LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032183.D

Aca On : 20 Jan 2018 17:27

Operator : SJ/JU

Sample : PB105570BL

Misc :

ALS Vial : 6 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 G\METHODS\8270-BG011218.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 5.661 398 404 412 rBB 29351 48353 1.28% 0.307%
2 6.172 483 491 502 rBV 597427 1016122 27.00% 6.443%
3 7.853 768 777 786 rBV 551508 1021834 27.15% 6.479%
4 8.252 835 845 855 rBV 593121 1120221 29.76% 7.103%
5 8.740 921 928 937 rVB 136590 251509 6.68% 1.595%

9.081 978 986 997 rVB 508206 962820 25.58% 6.105%
9.939 1124 1132 1145 rBV 339097 632072 16.79% 4.008%
173506 333987 8.87% 2.118%
14.004 1816 1824 1837 rBV 1237487 1962704 52.15% 12.444%
15.379 2051 2058 2068 rVvB2 289795 490705 13.04% 3.111%
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11 16.854 2301 2309 2318 rBV 909261 1438033 38.21% 9.118%
12 18.111 2515 2523 2532 rBV2 444547 685462 18.21% 4._.346%
13 20.649 2948 2955 2961 rBV 2738204 3763837 100.00% 23.864%
14 22.442 3253 3260 3272 rBV 548932 1016009 26.99% 6.442%
15 26.143 3876 3890 3904 rBvV2 317600 1028103 27.32% 6.519%

Sum of corrected areas: 15771771
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032183.D

Aca On : 20 Jan 2018 17:27

Operator : SJ/JU

Sample : PB105570BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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: BG032183.D
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Abundance TIC: BG032183.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032183.D

Aca On : 20 Jan 2018 17:27

Operator : SJ/JU

Sample : PB105570BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 Propane, 1,1-dipropoxy- Concentration Rank 3

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

5.66 3.85 ng 48353 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 25
5 Butanal, 3-methyl-, oxime 101 C5H11NO 000626-90-4 17

Abundance Scan 404 (5.661 min): BG032183.D (-398) (-) m/z 43.00 100.00%
a3
59
5000
101
83 540 5.60 5.80 6.00
bt ol 818 W/z 59.10  66.32%
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #31407: Propane, 1,1-dipropoxy-
43 59
5000 101 IERAE AR L LRSS S
31 89 540 5.60 5.80 6.00
131 m/z 101.10 24 _.68%
O |'h“ '|M""‘k" 7§|' AR RERE "L N '%ﬁg"' T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
540 560 580 600
5000 5o m/z 58.00 15.48%
15 4 o 101
R S S S B B B L B
m/z--> 20 40 60 8 100 120 140 160 180
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59 540 5.60 5.80 6.00
m/z 41.00 10.27%
5000 il
45
29 73 103
o35 T J‘ o 133 147 160 177 191
miz--> 20 40 60 80 100 120 140 160 180 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012018\
Data File : BG032183.D

Aca On : 20 Jan 2018 17:27

Operator : SJ/JU

Sample : PB105570BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.25 Concentration Rank 1

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

8.25 89.08 ng 1120220 1,4-Dichlorobenzene-d4 8.74
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 845 (8.252 min): BG032183.D (-835) (-) m/z 132.00 100.00%
5000
68
0 s || 77 o Pioons J "5k 550 80 ako
ol Al £1 87 | Ao L m/z 134.00 33.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBE SRR S IR
8.00 8.20 8.40 8.60
2 51 78 m/z 68.10 32.85%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
A
8.00 8.20 8.40 8.60
5000 67 m/z 66.10 23.85%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e R R maE
57 132 8.00 8.20 8.40 8.60
24 m/z 69.10 16.64%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A | W
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012018\
Data File : BG032183.D

Acq On : 20 Jan 2018 17:27

Operator : SJ/JU

Sample : PB105570BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
Propane, 1,l1-dipr... 5.66 3.9 ng 48353 1 8.74 251509 20.0
unknown8.25 8.25 89.1 ng 1120220 1 8.74 251509 20.0
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