LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030544.D

Aca On : 29 Oct 2017 2:41

Operator : SJ/JU

Sample : PB103762TB

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.241 327 332 342 rVB 125307 189083 5.39% 1.039%
5.717 406 413 426 rVB 747713 1170000 33.33% 6.429%
rBv 712504 1210679 34.49% 6.652%
7.697 742 750 757 rBV 707790 1219210 34.73% 6.699%
8.161 823 829 839 rVvB 218563 375058 10.68% 2.061%
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8.490 878 885 895 rBvV 547936 949644 27.05% 5.218%
9.330 1020 1028 1037 rBV 402180 715526 20.38% 3.932%
10.981 1299 1309 1316 rBV 290312 527002 15.01% 2.896%
13.408 1715 1722 1732 rBV 1288157 1953906 55.66% 10.736%
14.783 1949 1956 1969 rBV2 504980 811969 23.13% 4.462%

=
QO ~NO®

11 16.263 2201 2208 2225 rBV 1061092 1679996 47.86% 9.231%
12 17.520 2415 2422 2431 rBV 778092 1149548 32.75% 6.316%
13 20.106 2856 2862 2872 rBV 2712372 3510389 100.00% 19.288%
14 21.792 3142 3149 3159 rVB2 813241 1375896 39.19% 7.560%
15 25.100 3701 3712 3732 rVB 467957 1361530 38.79% 7.481%

Sum of corrected areas: 18199436
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030544.D

Aca On - 29 Oct 2017 2:41

Operator : SJ/JU

Sample : PB103762TB

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030544.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030544.D

Aca On : 29 Oct 2017 2:41

Operator : SJ/JU

Sample : PB103762TB

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 10.08 ng 189083 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 332 (5.241 min): BG030544.D (-327) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR NAREE LRSS AR SR
| 83.0 | 5.00 5.20 5.40 5.60
A | N1 MOt S UM m/z 59.00 59.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL L LIS UL AR
59.0 500 520 540 5.60
m/z 101.00 19.38%
ﬁ%o . | 83.0 101.0
S R A LA KRR RAN RN KRR RARLA REAAS SRR LAASN SARAN LA ARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
500 520 540 560
5000 m/z 58.00 15.32%
101.0
150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 5.00 5.20 5.40 5.60
m/z 41.00 8.40%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030544.D

Aca On : 29 Oct 2017 2:41

Operator : SJ/JU

Sample : PB103762TB

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.70 Concentration Rank 1

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

7.70 65.01 ng 1219210 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 N-(-phenvlisopropvlbenzaldimine 223 C16H17N 1000379-01-3 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 751 (7.703 min): BG030544.D (-742) (-) m/z 132.00 100.00%
13%.0
5000 68.0
400 s40 | | e %lo - ‘ 740 7.60 7.80 8.00
0.WH.WH.WH.JL.W:Lw:ww.mw.“w.“w}ﬁw.”w.”wﬂ.w” m/z 68.00 37.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T T e
10 550 %0 70 m/z 134.00 33.41%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 25.16%
33.0 44.0 105.0
. 560 00 | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L N LB B B |
132.0 7.40 7.60 7.80 8.00
m/z 69.10 14.29%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030544.D

Acq On : 29 Oct 2017 2:41

Operator : SJ/JU

Sample : PB103762TB

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 10.1 ng 189083 1 8.17 375058 20.0
unknown?7 .70 7.70 65.0 ng 1219210 1 8.17 375058 20.0
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