LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011819\
Data File : BG039215.D

Aca On : 18 Jan 2019 14:30

Operator : JU/SJ

Sample : PB116467BL

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-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
1 5.092 336 341 349 rBV 13965 22769 1.72% 0.397%
2 5.562 414 421 435 rVB 262319 429240 32.50% 7.483%
3 7.172 688 695 705 rBV 240048 411337 31.14% 7.171%
4 7.536 750 757 769 rVB 224315 390758 29.58% 6.812%
5 8.006 831 837 844 rBB 45059 74871 5.67% 1.305%
6 8.330 884 892 900 rBV 166008 283737 21.48% 4 .946%
7 9.181 1030 1037 1050 rBV 133096 243807 18.46% 4 _.250%
8 10.827 1310 1317 1328 rBV 58082 106803 8.09% 1.862%
9 13.271 1726 1733 1744 rBV 445144 691166 52.32% 12.049%
10 14.652 1962 1968 1980 rVB2 120791 204577 15.49% 3.566%

11 16.144 2215 2222 2235 rBV 395695 621616 47.06% 10.837%
12 17.401 2429 2436 2449 rBvV 162129 250879 18.99% 4_374%
13 20.004 2873 2879 2887 rBvV 975643 1320925 100.00% 23.028%
14 21.673 3156 3163 3175 rVB 195772 319482 24.19%% 5.570%

15 22.413 3284 3289 3298 rVB3 13381 21186 1.60% 0.369%
16 23.100 3400 3406 3413 rVB2 12946 23958 1.81% 0.418%
17 23.900 3535 3542 3549 rBV3 7980 18757 1.42% 0.327%
18 24.840 3693 3702 3707 rBV6 6900 16519 1.25% 0.288%

19 24.928 3707 3717 3733 rVB2 94130 283866 21.49% 4.949%

Sum of corrected areas: 5736253
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039215.D

Aca On : 18 Jan 2019 14:30

Operator : JU/SJ

Sample : PB116467BL

Misc :

ALS Vial : 4 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: BG039215.D
800000
600000

400000

5.56 717 754

200000
8.33 918

10.83
5.00 8.01

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039215.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039215.D

800000
600000
400000

200000
24.93

2310  23.90 Z‘L-Bf‘

L L o T T T s R S T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039215.D

Aca On : 18 Jan 2019 14:30

Operator : JU/SJ

Sample : PB116467BL

Misc :

ALS Vial : 4 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 6.08 ng 22769 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 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 341 (5.092 min): BG039215.D (-336) (-) m/z 43.00 100.00%
43.0
59.0
5000
| oo 1 “4b0 500 520 540
e e T A = L m/z 59.00 54_.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I IR LS UL
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.00 17.08%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one
43.0
480 5.00 520 540
5000 m/z 58.00 15.44%
55.0
2?9 L | 710 830 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate
43.0 480 5.00 520 5.40
m/z 41.00 9.80%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039215.D

Aca On : 18 Jan 2019 14:30

Operator : JU/SJ

Sample : PB116467BL

Misc :

ALS Vial : 4 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 unknown7.54 Concentration Rank 1

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

7.54 104.38 ng 390758 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 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 12

Abundance Scan 758 (7.542 min): BG039215.D (-750) (-) m/z 132.00 100.00%
132.0
5000
68.0
00 si0 || g0 %0 750 740 760 780
SNREMBMMBIMSMSRNF (T NP NS MRS . MM SRS USRS | S m/z 68.00 34.67%
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 L IR I I IR
7.20 7.40 7.60 7.80
310 510 m/z 134.00 30.74%
'w'“'w'“J”Jh'L'w'“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 #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 28.23%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R EE e RS e )
132.0 7.20 7.40 7.60 7.80
m/z 69.00 15.59%
5000 67.0
41.0 97.0
53.0
'W'”W'”W'”W'”W'”W'“W'Zi?”ﬂ'“ﬂ'“';ﬁ?ﬁ”'l”"' A L L LU IR
m/z--> 10 20 30 40 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\HPCHEM1\BNA_G\DATA\BG011819\
Data File : BG039215.D

Acq On : 18 Jan 2019 14:30

Operator : JU/SJ

Sample : PB116467BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.09 6.1 ng 22769 1 8.01 74871 20.0
unknown? .54 7.54 104.4 ng 390758 1 8.01 74871 20.0
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