LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043730.D

Aca On : 20 Nov 2019 16:33

Operator :© JU

Sample = K5904-09

Misc :

ALS Vial : 8 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

3.147 5 10 21 rVB 83129 120323 4.14% 0.949%
5.092 334 341 350 rBV 102078 167698 5.78% 1.323%
rBv 508678 880487 30.33% 6.946%
7.184 686 697 711 rBV 535033 1032584 35.57% 8.145%
7.530 749 756 766 rBV 553398 984883 33.93% 7.769%
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7.989 827 834 843 rBV 94180 162503 5.60% 1.282%
8.312 881 889 899 rBvV 429361 743280 25.60% 5.863%
9.152 1023 1032 1058 rBvV 278562 588006 20.25% 4.638%
10.797 1303 1312 1322 rBV 91868 196425 6.77% 1.549%
13.241 1720 1728 1744 rBV 891725 1496889 51.56% 11.808%

=
QO ~NO®

11 14.076 1864 1870 1885 rBV 60661 127797 4._.40% 1.008%
12 14.622 1956 1963 1977 rBvV2 180611 319387 11.00% 2.519%
13 16.114 2210 2217 2239 rBV 725062 1350766 46.53% 10.655%
14 17.366 2423 2430 2446 rBvV 223969 426485 14.69% 3.364%
15 18.265 2578 2583 2592 rBV4 13454 32311 1.11% 0.255%

16 19.975 2868 2874 2891 rBV 1996114 2903118 100.00% 22.901%
17 21.631 3148 3156 3167 rBV2 274144 535039 18.43% 4.221%

18 23.870 3530 3537 3543 rVB7 14373 30532 1.05% 0.241%
19 24.804 3685 3696 3711 rBv2 179802 578305 19.92% 4.562%

Sum of corrected areas: 12676818
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043730.D

Aca On : 20 Nov 2019 16:33

Operator : JU

Sample : K5904-09

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043730.D

1500000

1000000

7.18 7.53
500000 558 8.31

15 5.09 7.99 10.80

B L

Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043730.D

1997

1500000

1000000 13.24

16.11

500000

21.63
14.62 1r.37

14.08 18.26

QBN GENENENEWENIRY NEMSEE | WM SR ——— i S MIMBLLS S e R R R =

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: BG043730.D

1500000

1000000

500000

24.80
23.87

R L R mm e B R R = e e  ERARARER 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\BG112019\
Data File : BG043730.D

Aca On : 20 Nov 2019 16:33

Operator :© JU

Sample : K5904-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.15 14.81 ng 120323 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 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 16
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 10 (3.147 min): BG043730.D (-5) (-) m/z 73.10 100.00%
7B
5000
43
55 87
3.20 3.30 3.40 3.50 3.60
0 ..,....,..??',':.'.‘.‘?..|..~,..‘??,'.:..,....,....,....,....,....,.... m/z 43.10 34.52%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HRSE IR U R AR
43 O 3.20 3.30 3.40 3.50 3.60
07 87 m/z 55.10 25 .45%
S I . R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HE U U R AR U
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 87.10 25.08%
L 79 | 97 112 129 /\\\
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R REREEEEEEE T R
73 3.20 3.30 3.40 3.50 3.60

m/z 41.10 11.46%

5000
45

29

39 | 55 g7 101

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043730.D

Aca On : 20 Nov 2019 16:33

Operator :© JU

Sample : K5904-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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.

5.09 20.64 ng 167698 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-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
5 3-Heptanol 116 C7H160 000589-82-2 23

Abundance Scan 341 (5.092 min): BG043730.D (-334) (-) m/z 43.10 100.00%
43
59
5000
101 S 5 NS
83 480 500 520 5.40
Ol el 3 A+ Tm/z 59.10 63.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A N R IR
480 5.00 520 5.40
59 m/z 101.10 23.87%
0 21 37| 53 | 67 77 83 o1 1?1
miz--> T A D A
Abundance #8358: 2-Hexanol, 2-methyl-
59
480 5.00 520 540
5000 m/z 58.10 17.23%
101
0 '|'%§'|' .ﬂﬂ,t...‘ﬂﬂﬂ..,??hﬂ i"'é?" "|§?"| U S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40

m/z 41.10 10.38%

5000
101
15 31 58
‘ 25 37,0, 51 7 69 86
O I e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

8270-BG102119.M Thu Nov 21 16:26:21 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112019\
Data File : BG043730.D

Aca On : 20 Nov 2019 16:33

Operator :© JU

Sample : K5904-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.53 Concentration Rank 1

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

7.53 121.21 ng 984883 1,4-Dichlorobenzene-d4 7.99
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 756 (7.530 min): BG043730.D (-749) (-) m/z 132.05 100.00%
32
5000 68 K
40 54 ‘ 75 % 720 740 7.60 7.80
62 104 . ) ) .
o....,...:I'!..“?,!!..,:!-.'J,..':~.,.?“?.,..L.,.'!'..,.l.l?.,....,'...,.. m/z 68.10 42.11%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 33.09%
38 44
OH'WL“ww!“JL'w'“!P““l“'w'“'w““ S SSABIBRABINS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
A L IR LR
7.20 7.40 7.60 7.80
5000 97 m/z 66.10 29.28%
70
31
o e O | T e | 105 me |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.05 19.36%
5000
33 44 g7 105
58 e ||
O T e T
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80

8270-BG102119.M Thu Nov 21 16:26:21 2019 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112019\
Data File : BG043730.D

Acq On : 20 Nov 2019 16:33

Operator : JU

Sample - K5904-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.15 14.8 ng 120323 1 7.99 162503 20.0
2-Pentanone, 4-hy... 5.09 20.6 ng 167698 1 7.99 162503 20.0
unknown7 .53 7.53 121.2 ng 984883 1 7.99 162503 20.0
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