LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092737.D

Aca On : 2 Feb 2017 16:10

Operator : SJ/MA

Sample : PB96670BL

Misc :

ALS Vial : 3 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-BF013017.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 5.127 263 266 274 rBVY 1608951 2248404 41.21% 5.182%
2 5.550 300 303 306 rBVY 4118451 4350858 79.74% 10.028%
3 6.579 390 393 395 rBVY 4123635 4480808 82.12% 10.327%
4 6.705 401 404 407 rBV 3893420 4560152 83.57% 10.510%
5 6.933 422 424 427 rBV 1172367 1007741 18.47% 2.323%

7.093 435 438 441 rBV 3705351 3434872 62.95% 7.917%
7.505 471 474 476 rBV 3035835 3198689 58.62% 7.372%
1490131 1411631 25.87% 3.254%
9.299 628 631 634 rBVY 3609928 5456587 100.00% 12.576%
9.985 688 691 693 rBV 1123307 1411392 25.87% 3.253%
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11 10.774 756 760 762 rBV 2435815 2903722 53.21% 6.692%
12 11.459 818 820 823 rBV 1437687 1431856 26.24% 3.300%
13 13.048 956 959 962 rBV 4006907 4838061 88.66% 11.151%
14 14.100 1048 1051 1053 rBV 1547229 1412317 25.88% 3.255%
15 15.563 1176 1179 1187 rVB 953363 1240983 22.74% 2.860%

Sum of corrected areas: 43388073
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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\BF020217\

BF092737.D

2 Feb 2017 16:10

SJ/MA

PB96670BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092737.D

Aca On : 2 Feb 2017 16:10

Operator : SJ/MA

Sample : PB96670BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.13 44_.62 ng 2248400 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
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 32

Abundance Scan 266 (5.127 min): BF092737.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
| w0 e O W50 5bo 520 a0
SRRSO 1 ASESESSUSEUIS MBS 5 R RSOSSN m/z 59.10 54.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 TH 5o 520 S
0,
150 a0 1010 m/z 58.10 15.64%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 101.10 14 .94%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e R ma
59.0 4.80 500 5.20 5.40
m/z 41.10 8.98%
5000 41.0
31.0
‘ 69.0 870
15.0 ‘\‘ L1500l ‘ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\
Data File : BF092737.D

Aca On : 2 Feb 2017 16:10

Operator : SJ/MA

Sample : PB96670BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.70 Concentration Rank 1

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

6.70 90.50 ng 4560150 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 404 (6.705 min): BF092737.D (-401) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.1 96|-1 o 640 6.60 6.80 7.00
R e m/z 68.10 45_.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL U I
6.40 6.60 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.57%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 29.77%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.24%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| R B R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\
Data File : BF092737.D

Acq On : 2 Feb 2017 16:10

Operator : SJ/MA

Sample : PB96670BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.13 44 .6 ng 2248400 1 6.93 1007740 20.0
unknown6.70 6.70 90.5 ng 4560150 1 6.93 1007740 20.0
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