LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039448.D

Aca On : 12 Feb 2019 00:04

Operator : JU/SJ

Sample : PB116997BL

Misc :

ALS Vial : 19 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-BG012919.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

5.251 362 368 379 rBV 63998 101666 2.06% 0.432%
5.709 439 446 459 rBV 1183995 1859518 37.66% 7.902%
rBvV 1175160 2090818 42.35% 8.885%
7.695 776 784 797 rVB 1135784 1938416 39.26% 8.238%
8.171 858 865 873 rvB 180115 310144 6.28% 1.318%
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8.494 912 920 928 rBV 794912 1347505 27.29% 5.726%
9.346 1057 1065 1074 rBvV 663219 1203128 24.37% 5.113%
10.991 1338 1345 1353 rVB 274033 483714 9.80% 2.056%
13.417 1751 1758 1769 rBV 1968951 3127556 63.34% 13.291%
14.791 1986 1992 2004 rBV2 450405 764695 15.49% 3.250%

=
QO ~NO®

11 16.278 2238 2245 2265 rBV 1162734 1873350 37.94% 7.961%
12 17.535 2453 2459 2473 rBV2 623090 1003029 20.31% 4.263%
13 20.131 2895 2901 2907 rBV 3822691 4937534 100.00% 20.983%
14 21.829 3182 3190 3199 rBV2 681105 1176947 23.84% 5.002%
15 23.344 3442 3448 3456 rVB3 35950 67492 1.37% 0.287%

16 24.184 3585 3591 3598 rBv4 27658 64136 1.30% 0.273%
17 25.201 3752 3764 3780 rBV3 367282 1181502 23.93% 5.021%

Sum of corrected areas: 23531150
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039448.D

Aca On : 12 Feb 2019 00:04

Operator : JU/SJ

Sample : PB116997BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039448.D
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Abundance TIC: BG039448.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039448.D

Aca On : 12 Feb 2019 00:04

Operator : JU/SJ

Sample : PB116997BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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.

5.25 6.56 ng 101666 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetic acid. chloro-. 1.1-dimeth... 150 C6H11CIl02 000107-59-5 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 368 (5.251 min): BG039448.D (-362) (-) m/z 43.15 100.00%
43
59
5000
1o 500 520 540 5.60
oot 88 a8 s eg 15 o450k
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI I I IS I
59 500 520 540 5.60
m/z 58.15 20.20%
15 101
J L2, | e
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280
Abundance #4030: 2,3-Butanedione, monooxime
43
" 500 520 540 5.60
5000 m/z 101.15 17.61%
101
1529 | 58 g6
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24146: Acetic acid, chloro-, 1,1-dimethylethyl ester R Emas L
5.00 5.20 5.40 5.60
m/z 41.15 9.20%
5000 a1
77 135
ol 2 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021119\
Data File : BG039448.D

Aca On : 12 Feb 2019 00:04

Operator : JU/SJ

Sample : PB116997BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 125.00 ng 1938420 1,4-Dichlorobenzene-d4 8.17
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 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 785 (7.701 min): BG039448.D (-776) (-) m/z 132.15 100.00%
13
5000 68
—
40, 54 62‘ 75 104 7.40 7.60 7.80 8.00
Ot AT G2 TP s | Y ws W /7 68.15  42.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U SRR RSN A
7.40 7.60 7.80 8.00
78 m/z 134.15 33.56%
31 38 4, 51
0'“'J“Jhw!'w”'“l'“!i“"w"w"“l'“' SRS SAIS SRR RRA
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
740 7.60 7.80 8.00
5000 67 m/z 66.15 29.49%
41 97
‘ 53 . 117
0....,?ﬂah:h..ihkn.?$J:N,.MM“M..??.Ja.,}Pﬁl....\%gﬁ.,H...,..
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.40 7.60 7.80 8.00
m/z 69.15 16.42%
5000
33 44 0 g7 105
0""I'L"I"'“?%”"iq"'l' “1ﬁ' ﬁ? |"J'|'w”' }}ﬁl""l AR U U SRR RN A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021119\
Data File : BG039448.D

Acq On : 12 Feb 2019 00:04

Operator : JU/SJ

Sample : PB116997BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 5.25 6.6 ng 101666 1 8.17 310144 20.0
unknown?7 .70 7.70 125.0 ng 1938420 1 8.17 310144 20.0
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