LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103018\
Data File : BG037661.D

Aca On : 30 Oct 2018 19:55

Operator : JU/SJ

Sample : PB114322BL

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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

5.180 316 322 329 rBV 40068 62547 1.74% 0.322%
5.644 393 401 414 rBV 860344 1442173 40.16% 7.432%
rBv 912704 1633288 45.49% 8.417%
7.624 731 738 751 rBV 844159 1512481 42.12% 7.795%
8.100 809 819 829 rBV 202953 352242 9.81% 1.815%
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8.423 865 874 885 rBvV 615722 1108182 30.86% 5.711%
9.275 1011 1019 1030 rBV 525130 969308 26.99% 4._.995%
10.920 1291 1299 1310 rBV 291504 539189 15.02% 2.779%
13.359 1706 1714 1724 rBV 1500921 2465633 68.67% 12.707%
14.733 1941 1948 1957 rBV2 511204 842717 23.47% 4.343%

=
QO ~NO®

11 16.220 2194 2201 2216 rBV 1128209 1783284 49.66% 9.190%
12 17.483 2408 2416 2426 rBV2 651949 1062728 29.60% 5.477%
13 20.080 2852 2858 2869 rBV 2591684 3590753 100.00% 18.506%
14 21.766 3138 3145 3159 rBV2 619101 1106539 30.82% 5.703%
15 25.098 3701 3712 3731 rBv2 273101 932623 25.97% 4._.806%

Sum of corrected areas: 19403687
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103018\

BGO37661.D

30 Oct 2018 19:55
JussJ

PB114322BL

17 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103018\
Data File : BG037661.D

Aca On : 30 Oct 2018 19:55

Operator : JU/SJ

Sample : PB114322BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.18 3.55 ng 62547 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
3 3-Octanol 130 C8H180 000589-98-0 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 322 (5.180 min): BG037661.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A R R LU
| 82.9 | 4.80 5.00 520 5.40 5.60
O 1 Tt T R m/z 59.00 63.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 4, 1010 m/z 57.95 20.80%
: 83.0
0 Tl N . .
LS IR IR UL SULER NS UL IR LR LSS SN BRARE LRSS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
54.0
480 500 520 540 560
5000 43.0 m/z 101.00 18.85%
31.0
15.0 ‘ \M 8?0
G R R R AR AR AR RS RAREA KRR LA RARRN SARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol A N R
54.0 480 500 520 5.40 5.60
m/z 40.95 6.64%
5000 29.0 410 83.0
101.0
0 ‘ ‘ MJM il, 790 ‘ ‘ 112.0 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103018\
Data File : BG037661.D

Aca On : 30 Oct 2018 19:55

Operator : JU/SJ

Sample : PB114322BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 85.88 ng 1512480 1,4-Dichlorobenzene-d4 8.10
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 737 (7.618 min): BG037661.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
40 540 O o J P50 T T 7R 8bo
0 e T L e I m/z 67.95 43.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR A A
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.46%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.93%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl N R
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.29%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103018\
Data File : BG037661.D

Acq On : 30 Oct 2018 19:55

Operator : JU/SJ

Sample : PB114322BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.18 3.5 ng 62547 1 8.10 352242 20.0
unknown7 .62 7.62 85.9 ng 1512480 1 8.10 352242 20.0
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