LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037319.D

Aca On - 13 Oct 2018 10:01 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

agmple : J5383-08 1mm1&ﬂPgF{}S
isc :

ALS Vial : 27 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-BG101118.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 5.191 319 324 333 rVB 47548 76271 1.42% 0.360%
2 5.650 395 402 412 rBV 334902 551060 10.22% 2.598%
3 7.254 665 675 685 rBV 207246 408595 7.58% 1.926%
4 7.641 732 741 750 rBV 609990 1086735 20.16% 5.123%
5 8.117 814 822 833 rBV 214480 374483 6.95% 1.765%

8.440 868 877 885 rBvV 883462 1569189 29.11% 7.397%
9.292 1012 1022 1033 rBV 720325 1333250 24.74% 6.285%
10.938 1295 1302 1313 rVB 299443 544971 10.11% 2.569%
13.376 1709 1717 1727 rBV 2115081 3329326 61.77% 15.695%
14.193 1847 1856 1862 rBVY 57670 85639 1.59% 0.404%

=
QO ~NO®

11 14.751 1942 1951 1960 rBvV2 518387 847080 15.72% 3.993%
12 16.231 2197 2203 2218 rBV 1108034 1685360 31.27% 7.945%
13 17.495 2408 2418 2427 rBV 737343 1153782 21.41% 5.439%
14 20.097 2854 2861 2867 rBV 3849623 5389723 100.00% 25.408%

15 21.390 3077 3081 3092 rBV2 55195 95623 1.77% 0.451%
16 21.778 3140 3147 3156 rVB2 715958 1273089 23.62% 6.001%
17 23.505 3436 3441 3449 rVB3 31344 66487 1.23% 0.313%
18 24.151 3544 3551 3557 rBV5 24591 59355 1.10% 0.280%

19 25.127 3706 3717 3732 rVB2 413093 1283039 23.81% 6.048%

Sum of corrected areas: 21213057
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037319.D

Aca On : 13 Oct 2018 10:01

Operator : JU/SJ

ﬁ?ggle i J5383-08 100918-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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: BG037319.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037319.D

Aca On : 13 Oct 2018 10:01

Operator : JU/SJ

ﬁ?ggle i J5383-08 100918-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 4_.07 ng 76271 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 7

Abundance Scan 324 (5.191 min): BG037319.D (-319) (-) m/z 43.00 100.00%
43.0
5000 59.0
| e o 450 500 550 540 560
o et e e e m/z 59.00 49.13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0,
150 a0 1010 m/z 58.00 18.34%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 101.00 14 .39%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R e R ma e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.81%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037319.D

Aca On : 13 Oct 2018 10:01

Operator : JU/SJ

ﬁ?ggle i J5383-08 100918-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 2

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

7.64 58.04 ng 1086740 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 741 (7.641 min): BG037319.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 R LS L IR
400 540 | ‘ 7.40 7.60 7.80 8.00
Ottt el B gO1a0 W s e 00 42 81%
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 R LS I IR

7.40 7.60 7.80 8.00
m/z 133.90 32.67%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
N S ANEEEEE e
7.40 7.60 7.80 8.00
5000 m/z 66.00 26.00%
33.0 44.0 0.0 105.0
L @0 w0 | | uso |
O e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S e
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.40%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 30 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\HPCHEMI\BNA_G\DATA\BG101218\

Data File : BG037319.D

Acq On : 13 Oct 2018 10:01

Operator : JU/SJ

ﬁ?ggle i J5383-08 100918-TIPC-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 4.1 ng 76271 1 8.12 374483 20.0
unknown? .64 7.64 58.0 ng 1086740 1 8.12 374483 20.0
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