LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102755.D

Aca On : 5 Feb 2018 23:57

Operator : SJ/JU

Sample : PB106322BL

Misc :

ALS Vial : 28 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-BF020318.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 2.216 18 22 28 rvB 56328 84518 1.50% 0.189%
2 5.122 506 516 528 rBV 359822 497883 8.85% 1.111%
3 5.504 575 581 584 rBVY 4975209 5489389 97.58% 12.248%
4 6.510 745 752 754 rBV 4377122 5245972 93.25% 11.705%
5 6.651 771 776 779 rBVY 5068097 5308127 94.36% 11.844%

6.881 811 815 818 rBV 1484358 1208839 21.49% 2.697%
7.040 837 842 845 rVB 4380722 4120649 73.25% 9.194%
7.445 904 911 914 rBV 3220061 3519205 62.56% 7.852%
8.163 1028 1033 1036 rBV 1867232 1642864 29.20% 3.666%
9.239 1210 1216 1219 rBV 5519006 5625610 100.00% 12.552%

=
QO ~NO®

11 9.916 1326 1331 1335 rBV2 1847834 1667058 29.63% 3.720%
12 10.704 1460 1465 1469 rBV 2748734 2895971 51.48% 6.462%
13 11.404 1580 1584 1587 rBV 1752244 1427868 25.38% 3.186%
14 12.804 1819 1822 1825 rBV 107962 82517 1.47% 0.184%
15 12.992 1849 1854 1857 rBV 4081819 3929741 69.85% 8.768%

16 13.510 1939 1942 1946 rVB 73342 56734 1.01% 0.127%
17 14.039 2028 2032 2036 rBV 1108468 960651 17.08% 2.143%
18 15.516 2278 2283 2294 rBV 661315 935903 16.64% 2.088%

19 15.986 2359 2363 2369 rVB 34003 57183 1.02% 0.128%
20 16.504 2447 2451 2456 rVB3 37444 61002 1.08% 0.136%
Sum of corrected areas: 44817684
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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

U:\HPCHEM1I\BNA F\DATA\BF020518\

BF102755.D

5 Feb 2018 23:57

SJ/Ju

PB106322BL

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102755.D

Aca On : 5 Feb 2018 23:57

Operator : SJ/JU

Sample : PB106322BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 8.24 ng 497883 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 516 (5.122 min): BF102755.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AN S U LR
4.80 500 5.20 5.40
ol B0 289 | 17259 00 56.56W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L R I
59.0 480 500 520 540
m/z 57.95 16.57%
oL 70 | g0 1010
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 101.00 16.15%
50.0
2700 101.0
0"'I'”'I"”I"7§R"'I”"I'”'I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl- T s e e AR
59.0 480 500 5.20 5.40
m/z 41.00 9.07%
5000 41.0
“ 87.0
0'%%?“h'wm'“ﬂi'k'|'L"|“"|""w"'|"“|""|'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102755.D

Aca On : 5 Feb 2018 23:57

Operator : SJ/JU

Sample : PB106322BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 87.82 ng 5308130 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 776 (6.651 min): BF102755.D (-771) (-) m/z 131.95 100.00%
131.9
5000 68.0
00 500 || po 0 e ek ok 6ho 750
o 1T SO NS N R - .- M A1 N | N m/z 68.00 40.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IR IS L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.86%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.75%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 68.95 15.98%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 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 : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102755.D

Acq On : 5 Feb 2018 23:57

Operator : SJ/JU

Sample : PB106322BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8.2 ng 497883 1 6.88 1208840 20.0
unknown6 .65 6.65 87.8 ng 5308130 1 6.88 1208840 20.0
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