LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062518\
Data File : BG035373.D

Aca On : 25 Jun 2018 11:45

Operator : JU/SJ

Sample : J3627-17

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-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

4.568 213 218 226 rVB2 33612 51714 1.58% 0.340%
5.162 312 319 331 rBV 162573 260006 7.94% 1.710%
rBv 570332 924184 28.24% 6.077%
7.212 660 668 679 rBvV 657812 1139017 34.80% 7.489%
7.582 724 731 741 rBV 589220 1039237 31.75% 6.833%
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6 8.052 805 811 819 rVB 147647 244810 7.48% 1.610%
7 8.375 859 866 875 rvB 471521 812655 24.83% 5.343%
8 9.215 1001 1009 1016 rBV 363890 672170 20.54% 4._.420%
9 10.854 1281 1288 1299 rBV 176095 326776 9.98% 2.149%
10 13.298 1696 1704 1710 rBV 1162951 1761741 53.83% 11.584%
11 14.120 1839 1844 1853 rVB 52988 81121 2.48% 0.533%

12 14.672 1929 1938 1946 rBV2 319485 518801 15.85% 3.411%
13 16.159 2182 2191 2204 rBV 971684 1496670 45.73% 9.841%
14 16.370 2222 2227 2237 rVB 26522 48363 1.48% 0.318%
15 17.416 2397 2405 2412 rBV 503472 753401 23.02% 4.954%

16 18.297 2550 2555 2560 rBV6 30608 46529 1.42% 0.306%
17 20.024 2843 2849 2857 rBV 2569153 3272810 100.00% 21.519%

18 21.681 3124 3131 3143 rBV2 535008 916378 28.00% 6.025%
19 24.900 3668 3679 3690 rBv2 300402 842516 25.74% 5.540%

Sum of corrected areas: 15208899
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062518\
Data File : BG035373.D

Aca On : 25 Jun 2018 11:45

Operator : JU/SJ

Sample : J3627-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG035373.D
2500000

2000000
1500000

1000000

5.63 721 ;58
8.38

500000 : 9.22

5.16 8.05 10.85
4.57

L L L

Time--> 3.50 4.00 4.50 5. OO 5. 50 6. OO 6.50 7.00 750 800 850 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG035373.D
2500000 20.02

2000000

1500000

13.30
1000000 16.16

17.42 2168

500000
14.67

14.12 ’\ 16.37 18.30
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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: BG035373.D
2500000

2000000

1500000

1000000

500000
24.90

R L L AR AR Raaa s E L AR REAas R e AR

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\HPCHEM1\BNA G\DATA\BG062518\

Data File : BG035373.D

Aca On : 25 Jun 2018 11:45

Operator : JU/SJ

a?ggle ; J3627-17 Ayl
ALS Vial : 4 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_.57 4.22 ng 51714 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 80
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 78

Abundance Scan 218 (4.568 min): BG035373.D (-213) (-) m/z 83.15 100.00%
83.2
5000
e SRS AR NS SRR
420 4.40 4.60 4.80 5.00
o*rJi;..-..,...1‘.‘7,'?...,....,....,....,..3??',9....,‘“?7.'.3 m/z 55.15  82.35%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
5000 R R R LR
430 420 440 4.60 4.80 500
H m/z 98.15 34 .00%
0"Lﬂﬂ"”i""l'”'I""P"'I"'W""I"”I"'
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
420 440 4.60 4.80 500
5000 m/z 43.15 26.79%
98.0
15.0
O L U L W UL B UL DU B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- L BE o
83.0 420 4.40 4.60 4.80 5.00
m/z 39.15 14 ._.70%
5000 41.0
0 ”“lﬂ'ﬁ"W"'l'"W""I'”'I""I”"I""P"
m'z-> 0 50 100 150 200 250 300 350 400 450 420 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 : BG035373.D

Aca On : 25 Jun 2018 11:45

Operator : JU/SJ

a?ggle ; J3627-17 Ayl
ALS Vial : 4 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 21.24 ng 260006 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 36
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 319 (5.162 min): BG035373.D (-312) (-) m/z 43.15 100.00%
431
5000
101.2
R e e L
4.80 5.00 5.20 5.40
Obrrrprrred ...L‘??."’.,-....-,....,....,.... e — Y A T Ly UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R N R I

480 5.00 520 5.40
m/z 101.15 29.68%

101.0
ot Ll 670 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
B e e SRR
4.80 5.00 5.20 5.40
m/z 58.15 16.70%
5000 101.0
70.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31407: Propane, 1,1-dipropoxy-
59.0 4.80 5.00 5.20 5.40
m/z 41.25 10.13%
5000 101.0
31.0
131.0
o 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG035373.D

Aca On : 25 Jun 2018 11:45

Operator : JU/SJ

a?ggle ; J3627-17 Ayl
ALS Vial : 4 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 84 .90 ng 1039240 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 731 (7.582 min): BG035373.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.3 ‘ 5.2 720 7.40 7.60 7.80 8.00
3 541 . . . ) )
o..,....,....,...:,".'...,!!..,.-!~.-.|,..':':,f.‘?;?,..I~.,."H?-P....,....,J...,.. m/z 68.15  48.34%
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 AR RRARANAERARARRERA
7.20 7.40 7.60 7.80 8.00
310 510 m/z 66.15 32.70%
0 "I""I""I"'l‘l'l"IH"'I"'ll""I'"'I""I""I""I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 31.62%
69.0
57.0
390 89.0 103.0
o 115.0
Wmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e R )
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.56%
5000

63.0
15.0 280 390 520 m 77‘0 999 10\401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062518\
Data File : BG035373.D

Acq On : 25 Jun 2018 11:45

Operator : JU/SJ

Sample - J3627-17

Misc :

ALS Vial : 4 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4_57 4.2 ng 51714 1 8.05 244810 20.0
2-Pentanone, 4-hy... 5.16 21.2 ng 260006 1 8.05 244810 20.0
unknown7 .58 7.58 84.9 ng 1039240 1 8.05 244810 20.0
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