LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095714.D

Acq On : 6 Jun 2017 17:53

Operator : SJ/MA

Sample : PB99510BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF060517 .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 height area % max. total

4.622 512 516 544 rBV2 58180 183687 6.51% 0.896%
5.287 624 629 661 rBV 1265307 2092770 74.22% 10.210%
rBvV 1333236 2018667 71.59% 9.848%
7.039 922 927 943 rVB 1659852 2289801 81.21% 11.171%
7.381 981 985 999 rBvV 406588 524150 18.59% 2.557%
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7.616 1020 1025 1043 rBV 1240549 1726678 61.24% 8.424%
8.298 1135 1141 1168 rBV 882344 1311322 46.51% 6.397%
9.410 1326 1330 1353 rBvV 527784 746190 26.46% 3.640%
11.192 1626 1633 1648 rBVY 1782285 2819661 100.00% 13.756%
12.233 1804 1810 1824 rBB2 651855 876582 31.09% 4._.276%
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11 13.527 2025 2030 2045 rBV 1005607 1409306 49.98% 6.875%
12 14.627 2212 2217 2237 rBV 663059 878101 31.14% 4.284%
13 17.003 2615 2621 2625 rBV 1906967 2497197 88.56% 12.183%
14 18.339 2844 2848 2867 rBV 565757 664287 23.56% 3.241%
15 20.009 3128 3132 3147 rBV 315278 459738 16.30% 2.243%

Sum of corrected areas: 20498137
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095714.D

Acq On : 6 Jun 2017 17:53

Operator : SJ/MA

Sample : PB99510BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095714.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095714.D

Acq On : 6 Jun 2017 17:53

Operator : SJ/MA

Sample : PB99510BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.62 7.01 ng 183687 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 2-Nonanone 142 C9H180 000821-55-6 9

Abundance Scan 516 (4.622 min): BF095714.D (-512) (-) 43.10 100.00%
43
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ot b e e e e m/z 59.00 63.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
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43
420 440 4.60 4.80 500
5000 m/z 58.00 15.42%
55
o 21 37 a9 65 71 77 83 98
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Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R e B
43 420 440 460 4.80 5.00
m/z 41.10 9.79%
5000 57
- 101
0 1 <A 73
m/z--> 10 20 3'0 4'0 5'0 60 70 80 90 100 110 420 440 4.60 450 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095714.D

Acq On : 6 Jun 2017 17:53

Operator : SJ/MA

Sample : PB99510BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.04 Concentration Rank 1

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

7.04 87.37 ng 2289800 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 927 (7.039 min): BF095714.D (-922) (-) m/z 132.00 100.00%
5000 68
0 s |l 7o Pyons | ok T 7h T
Ol iyl £7 87 LMO1S L "m/z 68.05 37.98%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL UL R
6.80 7.00 7.20 7.40
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132
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Abundance #52379: Tranylcypromine-propionyl R
57 132 6.80 7.00 7.20 7.40
24 m/z 96.00 14 .34%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I |
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095714.D

Acq On : 6 Jun 2017 17:53

Operator : SJ/MA

Sample : PB99510BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.62 7.0 ng 183687 1 7.38 524150 20.0
unknown? .04 7.04 87.4 ng 2289800 1 7.38 524150 20.0
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