LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089395.D

Acq On 29 Jul 2016 6:55

Operator : UM/SJ

Sample : PB92528BL

Misc :

ALS Vial : 28 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-BF072716_.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

1.678 6 8 52 rvB 705034 1604534 100.00% 12.709%
4.661 266 269 279 rVB 35955 75743 4.72% 0.600%
rBvV 1150998 1353399 84.35% 10.720%
6.193 400 403 405 rBvV 796902 1257583 78.38% 9.961%
6.296 410 412 414 rBV 1407267 1454371 90.64% 11.519%
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6.524 430 432 437 rBvY 246882 255607 15.93% 2.025%
6.673 443 445 448 rBvY 745690 1081559 67.41% 8.566%
7.096 480 482 500 rBvV 632876 836445 52.13% 6.625%
7.816 542 545 547 rBV 218556 323041 20.13% 2.559%
8.890 636 639 642 rBV 1541259 1474572 91.90% 11.679%
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11 9.553 695 697 700 rBvV 405122 361420 22.52% 2.863%
12 10.342 764 766 778 rBB 692347 699130 43.57% 5.537%
13 11.028 824 826 839 rBV 302325 297115 18.52% 2.353%
14 12.605 962 964 967 rBV 749684 1079828 67.30% 8.553%
15 13.645 1053 1055 1069 rBvV 262222 258960 16.14% 2.051%

16 14.982 1169 1172 1175 rBV 176875 212186 13.22% 1.681%

Sum of corrected areas: 12625493
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089395.D

Acq On 29 Jul 2016 6:55

Operator : UM/SJ

Sample : PB92528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089395.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089395.D

Acq On 29 Jul 2016 6:55

Operator : UM/SJ

Sample : PB92528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.66 5.93 ng 75743 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 269 (4.661 min): BF089395.D (-266) (-) m/z 43.10 100.00%
43
59
5000
101 )
49 | 83 4.40 4.60 4.80 5.00
S | P MOV S SN m/z 59.10 66.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U IR L UL IR
4.40 4.60 4.80 5.00
59 m/z 101.10 25.41%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 500
5000 41 m/z 58.10 16.91%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone EEmm e ERRRE TR
43 4.40 4.60 4.80 5.00
m/z 41.10 10.19%
5000 101
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.l..,.?“?.,;...,. RN B —
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089395.D

Acq On 29 Jul 2016 6:55

Operator : UM/SJ

Sample : PB92528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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 3 unknown6.30 Concentration Rank 2

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

6.30 113.80 ng 1454370 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 412 (6.296 min): BF089395.D (-410) (-) m/z 132.00 100.00%
132
5000 68 k
40 ¥ J 600 620 640 6.60
54
Qe [ asus W Wiz 68.10 41.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
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78 m/z 134.00 32.90%
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Abundance
132
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m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60

m/z 69.10 17.26%
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m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6. 40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072916\
Data File : BF089395.D

Acq On 29 Jul 2016 6:55

Operator : UM/SJ

Sample : PB92528BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.66 5.9 ng 75743 1 6.52 255607 20.0
unknown6 .30 6.30 113.8 ng 1454370 1 6.52 255607 20.0
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