LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043675.D

Aca On : 18 Nov 2019 16:17

Operator :© JU

Sample : PB124780BL

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-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
1 3.154 6 11 29 rvB 232741 388096 14.87% 3.976%
2 5.099 336 342 350 rBV 36149 60215 2.31% 0.617%
3 5.587 417 425 440 rBV 188238 346633 13.28% 3.551%
4 7.191 691 698 707 rBV 110505 220257 8.44% 2.257%
5 7.537 750 757 769 rBV 363601 666530 25.54% 6.829%

7.990 826 834 843 rBV 82444 145348 5.57% 1.489%
8.313 879 889 903 rBV 347921 642560 24.62% 6.583%
9.159 1025 1033 1046 rBvV 202999 449737 17.23% 4.608%
10.804 1304 1313 1323 rBV 69771 165349 6.34% 1.694%
13.248 1721 1729 1744 rBV 700253 1233150 47.25% 12.634%

=
QO ~NO®

11 14.623 1957 1963 1980 rBV 147405 276662 10.60% 2.835%
12 16.116 2210 2217 2239 rBV 603082 1107509 42.44% 11.347%
13 17.373 2423 2431 2447 rBV 181472 364337 13.96% 3.733%
14 19.982 2869 2875 2894 rBV 1902989 2609810 100.00% 26.739%
15 21.639 3150 3157 3173 rBV 239552 510315 19.55% 5.228%

16 24.277 3600 3606 3614 rVB 9763 26315 1.01% 0.270%

17 24.817 3688 3698 3714 rBV2 164700 521194 19.97% 5.340%

18 25.534 3813 3820 3826 rBV9 10084 26471 1.01% 0.271%
Sum of corrected areas: 9760488
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043675.D

Aca On : 18 Nov 2019 16:17

Operator : JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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: BG043675.D

1500000

1000000

500000
7.54 8.31
5.59 9.16
5.10 719 7.99 10.80

L L L M

Time--> 3.50 400 450 500 550 600 650 700 750 8.00 8.50 900 950 1000 1050 1100 11.50 1200 1250
Abundance TIC: BG043675.D

.15

19,98

1500000

1000000

13.25
16.12

500000

21.64
14.62 17.37

O T T T T T T T T T T T T T T T T T T T T T T R R T T P e e T

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: BG043675.D

1500000

1000000

500000

24.82
24.28 A 25.53

R L AR e e L B RBARE RAELL LEL s s

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\BG111819\
Data File : BG043675.D

Aca On : 18 Nov 2019 16:17

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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 3

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

3.15 53.40 ng 388096 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 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 25

Abundance Scan 10 (3.148 min): BG043675.D (-6) (-) m/z 73.05 100.00%
3
5000 43
55 87
R A
3.20 3.30 3.40 3.50 3.60
0 ..,....,....,...3’?,|.'.'..5,°.~.‘.-.',.??.,'.:..,....,....,... m/z 43.10 44.58%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 27.99%
o ,ﬁg 35 .L‘I 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 27 .15%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.80%
5000 43 j\
58
0"|"”|"Hh“"'H*"|”"|'”'|'*”|"Jw""w" RS UL A UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 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\BG111819\
Data File : BG043675.D

Aca On : 18 Nov 2019 16:17

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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 4

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

5.10 8.29 ng 60215 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 16

Abundance Scan 342 (5.099 min): BG043675.D (-336) (-) m/z 43.10 100.00%
43
59
5000
101 et v A
83 480 5.00 5.20 5.40
O e 22l T 8 . m/z 59.10 63.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L I UL I
59 480 500 520 5.40
m/z 101.10 22.79%
15 31 101
o 25,70 37, 53, | 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.05 11.51%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43 480 5.00 5.20 5.40
m/z 41.10 9.41%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111819\
Data File : BG043675.D

Aca On : 18 Nov 2019 16:17

Operator :© JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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 unknown7.54 Concentration Rank 1

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

7.54 91.72 ng 666530 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 757 (7.537 min): BG043675.D (-750) (-) m/z 132.00 100.00%
132

:

5000 68
96
40 - 54 ¢ 5 g 103 7.20 7.40 7.60 7.80
01 m/z 68.10 38.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI L L L L L L L L L O

7.20 7.40 7.60 7.80
m/z 134.00 33.67%

31
o 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 104 7.20 7.40 7.60 7.80
5000 m/z 66.10 29.69%
78
31 4 51
0 ‘ 1 ‘ N |
T R R T R e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.20 7.40 7.60 7.80
m/z 69.10 19.71%
5000

>

63
15 28 39 5 °F 77 90 104 4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111819\
Data File : BG043675.D

Acq On : 18 Nov 2019 16:17

Operator : JU

Sample : PB124780BL

Misc :

ALS Vial : 4 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 53.4 ng 388096 1 7.99 145348 20.0
2-Pentanone, 4-hy... 5.10 8.3 ng 60215 1 7.99 145348 20.0
unknown? .54 7.54 91.7 ng 666530 1 7.99 145348 20.0
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