LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG042117\
Data File : BG026689.D

Aca On : 21 Apr 2017 16:52

Operator : SJ/MA

Sample - PB98386BL

Misc :

ALS Vial : 3 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-BG041817.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 5.127 341 347 359 rVB 250245 371625 2.94% 0.616%
2 5.615 423 430 442 rBVY 2720024 4344045 34.34% 7.205%
3 7.219 694 703 717 rBVY 2527937 4342262 34.33% 7.202%
4 7.571 756 763 780 rBVY 2775716 4759553 37.63% 7.894%
5 8.029 833 841 850 rBV 532717 901173 7.12% 1.495%

8.353 887 896 906 rBV 2126876 3703769 29.28% 6.143%
9.187 1030 1038 1050 rBV 1513066 2673506 21.14% 4._434%
740384 1362132 10.77% 2.259%
13.265 1724 1732 1745 rBV 4650363 7411864 58.60% 12.293%
14.639 1959 1966 1982 rBV2 1239520 1958093 15.48% 3.248%
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11 16.120 2211 2218 2236 rBV 3925094 6344100 50.15% 10.522%
12 17.371 2424 2431 2441 rBV2 1858045 2754266 21.77% 4._.568%
13 19.974 2867 2874 2885 rBV 9090461 12649289 100.00% 20.979%
14 21.619 3147 3154 3163 rBV 2090092 3348526 26.47% 5.554%
15 24.792 3683 3694 3706 rBV2 1186168 3370914 26.65% 5.591%

Sum of corrected areas: 60295117
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026689.D

Aca On : 21 Aor 2017 16:52

Operator : SJ/MA

Sample : PB98386BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041817 .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: BG026689.D
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Abundance TIC: BG026689.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026689.D

Aca On : 21 Apr 2017 16:52

Operator : SJ/MA

Sample - PB98386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 8.25 ng 371625 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 348 (5.133 min): BG026689.D (-341) (-) m/z 43.10 100.00%
a3
5000
101
N EanE s
4.80 5.00 520 5.40
05 12 e e 28 Tm/z 59.10  85.15%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R L
480 5.00 520 5.40
m/z 101.10 30.76%
101
ul W
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
59
480 500 520 540
5000| 18 m/z 58.10 20.54%
"ﬁ?I""I'”'I""I""I""I""I""I'
mz-> 0 50 100 150 200 250 300 350 400
Abundance #40911: 1,8-Nonanediol, 8-methy!l- N e R ARy
59 480 5.00 520 5.40
m/z 41.10 9.41%
5000
...J‘,i.e‘??,.l??.,l%g...,.... —
m'z-> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026689.D

Aca On : 21 Apr 2017 16:52

Operator : SJ/MA

Sample - PB98386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 unknown7.57 Concentration Rank 1

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

7.57 105.63 ng 4759550 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 763 (7.571 min): BG026689.D (-756) (-) m/z 132.05 100.00%
132
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68
| % J 720 7.40 7.60 7.80 8.00
40 54 : . . . .
gl (7 87 LAOWS W Tm/z 134.05  34.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L AL I UL
7.20 7.40 7.60 7.80 8.00
21 51 78 m/z 68.10 34 .29%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 22.43%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EREmammass s
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 96.05 13.47%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. RPN 1
m/z--> 40 60 80 100 120 140 160 180 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\BG042117\
Data File : BG026689.D

Acq On : 21 Apr 2017 16:52

Operator : SJ/MA

Sample - PB98386BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041817 .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... 5.13 8.3 ng 371625 1 8.03 901173 20.0
unknown? .57 7.57 105.6 ng 4759550 1 8.03 901173 20.0
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