LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093608.D

Aca On : 13 Mar 2017 15:40

Operator : SJ/MA

Sample : PB97540BL

Misc :

ALS Vial : 4 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-BF030717.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

4._.859 257 260 279 rBV 682654 1394232 29.02% 3.448%
5.304 297 299 320 rBV 3751748 4804823 100.00% 11.882%
rvB 39330 60114 1.25% 0.149%
6.367 390 392 400 rBV 4216518 4684298 97.49% 11.584%
6.482 400 402 404 rBV 3732860 4411319 91.81% 10.909%
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6.710 420 422 430 rVB 795764 1057150 22.00% 2.614%
6.859 433 435 447 rBV 3484040 3390556 70.57% 8.385%
7.282 470 472 484 rBV 2954189 2986639 62.16% 7.386%
8.002 533 535 548 rBV 1223476 1424687 29.65% 3.523%
9.076 627 629 632 rBVY 3601109 4537607 94.44% 11.221%

=
QO ~NO®

11 9.762 686 689 691 rBV 1134279 1508030 31.39% 3.729%
12 10.551 756 758 761 rBV 2160452 2433641 50.65% 6.018%
13 11.248 817 819 831 rBV 1597464 1536993 31.99% 3.801%
14 12.837 955 958 960 rBV 4125520 4113532 85.61% 10.173%
15 13.900 1048 1051 1060 rBV 858247 1196115 24.89%% 2.958%

16 15.305 1171 1174 1184 rBV 593866 897981 18.69% 2.221%

Sum of corrected areas: 40437717
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031317\

BF093608.D

13 Mar 2017 15:40

SJ/MA

PB97540BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093608.D

Aca On : 13 Mar 2017 15:40

Operator : SJ/MA

Sample : PB97540BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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._86 26.38 ng 1394230 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
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 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 260 (4.859 min): BF093608.D (-257) (-) m/z 43.05 100.00%
43.0
59.1
5000
| oo sa1 1°|“ 460 480 500 520
o e e R e e m/z 59.10 55.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 460 4.80 5.00 5.20
0
150 a0 1010 m/z 101.10 16.39%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 5.00 5.20
5000 41.0 m/z 58.05 15.79%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- L e o e
54.0 460 4.80 5.00 5.20
m/z 41.05 8.41%
5000
410 101.0
oL 150 30 Tls00, | 690 830 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093608.D

Aca On : 13 Mar 2017 15:40

Operator : SJ/MA

Sample : PB97540BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.48 Concentration Rank 1

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

6.48 83.46 ng 4411320 1,4-Dichlorobenzene-d4 6.71
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 402 (6.482 min): BF093608.D (-400) (-) m/z 132.10 100.00%
13R.1
5000 68.0
00 510 || g0 o "% ok 650 6B
Obrrprrrrprrrr e i ot b b || M/Z 68.05  38.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR LR R L
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 33.18%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.05 24.99%
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
Abundance #14006: 5-Aminoindole R E e o REa T
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.01%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093608.D

Acq On : 13 Mar 2017 15:40

Operator : SJ/MA

Sample : PB97540BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.86 26.4 ng 1394230 1 6.71 1057150 20.0
unknown6 .48 6.48 83.5 ng 4411320 1 6.71 1057150 20.0
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