LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103259.D

Aca On : 27 Feb 2018 13:35

Operator : SJ/JU

Sample : PB106864BL

Misc :

ALS Vial : 5 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-BF022218.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 2.181 12 16 22 rVB 30885 44339 1.22% 0.140%
2 5.116 512 515 530 rVB 87055 124830 3.45% 0.395%
3 5.498 576 580 600 rBY 3269914 3557607 98.22% 11.256%
4 6.504 746 751 754 rBVY 3019894 3306893 91.30% 10.463%
5 6.645 770 775 778 rBVY 3441448 3355045 92.63% 10.615%

6.869 809 813 819 rBV 1028335 841633 23.24% 2.663%
7.028 835 840 843 rBV 2938259 2661128 73.47% 8.420%
7.434 904 909 923 rBV 2112915 2354827 65.02% 7.451%
8.151 1027 1031 1046 rBV 1133627 1160291 32.04% 3.671%
9.228 1209 1214 1217 rBV 3595024 3621944 100.00% 11.460%

=
QO ~NO®

11 9.910 1325 1330 1343 rVB 1329907 1246187 34.41% 3.943%
12 10.704 1460 1465 1479 rBV 2083373 2209330 61.00% 6.990%
13 11.398 1580 1583 1601 rVB 1184779 1250543 34.53% 3.957%
14 12.992 1848 1854 1857 rBV 3202029 3526620 97.37% 11.158%
15 14.051 2029 2034 2043 rBV 1208895 1223380 33.78% 3.871%

16 15.545 2282 2288 2297 rBV 717142 1120580 30.94% 3.546%

Sum of corrected areas: 31605177
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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

Z:\HPCHEMI\BNA F\DATA\BF022718\

BF103259.D

27 Feb 2018 13:35

SJ/Ju

PB106864BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103259.D

Aca On : 27 Feb 2018 13:35

Operator : SJ/JU

Sample : PB106864BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.12 2.97 ng 124830 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 516 (5.122 min): BF103259.D (-512) (-) m/z 42.95 100.00%
43
59
5000
e e 2o o
83 : - :
Ol el el S "m/z 59.00 63.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 19.95%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 18.55%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- O RE T e
50 4.80 500 5.20 5.40
m/z 41.00 9.58%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103259.D

Aca On : 27 Feb 2018 13:35

Operator : SJ/JU

Sample : PB106864BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

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

6.65 79.73 ng 3355050 1,4-Dichlorobenzene-d4 6.87
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103259.D (-770) (-) m/z 132.00 100.00%
32
5000
68
‘ % " 640 6.60 6.80 7.00
40 75 104 : : :
0 ..,....,....,....:-:.‘.‘?,::..??.I.' et b el | m/Zz 134.00  33.09%
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 IR IS L R
6.40 6.60 6.80 7.00
78 m/z 68.00 31.31%
31 4
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
S AR ARSI R
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.35%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L LB L B
132 6.40 6.60 6.80 7.00
m/z 96.00 12.14%
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 : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103259.D

Acq On : 27 Feb 2018 13:35

Operator : SJ/JU

Sample : PB106864BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.12 3.0 ng 124830 1 6.87 841633 20.0
unknown6 .65 6.65 79.7 ng 3355050 1 6.87 841633 20.0
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