LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012219\
Data File : BG039253.D

Aca On : 22 Jan 2019 16:26

Operator : JU/SJ

Sample : PB116551BL

Misc :

ALS Vial : 7 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-BG010919 .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

5.088 335 340 348 rBV 11461 17714 1.33% 0.307%
5.558 413 420 431 rBvV 216448 349874 26.23% 6.071%
rBv 240861 427342 32.04% 7.415%
7.532 749 756 768 rBV 225564 396773 29.75% 6.885%
8.008 829 837 843 rBB 53116 89608 6.72% 1.555%
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8.326 884 891 899 rBvV 183975 326551 24.48% 5.667%
9.184 1029 1037 1047 rBV 136082 249053 18.67% 4.322%
10.823 1308 1316 1325 rBV 64274 125823 9.43% 2.183%
13.267 1724 1732 1744 rBV 446634 702693 52.68% 12.194%
14.648 1960 1967 1978 rBvV2 122000 202649 15.19% 3.516%

=
QO ~NO®

11 16.140 2214 2221 2237 rBV 314126 514676 38.59% 8.931%
12 17.392 2428 2434 2446 rBV 175191 279793 20.98% 4 _855%
13 20.000 2871 2878 2890 rBV 992620 1333769 100.00% 23.144%
14 21.669 3154 3162 3173 rBV 196506 343774 25.77% 5.965%
15 23.890 3532 3540 3547 rVB6 6311 13653 1.02% 0.237%

16 24.924 3705 3716 3733 rVvB2 129397 389087 29.17% 6.752%

Sum of corrected areas: 5762832
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012219\
Data File : BG039253.D

Aca On : 22 Jan 2019 16:26

Operator : JU/SJ

Sample : PB116551BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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: BG039253.D
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Abundance TIC: BG039253.D
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Abundance TIC: BG039253.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012219\
Data File : BG039253.D

Aca On : 22 Jan 2019 16:26

Operator : JU/SJ

Sample : PB116551BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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.

5.09 3.95 ng 17714 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 340 (5.088 min): BG039253.D (-335) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R U N R SR
| 83.0 | 4.80 5.00 5.20 5.40
“W”“P“W”“L”W””P”W””P”W“”P”W“”P“'”“P”W”“P”' m/z 59.00 60.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL R UL R
59.0 480 500 520 5.40
0
150 1010 m/z 101.00 20.02%
28 | s0 ~
> o B b e T B o aho 116 13 Thp a4 1% v
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540
5000 m/z 58.00 15.43%
101.0
150 280 | 580 8.0
m/z--> 15 ﬁo 35 45 §0 65 fo 80 90 160 1i0 150 130 150 1%0 1éo
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 4.80 5.00 5.20 5.40
m/z 41.00 11.21%
5000
43.0
'“l“'w'“'v'“|“'w'Mlv'“T“'ﬁ?f{vgﬁﬁ'“l'“}ﬁ%gl“%ﬁ%g'v%ﬁﬁg" R U L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012219\
Data File : BG039253.D

Aca On : 22 Jan 2019 16:26

Operator : JU/SJ

Sample : PB116551BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.53 Concentration Rank 1

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

7.53 88.56 ng 396773 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 23
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16

Abundance Scan 756 (7.532 min): BG039253.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 A IR L
40.0 540 ‘ 7.20 7.40 7.60 7.80
et 780 | agse Ml h/z 68.00  36.74%
m/z--> 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 AN
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.30%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 28.39%
69.0
29,0 57.0
89.0 103.0 ‘
....,....ml‘..‘.,‘ .‘.‘.l....l..‘??l....‘l...‘.l.‘l‘..ll.l.s.'pl....l e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal I EEEEEEEEEEE s
132.0 7.20 7.40 7.60 7.80
m/z 69.00 16.27%
5000 6r.0
41.0 97.0
‘ 20.0 117.0
“'w'“jwh“ﬂ““w”h'wJMW“'w'm'wqyo“'ﬁ'“'”t“ T A IR L
m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012219\
Data File : BG039253.D

Acq On : 22 Jan 2019 16:26

Operator : JU/SJ

Sample : PB116551BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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]
2-Pentanone, 4-hy... 5.09 4.0 ng 17714 1 8.01 89608 20.0
unknown7 .53 7.53 88.6 ng 396773 1 8.01 89608 20.0
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