LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\

Data File : BG024025.D

Aca On : 19 Sep 2016 19:32 Instrument :
Operator - UM/SJ BNA_G

Sample - H4819-13 ClientSampleld :
Misc - YORK-MW11-06DUP
ALS Vial : 7 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:\HPCHEM1\BNA G\METHODS\8270-BG083116.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

5.125 385 389 394 rBvV2 74570 120469 1.91% 0.478%
5.607 465 471 482 rBV 477683 856522 13.59% 3.398%
rBv 319432 625533 9.92% 2.482%
7.586 801 808 817 rBV 934610 1683089 26.70% 6.678%
8.056 881 888 895 rBvV 176969 311724 4._95% 1.237%
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8.379 934 943 955 rBV 838733 1493827 23.70% 5.927%
9.237 1080 1089 1104 rBvV 769659 1511824 23.99% 5.999%
10.888 1363 1370 1383 rBVY 240780 483604 7.67% 1.919%
13.337 1780 1787 1802 rBVY 2306959 3661431 58.09% 14.528%
14_.177 1923 1930 1938 rBV2 132864 229703 3.64% 0.911%

=
QO ~NO®

11 14.730 2016 2024 2032 rBV 507149 796388 12.64% 3.160%
12 16.228 2272 2279 2294 rBV 2347873 3781327 59.99% 15.003%
13 17.496 2488 2495 2502 rBV 674729 1090031 17.29% 4_.325%
14 20.105 2933 2939 2951 rBV 4768668 6302745 100.00% 25.008%
15 21.802 3222 3228 3241 rBV 630655 1179717 18.72% 4.681%

16 25.151 3788 3798 3811 rVB 362543 1075144 17.06% 4._.266%

Sum of corrected areas: 25203078
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\

Data File : BG024025.D

Aca On : 19 Sep 2016 19:32

Operator : UM/SJ

ﬁ?ggle i H4819-13 YORK-MW11-06DUP
ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG083116.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: BG024025.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\

Data File : BG024025.D

Aca On : 19 Sep 2016 19:32

Operator : UM/SJ

a?ggle i H4819-13 YORK-MW11-06DUP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown5.12 Concentration Rank 3

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

5.12 7.73 ng 120469 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
3 3-0Octanol 130 C8H180 000589-98-0 33
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 244 C9H15F304 1000364-20-3 25

Abundance Scan 388 (5.119 min): BG024025.D (-385) (-) m/z 43.05 100.00%
48
5000
1ot Tak0 500 550 540
. .'.-,|...1.4,7.?7.9. 221248281 310 355 429 483 533 7z 59.05  58.28%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
5000 IS SRAE UR LE BARR
4.80 5.00 5.20 5.40
101 m/z 101.05 17.11%
AEE NN
L S L L W I L L WL WL W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
480 500 520 540
5000 m/z 39.95 14 .20%
15 101
O L B B W B B I N S R
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13627: 3-Octanol R Ea ARRREEEEE S
5 4.80 5.00 5.20 5.40
m/z 58.00 11.44%
5000
29 101
0‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091916\

Data File : BG024025.D

Aca On : 19 Sep 2016 19:32

Operator : UM/SJ

a?ggle i H4819-13 YORK-MW11-06DUP
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown7.59 Concentration Rank 1

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

7.59 107.99 ng 1683090 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 809 (7.592 min): BG024025.D (-801) (-) m/z 132.05 100.00%
132
68
5000
o A I o T T ko 7k 8bo
ol 164 207 267 313348 A AWM 20 'm/z 68.05 58.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R UL LR L
7.20 7.40 7.60 7.80 8.00
m/z 66.05 44 _74%

o

31
..‘”‘.‘,l.‘a“..,“....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 m/z 134.05 34.93%
33 105
70
oLt e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14770: Cyclopropanamine, 1-phenyl- A R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.05 28.63%

104
5000
7
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m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG091916\

Data File : BG024025.D

Acq On : 19 Sep 2016 19:32

Operator : UM/SJ

a?ggle i H4819-13 YORK-MW11-06DUP
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
unknown5.12 5.12 7.7 ng 120469 1 8.06 311724 20.0
unknown? .59 7.59 108.0 ng 1683090 1 8.06 311724 20.0
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