LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095126.D

Aca On : 15 May 2017 15:28

Operator : SJ/MA

Sample = PB98943BL

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-BF050217 .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

2.013 9 13 25 rvB2 15128 32027 1.07% 0.151%
5.160 544 548 569 rBV 244073 559171 18.60% 2.643%
rBvV 1176762 2296343 76.40% 10.852%
7.325 911 916 933 rBV 1181358 1912011 63.62% 9.036%
7.448 933 937 955 rvB 1668970 2324482 77.34% 10.985%
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7.783 991 994 1008 rVB 354983 462070 15.37% 2.184%
8.019 1030 1034 1053 rBV 1481584 1796909 59.79%% 8.492%
8.677 1142 1146 1165 rBV 874455 1289931 42.92% 6.096%
9.801 1332 1337 1357 rBvV 412705 679244 22.60% 3.210%
11.565 1632 1637 1663 rBVY 2263350 3005493 100.00% 14.204%

=
QO ~NO®

11 12.624 1813 1817 1839 rBV2 406573 686654 22.85% 3.245%
12 13.924 2033 2038 2064 rBV 932213 1576406 52.45% 7.450%
13 15.036 2222 2227 2241 rBV2 423769 726547 24.17% 3.434%
14 17.353 2615 2621 2634 rBV 2202073 2701972 89.90% 12.769%
15 18.700 2846 2850 2871 rBV 371343 620602 20.65% 2.933%

16 20.377 3131 3135 3146 rBvV 274176 490261 16.31% 2.317%

Sum of corrected areas: 21160123
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051517\
Data File : BF095126.D

Aca On : 15 May 2017 15:28

Operator : SJ/MA

Sample : PB98943BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095126.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051517\
Data File : BF095126.D

Aca On : 15 May 2017 15:28

Operator : SJ/MA

Sample - PB98943BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.16 24 .20 ng 559171 1,4-Dichlorobenzene-d4 7.78
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-(1-methvleth... 116 C7H160 017348-59-3 36
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 548 (5.160 min): BF095126.D (-544) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 P S ———
4.80 500 5.20 5.40
83.0
el SLO 830 ] h/z 59.10  58.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 23.95%
QO%QH‘mo‘ 67.0 830 910 |
mz> 10 2 30 40 S0 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 15.25%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- T TR A
59.0 480 500 520 540
31.0 m/z 41.10 8.69%
5000 41.0
73.0
15.0 il \\510“ | 87.0 1020
m/z--> 10 20 30 40 50 6|0 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\BF051517\
Data File : BF095126.D

Aca On : 15 May 2017 15:28

Operator : SJ/MA

Sample - PB98943BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.45 Concentration Rank 1

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

7.45 100.61 ng 2324480 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 937 (7.448 min): BF095126.D (-933) (-) m/z 132.00 100.00%
132.0
5000 68.0 [k
96.0 USSR BN RS R
momo J 720 7.40 7.60 7.80
||.'.8,19...,-:.1.1“?-?.. I — m/z 68.05 37.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I I I IR I
7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.62%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 23.00%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.05 14 .55%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051517\
Data File : BF095126.D

Acq On : 15 May 2017 15:28

Operator : SJ/MA

Sample - PB98943BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.16 24_.2 ng 559171 1 7.78 462070 20.0
unknown? .45 7.45 100.6 ng 2324480 1 7.78 462070 20.0
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