 24413 53670 1.15% 0.246%

21 23.326 3405 3410 3416 rBv4 33088 66540 1.43% 0.305%

22 24.172 3548 3554 3563 rVB3 38218 92517 1.99% 0.424%

23 25.142 3708 3719 3737 rVB2 441053 1424984 30.64% 6.528%

24 26.370 3920 3928 3935 rBvV4 25264 72256 1.55% 0.331%
Sum of corrected areas: 21828520
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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:\SVOASRVA\HPCHEMI\BNA G\DATA\BG101118\

BG037279.D

12 Oct 2018 6:28

JussJ

J5302-09

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037279.D

Aca On : 12 Oct 2018 6:28

Operator : JU/SJ

Sample = J5302-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 1

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

7.64 73.57 ng 1426440 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 740 (7.639 min): BG037279.D (-733) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 T T T T
40.0 54.0 J 7.40 7.60 7.80 8.00
0 4820 | a0 m/z 68.00 42.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U I L R R
7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.07%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.11%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.19%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A BEEEE
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101118\
Data File : BG037279.D

Aca On : 12 Oct 2018 6:28

Operator : JU/SJ

Sample = J5302-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.05 ng 206470 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 3082 (21.399 min): BG037279.D (-3077) (-) m/z 57.00 100.00%
57.0
97.0
5000 l
39.0 21.00 21.20 21.40 21.60 21.80
0 ...,.|.~.l.,l.li.er....2,1?'.0..,.?89'.9,....,....,....,...., m/z 55.00 80.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 DRI SUNIE BRI B
21.00 21.20 21.40 21.60 21.80
m/z 43.00 77 .50%
ol | 138.0 1900 238.0 2830 3340
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene
43.0
21,00 21.20 2140 21.60 21.80
5000 83.0 m/z 83.00 72.18%
. ‘ y J‘ 1250 1670 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0 21.00 21.20 21.40 21.60 21.80
m/z 69.00 62.47%
97.0
5000
oLl ‘ l | 10 2380 2830 434.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101118\
Data File : BG037279.D

Acq On : 12 Oct 2018 6:28

Operator : JU/SJ

Sample - J5302-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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]
unknown? .64 7.64 73.6 ng 1426440 1 8.12 387791 20.0
Heptadecyl triflu... 21.40 3.0 ng 206470 5 21.79 1354860 20.0
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