LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103828.D

Aca On : 21 Mar 2018 3:51

Operator : JU/SJ

Sample : PB107522BL

Misc :

ALS Vial : 29 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 F\METHODS\8270-BF031518.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 5.228 528 534 543 rBV 142724 188392 4._.46% 0.577%
2 5.604 592 598 601 rBY 3318678 3783180 89.56% 11.592%
3 6.592 760 766 769 rBVY 3204821 3635091 86.05% 11.138%
4 6.739 786 791 795 rBVY 3507153 3733596 88.38% 11.440%
5 6.969 826 830 834 rBVY 1162886 948807 22.46% 2.907%

7.128 853 857 860 rBV 3216195 2980916 70.57% 9.134%
7.533 920 926 929 rBV 2289459 2335397 55.29% 7.156%
8.251 1043 1048 1052 rBV 1402853 1222138 28.93% 3.745%
4289331 4224258 100.00% 12.944%
10.010 1343 1347 1351 rBV 1409350 1362544 32.26% 4_.175%
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11 10.804 1477 1482 1485 rBV 2209071 2107962 49.90% 6.459%
12 11.504 1597 1601 1605 rBV 1381344 1175094 27.82% 3.601%
13 12.898 1834 1838 1841 rBV 63317 48996 1.16% 0.150%
14 13.092 1867 1871 1875 rBV 3235752 3197141 75.69% 9.796%
15 14.157 2048 2052 2056 rBV 1046153 914820 21.66% 2.803%

16 15.692 2308 2313 2322 rBV 588028 777243 18.40% 2.382%

Sum of corrected areas: 32635575
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF032018\

BF
21
Ju
PB

29

103828.D
Mar 2018
/SJ

107522BL

3:51

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103828.D

Aca On : 21 Mar 2018 3:51

Operator : JU/SJ

Sample : PB107522BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.23 3.97 ng 188392 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 534 (5.228 min): BF103828.D (-528) (-) m/z 43.00 100.00%
43
59
5000
T 450 550 500 540 850
o....,....',':..~:~|,....,8~.3...-,|....,....,....,....,....,?97.. m/z 59.00 57.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR S I
480 5.00 520 5.40 5.60
59 m/z 101.00 20.64%
o H 6o 83
G R S I I I L B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 17.32%
29 101
o 15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- e EREamy aEEEE A
50 480 5.00 520 5.40 5.60
m/z 41.00 9.31%
5000 101
27 42 116
0....|....|......7.3.|8.4...|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF032018\
Data File : BF103828.D

Aca On : 21 Mar 2018 3:51

Operator : JU/SJ

Sample : PB107522BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 1

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

6.74 78.70 ng 3733600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103828.D (-786) (-) m/z 132.00 100.00%
32
5000 68
40 | e 6.40 6.60 6.80 7.00
54 75 104 . . . .
0 ..,....,....,....,".'..?,::..??...' SN -1 A W . [ N m/z 68.10 40.66%
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 BRI SRR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.58%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.62%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L B LB
132 6.40 6.60 6.80 7.00
m/z 69.10 15.92%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032018\
Data File : BF103828.D

Acq On : 21 Mar 2018 3:51

Operator : JU/SJ

Sample : PB107522BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.23 4.0 ng 188392 1 6.97 948807 20.0
unknown6 .74 6.74 78.7 ng 3733600 1 6.97 948807 20.0
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