LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061818\
Data File : BG035240.D

Aca On 19 Jun 2018 6:13

Operator : SJ/JU

Sample : J3567-08

Misc :

ALS Vial : 28 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_.583 215 220 227 rVB 102904 143286 2.88% 0.601%
5.176 315 321 332 rVB 209728 329916 6.63% 1.385%
rBvV 1218827 1897815 38.12% 7.966%
7.220 661 669 681 rBV 1093914 1857849 37.32% 7.799%
7.596 724 733 743 rBV 1224412 2084451 41.87% 8.750%
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8.060 803 812 819 rBV 211684 360318 7.24% 1.513%
8.384 860 867 875 rBV 909390 1607501 32.29% 6.748%
9.224 1001 1010 1020 rVB 761260 1379056 27.70% 5.789%
10.868 1281 1290 1296 rBV 242273 431562 8.67% 1.812%
13.306 1698 1705 1718 rBV 2038755 3157938 63.44% 13.256%

=
QO ~NO®

11 14.681 1930 1939 1947 rBV2 368330 598126 12.02% 2.511%
12 16.167 2184 2192 2205 rBV 1679363 2531643 50.86% 10.627%
13 17.424 2398 2406 2420 rVB 493834 765782 15.38% 3.215%
14 20.033 2844 2850 2857 rBV 3653913 4978110 100.00% 20.897%
15 21.695 3125 3133 3143 rBvV 563976 957392 19.23% 4._.019%

16 24.920 3671 3682 3694 rBV2 248749 741857 14 .90% 3.114%

Sum of corrected areas: 23822602
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035240.D

Aca On 19 Jun 2018 6:13

Operator : SJ/JU

Sample : J3567-08

Misc :

ALS Vial : 28 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: BG035240.D
3500000

3000000
2500000
2000000

1500000

. 7.60
5.64 792

8.38
1000000 9.22

500000 10.87
4.58 5.18 8.06 -
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T T T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035240.D

3500000 20,03

3000000

2500000

13.31
2000000

16.17
1500000

1000000

21.69
500000 14.68 1r.az

O I L o o o o B LA e e B LA e

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: BG035240.D

3500000

3000000

2500000

2000000

1500000

1000000

500000
24.92

R T R o i B S B S R

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\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035240.D

Aca On 19 Jun 2018 6:13

Operator : SJ/JU

Sample : J3567-08

Misc :

ALS Vial : 28 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-Hexen-2-one Concentration Rank 4

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

4.58 7.95 ng 143286 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 87
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
3 Furan. 2-methoxvy- 98 C5H602 025414-22-6 86
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78

Abundance Scan 220 (4.583 min): BG035240.D (-215) (-) m/z 83.15 100.00%
3.2
55.1
5000
98.2
39'T 420 440 460 480 5.00
— .-|,h. alb L1858 1723 1989 | 55 15 69.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3169: 3-Hexen-2-one
83.0
55.0
5000 R UL L
98.0 420 4.40 4.60 4.80 5.00
39% m/z 98.15 34.71%
ﬁ%m'“u'”“l'”"ﬂ"'l"”l""l”"|"”|""|”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
420 440 460 480 5.00
5000 m/z 43.15 28.63%
39.0 98.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3090: Furan, 2-methoxy- e e S
83.0 90 420 4.40 4.60 4.80 5.00
55.0 m/z 39.25 19.20%
5000
40F0 \ . | |
m/z--> 2'0 4'0 6|O 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 420 4.40 4.60 4.80 5.00

8270-BG060718.M Tue Jun 19 15:51:27 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035240.D

Aca On 19 Jun 2018 6:13

Operator : SJ/JU

Sample : J3567-08

Misc :

ALS Vial : 28 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.

5.18 18.31 ng 329916 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 322 (5.182 min): BG035240.D (-315) (-) m/z 43.15 100.00%
431

5000

480 5.00 520 5.40 5.60
m/z 59.15  73.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI INLENL LB B L L L L L LI L LB}
4.80 5.00 520 5.40 5.60
0
150 ‘ 1010 m/z 101.15 27 .51%
| . \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R e e e N BN
480 5.00 520 5.40 5.60
5000 m/z 58.15 20.28%
31.0 101.0

WWWWWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 480 5.00 520 5.40 5.60
m/z 41.10 9.15%
5000
.”wﬂhﬂ”nnnpuﬂnn.”.””.”.””.”.””.”.”““”w””“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035240.D

Aca On 19 Jun 2018 6:13

Operator : SJ/JU

Sample : J3567-08

Misc :

ALS Vial : 28 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 unknown7.60 Concentration Rank 1

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

7.60 115.70 ng 2084450 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 734 (7.602 min): BG035240.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 SRR L R
40.1 249.2 7.20 7.40 7.60 7.80 8.00
: m/z 68.15 49_.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS I I IR
7.20 7.40 7.60 7.80 8.00
m/z 134.15 33.94%
310 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.56%
150 39.0 63.0 104.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine e R e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.12%
5000
e 1
L | 1
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 720 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\BG061818\
Data File : BG035240.D

Acq On 19 Jun 2018 6:13

Operator : SJ/JU

Sample - J3567-08

Misc :

ALS Vial : 28 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-Hexen-2-one 4.58 8.0 ng 143286 1 8.06 360318 20.0
2-Pentanone, 4-hy... 5.18 18.3 ng 329916 1 8.06 360318 20.0
unknown? .60 7.60 115.7 ng 2084450 1 8.06 360318 20.0
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