LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037546.D

Aca On : 25 Oct 2018 15:41

Operator : JU/SJ

Sample : PB114161BL

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:\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

5.185 318 323 330 rBV 36059 56729 1.70% 0.330%
5.643 393 401 413 rBV 766338 1269540 38.11% 7.375%
rBv 802289 1439795 43.22% 8.364%
7.629 731 739 747 rBV 740340 1314560 39.46% 7.637%
8.105 811 820 828 rBV 170240 299213 8.98% 1.738%
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8.428 867 875 886 rvB 533952 965211 28.97% 5.607%
9.280 1010 1020 1032 rBV 465420 852260 25.58% 4_.951%
10.925 1291 1300 1308 rBV 247700 463439 13.91% 2.692%
13.358 1706 1714 1726 rBV 1372635 2185757 65.61% 12.698%
14.739 1941 1949 1961 rBV2 426627 731702 21.96% 4_.251%

=
QO ~NO®

11 16.219 2195 2201 2214 rBV 930242 1517711 45.56% 8.817%
12 17.483 2408 2416 2426 rBvV2 601789 943891 28.33% 5.484%
13 20.079 2852 2858 2868 rBV 2429161 3331328 100.00% 19.353%
14 21.766 3137 3145 3156 rBV 548323 988167 29.66% 5.741%
15 25.103 3701 3713 3733 rBvV 245738 853867 25.63% 4.961%

Sum of corrected areas: 17213170
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102518\
Data File : BG037546.D

Aca On - 25 Oct 2018 15:41

Operator : JU/SJ

Sample : PB114161BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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

Abundance TIC: BG037546.D
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2000000

1500000

1000000

500000
25.10

O R R RRE R e e R REERE RS e e e RARRABEBERE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG101818.M Fri Oct 26 14:20:37 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037546.D

Aca On : 25 Oct 2018 15:41

Operator : JU/SJ

Sample : PB114161BL

Misc :

ALS Vial : 4 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.

5.19 3.79 ng 56729 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 n-Hexane-1.1-diol diacetate 202 C10H1804 064847-81-0 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

Abundance Scan 324 (5.191 min): BG037546.D (-318) (-) m/z 43.00 100.00%
48
5000 59
51 | o 1‘|’1 480 500 520 540 560
O o e [ R m/z 59.00 47 .65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 A R U I
59 480 5.00 520 5.40 5.60
m/z 58.00 19.48%
15 31 101
0 wl Ly 51 .| 83 !
RN L LA SR ML IR IR IR RS S AR SRS LA SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3158: 5-Hexen-2-one
48
480 500 520 540 560
5000 m/z 101.00 15.85%
55
oo &y | 6371 8 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #62242: n-Hexane-1,1-diol diacetate T S T
43 480 500 5.20 5.40 5.60
m/z 41.00 6.92%
5000
0 L 55 7‘1 8\3 \-}03 131 1‘\13
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 110 150 1:'30 14'10 ' 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102518\
Data File : BG037546.D

Aca On : 25 Oct 2018 15:41

Operator : JU/SJ

Sample : PB114161BL

Misc :

ALS Vial : 4 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 unknown7.63 Concentration Rank 1

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

7.63 87.87 ng 1314560 1,4-Dichlorobenzene-d4 8.11
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 739 (7.629 min): BG037546.D (-731) (-) m/z 131.90 100.00%
5000 68
40 % J 720 7.40 7.60 7.80 8.00
54 . : : :
ol |7 e | sus L Th/Z 68.00  42.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR IR I I L
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 33.11%
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
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.50%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R o e o R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.21%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 A | S
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\HPCHEMI1\BNA_G\DATA\BG102518\
Data File : BG037546.D

Acq On : 25 Oct 2018 15:41

Operator : JU/SJ

Sample : PB114161BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.19 3.8 ng 56729 1 8.11 299213 20.0
unknown7 .63 7.63 87.9 ng 1314560 1 8.11 299213 20.0
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