LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096908.D

Aca On : 20 Jul 2017 16:22

Operator : SJ/JU

Sample : PB100793BL

Misc :

ALS Vial : 7 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-BF071317.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 4.746 464 469 485 rBV 233703 359395 11.45% 1.473%
2 5.181 538 543 546 rBY 2592338 2750206 87.59% 11.269%
3 6.222 715 720 723 rBVY 2455056 2819782 89.80% 11.554%
4 6.340 735 740 743 rBVY 2602878 2725693 86.81% 11.169%
5 6.569 775 779 785 rBV 622307 544012 17.33% 2.229%

6.728 801 806 809 rBV 2234113 2216189 70.58% 9.081%
7.134 869 875 878 rBV 1864473 1891241 60.23% 7.749%
7.851 992 997 1000 rBV 857511 823589 26.23% 3.375%
2760301 3139942 100.00% 12.866%
9.598 1289 1294 1298 rBV 807962 753508 24 .00% 3.088%
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11 10.386 1422 1428 1431 rBV 1708994 1745302 55.58% 7.151%
12 11.075 1540 1545 1548 rBV 909952 827624 26.36% 3.391%
13 12.663 1810 1815 1818 rBV2 2488878 2725199 86.79% 11.167%
14 13.698 1987 1991 1995 rBV 739371 664650 21.17% 2.723%
15 15.063 2219 2223 2229 rVB 353583 418391 13.32% 1.714%

Sum of corrected areas: 24404723
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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\BFO072017\
BF096908.D

20 Jul 2017 16:22

SJ/JU

PB100793BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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\BF072017\
Data File : BF096908.D

Aca On : 20 Jul 2017 16:22

Operator : SJ/JU

Sample : PB100793BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4.75 13.21 ng 359395 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 470 (4.751 min): BF096908.D (-464) (-) m/z 43.00 100.00%
43.0
59.0 ﬂ\
5000
| oy T 4k abo 580
ARSI ¥ SRSMIRMESY  | PERRSSSR L S N HE— m/z 59.00 52.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T ko 4o s
0
150 a0 1010 m/z 58.00 14.21%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 4.80 500
5000 m/z 101.10 14_.17%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B A
59.0 4.40 4.60 4.80 5.00
m/z 41.00 8.94%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096908.D

Aca On : 20 Jul 2017 16:22

Operator : SJ/JU

Sample : PB100793BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.34 Concentration Rank 1

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

6.34 100.21 ng 2725690 1,4-Dichlorobenzene-d4 6.57
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 C6H9CIO 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 740 (6.340 min): BF096908.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 USSR SRR SRR SRR
401 540 | 6.00 620 6.40 6.60
S TP e X B 1B N m/z 68.10 40.25%
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 R
5000 SR SRS RS
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.16%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 67.0 m/z 66.00 26.30%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L B L L |
132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.51%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072017\
Data File : BF096908.D

Acq On : 20 Jul 2017 16:22

Operator : SJ/JU

Sample : PB100793BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.75 13.2 ng 359395 1 6.57 544012 20.0
unknown6 .34 6.34 100.2 ng 2725690 1 6.57 544012 20.0
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