LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\

Data File : BG033090.D

Aca On - 12 Mar 2018 15:32 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

agmple : J1868-04 oam1&ﬂog$4bs
isc :

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:\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 3.512 32 38 51 rvB 75575 157892 4_.93% 1.154%
2 5.814 425 430 438 rVB 22397 37091 1.16% 0.271%
3 6.320 509 516 528 rBV 237507 404017 12.63% 2.953%
4 8.000 794 802 814 rBV 148950 276593 8.64% 2.022%
5 8.417 864 873 885 rBV 459589 823457 25.73% 6.019%
6 8.910 947 957 966 rBV 144318 261789 8.18% 1.913%
7 9.245 1006 1014 1024 rBV 598451 1086771 33.96% 7.943%
8 10.109 1151 1161 1172 rBV 530612 1006519 31.45% 7.357%
9 11.795 1439 1448 1459 rBV 214344 397734 12.43% 2.907%
10 14.150 1841 1849 1860 rBY 1450886 2224348 69.51% 16.258%
11 14.943 1977 1984 1988 rBvV 35765 53692 1.68% 0.392%
12 15.525 2077 2083 2094 rVB2 325305 545264 17 .04% 3.985%
13 16.289 2209 2213 2218 rVB2 29805 39912 1.25% 0.292%
14 16.993 2326 2333 2344 rBvV 674957 1091504 34.11% 7.978%
15 17.140 2354 2358 2367 rBV 25460 42709 1.33% 0.312%

16 18.251 2540 2547 2560 rVB 425983 676125 21.13% 4.942%
17 19.044 2677 2682 2691 rBV3 19592 34043 1.06% 0.249%
18 20.765 2969 2975 2988 rBV 2254439 3200068 100.00% 23.390%
19 22.604 3280 3288 3299 rBv2 357322 705849 22.06% 5.159%
20 26.404 3923 3935 3952 rBV 164151 616257 19.26% 4._.504%

Sum of corrected areas: 13681634
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033090.D

Aca On : 12 Mar 2018 15:32

Operator : SJ/JU

Sample : J1868-04

Misc :

ALS Vial : 8 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

Abundance TIC: BG033090.D
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Time--> 3.50 4.00 4.50 500 550 6.00 650 700 7.50 8.00 850 9.00 9.50 1000 10.50 1100 1150 1200 12.50
Abundance TIC: BG033090.D
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Abundance TIC: BG033090.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033090.D

Aca On : 12 Mar 2018 15:32

Operator : SJ/JU

Sample : J1868-04

Misc :

ALS Vial : 8 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.

5.81 2.83 ng 37091 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Formic acid. chloro-. (3.4.4-tri... 194 C7H11Cl104 107323-92-2 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 429 (5.809 min): BG033090.D (-425) (-) m/z 43.00 100.00%
43
59
5000
o | o “l’l 540 560 580 6.00 6.20
O m/z 59.05 53.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SRR AR AR
59 5.40 5.60 5.80 6.00 6.20
m/z 58.05 16.19%
15 31 ‘ 101
0'”VJ“v“”ﬂ“w““%L“|““w'“ﬁiw'“wL'WH“l““w'“w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
540 5.60 5.80 6.00 6.20
5000 m/z 101.05 14 .49%
. 29 55 83 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #56651: Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxeta... T B B
43 540 5.60 5.80 6.00 6.20
m/z 41.05 8.17%
5000
58
0 36, (|, 51 || | 77 93 100 121128 136
m/z--> 10 20 30 Jo 50 60 70 80 90 160 110 120 130 140 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033090.D

Aca On : 12 Mar 2018 15:32

Operator : SJ/JU

Sample : J1868-04

Misc :

ALS Vial : 8 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 2

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

8.42 62.91 ng 823457 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 874 (8.423 min): BG033090.D (-864) (-) m/z 131.95 100.00%
32
5000 68
96 IARBE RAREE BARBE RS S
47 54 61 | | B g | 103 8.00 8.20 8.40 8.60 8.80
0 ..,....,....,...:,“.'..:,. A5 TR PR /NSNS SBR[ M. m/z 68.05 41.25%
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
5000 AL R RN R
8.00 8.20 8.40 8.60 8.80
3 78 m/z 133.95 32.84%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 840 8.60 8.80
5000 m/z 66.05 27 .62%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AN REEAS man L
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 16.73%
5000 6
41 97
53 117
0..,.”.,.”.,?ﬂ.hj..4MM.W.MMJP.MUﬂ”.é?.L.,}Pﬁl..jw%%?.,t.. N UL LR R
m/z--> 10 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\BG031218\
Data File : BG033090.D

Acq On : 12 Mar 2018 15:32

Operator : SJ/JU

Sample - J1868-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
2-Pentanone, 4-hy... 5.81 2.8 ng 37091 1 8.91 261789 20.0
unknown8 .42 8.42 62.9 ng 823457 1 8.91 261789 20.0
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