LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038084.D

Aca On : 20 Nov 2018 14:09

Operator : JU/SJ

Sample : PB114959BL

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 G\METHODS\8270-BG111318.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

5.170 314 320 327 rBV 34872 57491 2.07% 0.394%
5.628 392 398 408 rBV 681140 1141903 41.14% 7.830%
rBv 718959 1272477 45.84% 8.725%
7.614 728 736 749 rVB 672458 1198267 43.17% 8.217%
8.084 809 816 824 rVB 141832 247314 8.91% 1.696%
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8.407 864 871 881 rVB 490181 898569 32.37% 6.161%
9.265 1009 1017 1028 rBV 419422 791684 28.52% 5.429%
10.904 1289 1296 1304 rBV 203697 367759 13.25% 2.522%
13.343 1704 1711 1719 rBV 1163063 1900294 68.46% 13.030%
14.723 1938 1946 1954 rBV2 321010 541301 19.50% 3.712%
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11 16.210 2192 2199 2213 rBV3 820510 1302907 46.94% 8.934%
12 17.467 2405 2413 2421 rBV2 422083 661474 23.83% 4 _.536%
13 20.070 2850 2856 2863 rBV 2080642 2775817 100.00% 19.034%
14 21.750 3135 3142 3154 rBV2 430946 737710 26.58% 5.058%
15 25.076 3694 3708 3723 rBvV2 206703 688674 24.81% 4.722%

Sum of corrected areas: 14583641
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112018\
Data File : BG038084.D

Aca On : 20 Nov 2018 14:09

Operator : JU/SJ

Sample : PB114959BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038084.D
2000000

1500000

1000000

5.63 723 761

500000
10.90
5 17 h
0

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038084.D
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Abundance TIC: BG038084.D

2000000

1500000

1000000

500000
25.08

O A R L e R B L A RAEa ma L L e R L AR RARRA RARAR R
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038084.D

Aca On : 20 Nov 2018 14:09

Operator : JU/SJ

Sample : PB114959BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 4.65 ng 57491 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 40
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Heptanol 116 C7H160 000589-82-2 25

Abundance Scan 320 (5.170 min): BG038084.D (-314) (-) m/z 43.00 100.00%
43
59
5000
51 | o 1‘|’1 480 500 520 540 560
X S | R m/z 59.00 58.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA SRS LA
480 5.00 520 5.40 5.60
m/z 58.00 18.35%
15 31 101
wl 50.| 83 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540 560
5000 41 m/z 101.00 16.66%
31
H 69 87
"W'%?'P'ij"JiH”'?%JWi""V"'I'“'I"gﬁ""P"'I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol s e N R o
59 480 5.00 520 5.40 5.60
m/z 41.00 10.92%
5000 29 4 83
101
”.,....,”..,....,”..?}...“..g?....,.”.?%...“...%%?..,..}?g...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038084.D

Aca On : 20 Nov 2018 14:09

Operator : JU/SJ

Sample : PB114959BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 2 unknown7.61 Concentration Rank 1

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

7.61 96.90 ng 1198270 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Xenon 132 Xe 007440-63-3 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 735 (7.608 min): BG038084.D (-728) (-) m/z 132.00 100.00%
32
5000 68
P | SR Ve B0 T4 7o 780 850
S 1 SOURNI.-~ Y 1| PR N Ny - | N m/z 68.00 42.62%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 (T T T
7.20 7.40 7.60 7.80 8.00
78 m/z 133.90 32.07%
138 44
'"'I|"'I!'I'!"I”"'I"'!I'"'I""I""I"" RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.20 7.40 7.60 7.80 8.00

5000 67 m/z 66.00 30.22%
41 53 97
79 117
sall) | el (P8 | 108110 | 104 )

e e S

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 17.14%

5000

66
AN 126

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112018\
Data File : BG038084.D

Acq On : 20 Nov 2018 14:09

Operator : JU/SJ

Sample : PB114959BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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]
2-Pentanone, 4-hy... 5.17 4.7 ng 57491 1 8.08 247314 20.0
unknown7 .61 7.61 96.9 ng 1198270 1 8.08 247314 20.0
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