LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113977.D

Aca On : 25 Apr 2019 15:12

Operator : JU/SJ

Sample : PB119163BL

Misc :

ALS Vial : 4 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-BF042219 .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 5.516 579 583 587 rBY 2184698 2107820 53.70% 8.566%
2 6.522 749 754 757 rBV 2349755 2154312 54.88% 8.755%
3 6.663 774 778 782 rBVY 2354134 2315755 59.00% 9.411%
4 6.892 814 817 821 rBV 619264 542720 13.83% 2.206%
5 7.051 840 844 848 rBVY 2184078 1868882 47.61% 7 .595%

7.451 907 912 915 rBV 1530892 1364441 34.76% 5.545%
8.175 1031 1035 1047 rBvV 768410 689344 17 .56% 2.801%
3507692 2945570 75.04% 11.970%
9.933 1330 1334 1346 rBvV 911650 854204 21.76% 3.471%
10.716 1463 1467 1486 rBVY 1871068 2002924 51.03% 8.140%
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11 11.416 1582 1586 1594 rBV 1104888 986097 25.12% 4._.007%
12 13.004 1851 1856 1859 rBV 4005233 3925147 100.00% 15.951%
13 14.057 2031 2035 2048 rVB 1115533 1169708 29.80% 4._.754%
14 14.857 2167 2171 2174 rBV 64899 65067 1.66% 0.264%
15 15.204 2226 2230 2237 rBV 95780 107352 2.73% 0.436%

16 15.556 2285 2290 2294 rBV 782159 1105240 28.16% 4.492%
17 15.592 2294 2296 2304 rVB 127670 157705 4.02% 0.641%

18 16.039 2366 2372 2379 rBV 91518 154044 3.92% 0.626%
19 16.556 2455 2460 2469 rVB2 49174 90872 2.32% 0.369%

Sum of corrected areas: 24607204
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF042519\
Data File : BF113977.D

Aca On : 25 Apr 2019 15:12

Operator : JU/SJ

Sample : PB119163BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :
4000000 TIC: BF113977.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113977.D

Aca On : 25 Apr 2019 15:12

Operator : JU/SJ

Sample : PB119163BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 unknown6.66 Concentration Rank 1

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

6.66 85.34 ng 2315760 1,4-Dichlorobenzene-d4 6.89
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 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 778 (6.663 min): BF113977.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 510 |l g B0 s 640 660 6.80 7.00
o) IRENESIMSSSNH /TIPSO SV, RT3 AN 1| —— m/z 68.00 42 _.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IS RS AR UL LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.37%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 26.42%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole  ma e EEARa R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.67%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042519\
Data File : BF113977.D

Aca On : 25 Apr 2019 15:12

Operator : JU/SJ

Sample : PB119163BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_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 Triacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.79 ng 154044 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2372 (16.039 min): BF113977.D (-2366) (-) m/z 57.00 100.00%

.0

F

5000
141.0 15.80 16.00 16.20 16.40
183.1 225.2 266.9
(0} m/z 71.05 82 .30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LIRS
15. 80 16. 00 16. 20 16 40
99.0 m/z 85.00 59.53%
o | ][ | 1419 1830 2250 267.0 309.0 3510 4220
e s A e e BB it
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
R e AR R
15.80 16.00 16.20 16.40
5000 m/z 43.05 55.40%
99.0
oL.25/0 |y, 1410 1830 2250 281.0 337.0 394.0
T B B o o o e e B e e e B I o e A I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane b RREmE EE e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22 .46%
5000
99.0
oL.25l0 \ | J / 1419 1830 225.0 296.0
et e e e R N REEE R RS
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF042519\
Data File : BF113977.D

Acq On : 25 Apr 2019 15:12

Operator : JU/SJ

Sample : PB119163BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 .66 6.66 85.3 ng 2315760 1 6.89 542720 20.0
Triacontane 16.04 2.8 ng 154044 6 15.56 1105240 20.0
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