LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035378.D

Aca On : 25 Jun 2018 14:58

Operator : JU/SJ

Sample : J3627-09

Misc :

ALS Vial : 9 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-BG060718 .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 4.571 211 218 225 rBV2 32657 48717 1.60% 0.320%
2 5.164 314 319 326 rBV 94946 141916 4 .65% 0.933%
3 5.628 391 398 411 rBV 581682 946305 30.99% 6.220%
4 7.208 660 667 678 rBV 643566 1135708 37.20% 7 .465%
5 7.584 723 731 739 rBV 612299 1042451 34.14% 6.852%
6 8.054 803 811 820 rVB2 171378 277263 9.08% 1.822%
7 8.377 855 866 873 rBV 477474 814803 26.69% 5.356%
8 9.212 1000 1008 1020 rBV 378902 681266 22.31% 4_.478%
9 10.856 1279 1288 1297 rBV 203061 367378 12.03% 2.415%
10 13.300 1695 1704 1715 rBV 1101249 1724353 56.48% 11.334%
11 14.123 1838 1844 1852 rBvV 59492 94716 3.10% 0.623%
12 14.675 1930 1938 1949 rBV2 351704 558428 18.29% 3.670%
13 15.509 2075 2080 2087 rVB3 23959 32742 1.07% 0.215%
14 16.161 2184 2191 2200 rBvV 953625 1464622 47.97% 9.627%
15 16.372 2221 2227 2230 rBv4 24550 32457 1.06% 0.213%
16 17.418 2398 2405 2411 rBV2 517541 799483 26.19% 5.255%
17 18.293 2550 2554 2562 rBvV2 48898 70509 2.31% 0.463%
18 19.568 2766 2771 2777 rBvV8 22098 33743 1.11% 0.222%
19 20.020 2842 2848 2856 rBVY 2286591 3053149 100.00% 20.068%
20 21.325 3066 3070 3076 rBvVS8 33443 61138 2.00% 0.402%

21 21.683 3124 3131 3141 rVB 572207 929691 30.45% 6.111%
22 24.902 3668 3679 3696 rBV2 301958 903331 29.59% 5.937%

Sum of corrected areas: 15214169
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035378.D

Aca On : 25 Jun 2018 14:58

Operator : JU/SJ

Sample : J3627-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035378.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035378.D

Aca On : 25 Jun 2018 14:58

Operator : JU/SJ

a?ggle ; J3627-09 Ayl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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-Pentene, 3,4-dimethyl-, (Z)- Concentration Rank 4

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

4_.57 3.51 ng 48717 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 80
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 218 (4.571 min): BG035378.D (-211) (-) m/z 83.15 100.00%

83.2
5000

43.1 Sy e
172.4 326.4 493.9 4.20 4.40 4.60 4.80 5.00

o,...I.L,-..-..,....,....,....,....,....,....,....,...., m/z 55.15  63.82%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)-
83.0
41.0
5000

4.20 4.40 4.60 4.80 5.00
|

m/z 98.15 25.45%

Ot T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
83.0
e
4.20 4.40 4.60 4.80 5.00
s000, 430 m/z 43.15 18.69%
oA e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e A BEARE EE
83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.15 17.06%
41.
5000
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035378.D

Aca On : 25 Jun 2018 14:58

Operator : JU/SJ

a?ggle ; J3627-09 Ayl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown5.16 Concentration Rank 3

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

5.16 10.24 ng 141916 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 318 (5.158 min): BG035378.D (-314) (-) m/z 43.15 100.00%
431
5000
101.2

4.80 5.00 5.20 5.40
Ol 2544 06 40 Th/z 59.15  70.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 LA L L L L LB LB B
101.0 4.80 5.00 5.20 5.40
m/z 101.15 29.47%
O,NWuﬁuhﬁf.”.,.”.,.”. MMM MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
B e e S ERaE
4.80 5.00 5.20 5.40
5000 m/z 58.15 16.51%
101.0
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 5.20 5.40
m/z 41.15 9.33%
5000 101.0
o= e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035378.D

Aca On : 25 Jun 2018 14:58

Operator : JU/SJ

a?ggle ; J3627-09 Ayl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3 unknown7.58 Concentration Rank 1

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

7.58 75.20 ng 1042450 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 12

Abundance Scan 730 (7.578 min): BG035378.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2
401 %62 720 7.40 7.60 7.80 8.00
0 2026 2288 253.2 m/z 68.15  50.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U UL L LR
7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.15 32.84Y%
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m/z--> ﬁo 45 eb 85 160 120 140 160 180 200 250 250
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132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.15 32.39%
150 39.0 63.0 104.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R A ma o
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 20.34Y%
104.0
5000
31.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\
Data File : BG035378.D

Acq On : 25 Jun 2018 14:58

Operator : JU/SJ

Sample - J3627-09

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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-Pentene, 3,4-di... 4_57 3.5 ng 48717 1 8.05 277263 20.0
unknown5.16 5.16 10.2 ng 141916 1 8.05 277263 20.0
unknown7 .58 7.58 75.2 ng 1042450 1 8.05 277263 20.0
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