LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043732.D

Aca On : 20 Nov 2019 17:51

Operator :© JU

Sample = K5904-05

Misc :

ALS Vial : 10 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-BG102119.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

3.146 6 10 20 rvB 70741 109947 3.89% 0.892%
5.091 335 341 354 rBV 104761 167385 5.92% 1.358%
rBv 496960 856128 30.28% 6.945%
7.183 689 697 719 rBV 524142 1011981 35.79% 8.210%
7.529 748 756 776 rVB 543268 980609 34.68% 7.955%
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6 7.988 827 834 841 rBV 94829 160422 5.67% 1.301%
7 8.311 881 889 902 rBV 420698 740615 26.19% 6.008%
8 9.151 1025 1032 1047 rBV 279307 565472 20.00% 4_587%
9 10.796 1305 1312 1321 rBV 87739 188706 6.67% 1.531%
10 13.240 1721 1728 1743 rBV 875119 1476448 52.22% 11.978%
11 14.075 1865 1870 1881 rBV 42445 89494 3.17% 0.726%

12 14.621 1956 1963 1979 rBV2 176169 313309 11.08% 2.542%
13 16.113 2210 2217 2234 rBV 716645 1288512 45.57% 10.453%
14 17.365 2424 2430 2446 rBV 223997 415314 14.69% 3.369%
15 19.980 2868 2875 2894 rBV 1972899 2827386 100.00% 22.937%

16 21.631 3149 3156 3168 rBV 267290 527620 18.66% 4._.280%
17 23.869 3531 3537 3546 rBV6 14929 36726 1.30% 0.298%
18 24.803 3685 3696 3716 rBv2 180053 570415 20.17% 4.628%

Sum of corrected areas: 12326489
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043732.D

Aca On : 20 Nov 2019 17:51

Operator :© JU

Sample = K5904-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043732.D

1500000

1000000

558 7.18 7.53
500000 8.31

15 5.09 7.99 10.80

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043732.D
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1000000
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Time--> 13.00 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: BG043732.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043732.D

Aca On : 20 Nov 2019 17:51

Operator :© JU

Sample = K5904-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.15 13.71 ng 109947 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 37
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 17

Abundance Scan 11 (3.152 min): BG043732.D (-6) (-) m/z 73.05 100.00%
73.0
5000 43.1
HE U U IR U U
3.20 3.30 3.40 3.50 3.60
o,....',U..%-‘,%.'.-.,?l?'.l.,....,....,....,....,....,297.'.1. m/z 43.10 39.28%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HES IR U R U U

3.20 3.30 3.40 3.50 3.60
m/z 87.10 31.72%

210 |.‘ 80 || 880

L B e e L LA B e o R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

43.0

o

73.0

3.20 3.30 3.40 3.50 3.60
5000 55.0 m/z 55.10 27 .90%

39
1, \‘\ A" ‘H‘ 88.0 112.0129.0
P S = 2 —
m/z--> 20 40 60 80 100 120 140 160 180 200
2

Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone N R R
73.0 320 330 340 3.50 3.60
m/z 41.10 14.51%

o

43.0

A Jﬁo L

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60

5000

102 0 1260

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043732.D

Aca On : 20 Nov 2019 17:51

Operator :© JU

Sample = K5904-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.09 20.87 ng 167385 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 341 (5.091 min): BG043732.D (-335) (-) m/z 43.10 100.00%
d.1
59.1
5000
101.1 SR 1 VSN
480 5.00 520 5.40
83.0
0...,....,....,....','.'.-..,..4-!,....,7.3'.1..,.-...,...:,....,. m/z 59.10 62.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L L
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 24 .35%
0 wl , 83.0 ,
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.05 15.74%
101.0
15.0 58.0
B - | A Y- WY V3 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3499: Propanenitrile, 3-ethoxy-
31.0 480 5.00 520 5.40
m/z 41.10 9.14%
54.0
5000
45.0
0 15\.0 ‘ . \‘H‘ l ‘ 70.0 84\.0 98.0 L a
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043732.D

Aca On : 20 Nov 2019 17:51

Operator :© JU

Sample = K5904-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.53 Concentration Rank 1

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

7.53 122.25 ng 980609 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 756 (7.529 min): BG043732.D (-748) (-) m/z 132.10 100.00%
1321

—

5000 68.1
R LR E L e
401 541 ‘ | - %l'l 1060 ‘ 720 7.40 7.60 7.80
Ol il bt A8 L RS Tm/z 68.10  39.79%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 7.20 7.40 7.60 7.80
57.0 m/z 134.10 32.57%
39.0
| | g0 89.0 103.0
O.H.P.HMHHWWL.ﬁnm,nﬂh.nﬂﬁ.m,ﬁhwyﬁpp.”,.”,”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
R LS L R
7.20 7.40 7.60 7.80
97.0 / 0
5000 m/z 66.10 30.05%
70.0
31.0 60.0
0 ‘ 40 Ly ! I | 860 I 106.0116.0 1
L i e o o e A RRRAARAREEEEEEE R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0 7.20 7.40 7.60 7.80
0
69.0 m/z 69.10 20.98%
104.0
5000
31.0 51.0 8.0
e o L o o MM
m/z--> 30 40 50 60 70 80 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\HPCHEMI1\BNA_G\DATA\BG112019\
Data File : BG043732.D

Acq On : 20 Nov 2019 17:51

Operator : JU

Sample - K5904-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
Quant Title : 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]
Butane, 2-methoxy... 3.15 13.7 ng 109947 1 7.99 160422 20.0
2-Pentanone, 4-hy... 5.09 20.9 ng 167385 1 7.99 160422 20.0
unknown7 .53 7.53 122.3 ng 980609 1 7.99 160422 20.0
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