LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080218\
Data File : BG036063.D

Aca On : 2 Aug 2018 16:49

Operator : JU/SJ

Sample : J4262-05

Misc :

ALS Vial : 13 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-BG071218 .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 5.133 309 314 324 rBV 34288 55401 1.80% 0.470%
2 5.603 388 394 408 rBV 259613 446735 14.48% 3.787%
3 7.189 657 664 680 rBV2 146692 296848 9.62% 2.516%
4 7.553 719 726 738 rBV 469642 852110 27.62% 7.224%
5 8.023 799 806 814 rVB 102759 180661 5.86% 1.532%

8.340 853 860 872 rBV 438697 794203 25.74% 6.733%
9.180 996 1003 1016 rBV 340939 669535 21.70% 5.676%
112345 228441 7.40% 1.937%
13.269 1691 1699 1712 rBV 1025474 1667301 54.04% 14.134%
14.649 1926 1934 1941 rBV2 204571 369221 11.97% 3.130%
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11 16.130 2180 2186 2202 rBV 815688 1406406 45.58% 11.923%
12 17.387 2393 2400 2413 rBV 314777 534757 17.33% 4 _.533%
13 19.995 2836 2844 2856 rBV 2430817 3085278 100.00% 26.155%
14 21.652 3119 3126 3136 rBV 367624 637598 20.67% 5.405%
15 24.842 3660 3669 3682 rBV3 194042 571676 18.53% 4._.846%

Sum of corrected areas: 11796171
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG080218\
Data File : BG036063.D

Aca On : 2 Aug 2018 16:49

Operator : JU/SJ

Sample : J4262-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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: BG036063.D

2000000

1500000

1000000

500000 7.55 8.34
5.60

5.13

O St GRS | SNSRI LSS SRR, S NR L -

Time--> 3.50 4.00 450 5.00 5.50 6.00 6.50 700 7.50 8.00 8.50 900 950 1000 1050 11.00 1150 1200 12.50
Abundance TIC: BG036063.D

9.18
7.19 8.02 10.83

20,00

2000000

1500000

13.27
1000000
16.13

500000
17.39 21.65
14.65

O o B o o B o o o L e o o o O B B RS LR R

Time--> 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: BG036063.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080218\
Data File : BG036063.D

Aca On : 2 Aug 2018 16:49

Operator : JU/SJ

Sample : J4262-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 6.13 ng 55401 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 27
5 3-Heptanol 116 C7H160 000589-82-2 17

Abundance Scan 313 (5.127 min): BG036063.D (-309) (-) m/z 43.10 100.00%
T 50.1
5000
101.2
83.0 4.80 5.00 5.20 5.40
Obr el 73080 w/z 59.15  77.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #256: Guanidine
43.0 54.0
5000 18.0 ISERAEANARRERAARE RARRS
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28.0 m/z 101.15 31.04%
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8367: n-Propyl t-butyl ether B e L e
59.0 480 5.00 5.20 5.40
m/z 58.05 14.63%
5000 41.0 101.0
29.0
M A 1 " NN -
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080218\
Data File : BG036063.D

Aca On : 2 Aug 2018 16:49

Operator : JU/SJ

Sample : J4262-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.55 Concentration Rank 1

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

7.55 94 .33 ng 852110 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 725 (7.547 min): BG036063.D (-719) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\
96.2 LR RN U R R B
403 541 ‘ | - | 1p52 720 7.40 7.60 7.80
Ol el A2 L2l Tm/z 68.15  50.13%
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 A L UL L
7.20 7.40 7.60 7.80
310 510 78.0 m/z 66.15 34 .34%
OH'WL“Ww!“JL'w'“!h““l“'w'“'w““ SABSPSABBRABINS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80
5000 97.0 m/z 134.15 31.96%
70.0
31.0
0 ‘ 44.0 ‘\ 60.\0 1 ‘ 86\.0 Il 106'0116'0 |
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0 7.20 7.40 7.60 7.80
m/z 69.25 22.63%
5000
67.0
80.0 91.0
oo L il | om0 |
V7
m/z--> 30 40 50 60 70 8 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\BG080218\
Data File : BG036063.D

Acq On : 2 Aug 2018 16:49

Operator : JU/SJ

Sample - J4262-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 6.1 ng 55401 1 8.02 180661 20.0
unknown? .55 7.55 94.3 ng 852110 1 8.02 180661 20.0
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