LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032961.D

Aca On : 3 Mar 2018 00:47

Operator : SJ/JU

Sample : PB107023BL

Misc :

ALS Vial : 16 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.341 6 9 19 rVB 22666 34647 1.17% 0.211%
2 3.511 33 38 48 rVB4 13460 30453 1.03% 0.185%
3 5.820 425 431 441 rBV3 19415 33545 1.14% 0.204%
4 6.331 510 518 529 rBV 777530 1342398 45.43% 8.157%
5 8.011 794 804 815 rBV 765924 1429753 48.39% 8.688%

8.422 866 874 883 rBvV 756623 1398477 47.33% 8.498%
8.916 950 958 966 rVB 190402 335295 11.35% 2.037%
9.251 1007 1015 1025 rVB 565444 1040786 35.22% 6.324%
10.114 1151 1162 1174 rBV 449272 836708 28.32% 5.084%
11.800 1440 1449 1457 rBV 266565 497795 16.85% 3.025%

=
QO ~NO®

11 14.162 1842 1851 1858 rBV 1184467 1934900 65.49% 11.757%
12 15.530 2077 2084 2092 rVB2 400767 662722 22.43% 4.027%
13 16.999 2328 2334 2349 rBvV 858971 1346488 45.57% 8.182%
14 18.256 2541 2548 2560 rBV2 535643 854137 28.91% 5.190%
15 20.776 2971 2977 2988 rBV 2259240 2954694 100.00% 17.954%

16 22.615 3281 3290 3302 rBV2 464083 905708 30.65% 5.504%
17 26.422 3925 3938 3957 rBv2 211792 818259 27.69% 4.972%

Sum of corrected areas: 16456765
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032961.D
Aca On : 3 Mar 2018 00:47
Operator : SJ/JU
Sample - PB107023BL
Misc :
ALS Vial : 16 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG032961.D
2000000
1500000
1000000
6.33 8.01 8.42
9.25
500000 10.11
8.02 11.80
G.33451 5.82
Time--> 3%0 460 4%0 560 5%0 abo aéo 7bo 7%0 8bo 8.50 gbo 9.50 10.00 10.50 11.00 11.50 12.00 12%0 !
Abundance TIC: BG032961.D
2078
2000000
1500000
14.16
1000000 17.00
18.26
500000 1553 22.61
O e e T T e o o o o R T S I 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: BG032961.D
2000000
1500000
1000000
500000
26.42
R i R B A B LT B R R i R 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:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032961.D

Aca On : 3 Mar 2018 00:47

Operator : SJ/JU

Sample : PB107023BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Propane, 2,2-dimethoxy- Concentration Rank 3

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

3.34 2.07 ng 34647 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 35
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Ethanol. 2-(1-methvlethoxv)- 104 C5H1202 000109-59-1 9
5 Malic Acid 134 C4H605 006915-15-7 9

Abundance Scan 9 (3.341 min): BG032961.D (-6) (-) m/z 73.05 100.00%
73
43
5000
89
55 3.40 3.50 3.60 3.70 3.80
Ol 88 8 | "m/z 43.05 66.32%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 RS UL U RS U
3.40 3.50 3.60 3.70 3.80
89 m/z 89.05 27 .73%
o 26 38 a5 I
"'I""I”"I""P"'I""P"'I""P"'I"'W
m/z--> 10 20 40 50 60 70 80 90
Abundance
43 B
30 340 350 3.60 3.70 3.80
5000 58 m/z 45.05 8.59%
15
e S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #733: N-Ethylformamide e e
30 73 3.40 3.50 3.60 3.70 3.80
m/z 42.05 8.34%
5000
58
44
m/z--> 10 20 30 4'0 5'0 60 7'0 80 %0 ' 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032961.D

Aca On : 3 Mar 2018 00:47

Operator : SJ/JU

Sample : PB107023BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.82 2.00 ng 33545 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 431 (5.820 min): BG032961.D (-425) (-) m/z 43.05 100.00%
43
59
5000
51 | i 540 560 580 6.00 6.20
Obrrr el sl e e || M/Z 59.05  55.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS LSS LR S
59 5.40 5.60 5.80 6.00 6.20
m/z 58.00 15.38%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
540 560 5.80 6.00 6.20
5000 m/z 100.95 13.51%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl- T B B
50 540 560 5.80 6.00 6.20
m/z 41.05 12.08%
5000
87
O |'ﬁ?'| "'Mth "Jith' '|??" i""|7?"'|' HREUNIEE B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032961.D

Aca On : 3 Mar 2018 00:47

Operator : SJ/JU

Sample : PB107023BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 83.42 ng 1398480 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 874 (8.422 min): BG032961.D (-866) (-) m/z 131.95 100.00%
32
5000 68
54 | 75 103 8.00 8.20 8.40 8.60 8.80
0.,....,...:! .‘.‘?,....6?...|,....,..f.‘?,..!.,.:..,.1.1.5.,....,'...,... m/z 68.05 41.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 P
8.00 8.20 8.40 8.60 8.80
78 m/z 133.95 32.01%
ta o
O T T P T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 8.20 840 8.60 8.80
5000 67 m/z 66.05 27.38%
41 97
53 117
79
0 '|""|§€'|""|'"§9"'|""|"'§?""|}Pﬁl'"'l%?%'l""l“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 16.59%
117
5000
39 91
51 65
A O - R TSN 1 - [N U G | S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030218\
Data File : BG032961.D

Acq On : 3 Mar 2018 00:47

Operator : SJ/JU

Sample : PB107023BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Propane, 2,2-dime... 3.34 2.1 ng 34647 1 8.92 335295 20.0
2-Pentanone, 4-hy... 5.82 2.0 ng 33545 1 8.92 335295 20.0
unknown8 .42 8.42 83.4 ng 1398480 1 8.92 335295 20.0
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