LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104312.D

Aca On : 6 Apr 2018 18:24

Operator : JU/SJ

Sample : PB108046BL

Misc :

ALS Vial : 8 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-BF040618.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 5.028 493 500 506 rBV 113501 159204 4_.03% 0.516%
2 5.416 560 566 569 rBY 3167897 3384887 85.67% 10.964%
3 6.428 731 738 741 rBVY 3017305 3372356 85.35% 10.924%
4 6.569 757 762 765 rBVY 3378817 3443390 87.15% 11.154%
5 6.798 798 801 805 rVB 939968 768399 19.45% 2.489%

6.957 824 828 831 rVB 2999198 2691149 68.11% 8.717%
7.363 892 897 900 rBV 1986995 2139083 54.14% 6.929%
1166820 1050508 26.59% 3.403%
9.163 1197 1203 1206 rBV 3970368 3951036 100.00% 12.798%
9.839 1313 1318 1321 rBV 1325398 1160161 29.36% 3.758%
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11 10.628 1446 1452 1455 rBV 2384678 2321843 58.77% 7.521%
12 11.327 1566 1571 1574 rBV 1247173 1121014 28.37% 3.631%
13 12.921 1836 1842 1845 rBV 3382241 3600636 91.13% 11.663%
14 13.963 2015 2019 2023 rBV 1030892 904868 22.90% 2.931%
15 15.421 2262 2267 2272 rBV 656936 803100 20.33% 2.601%

Sum of corrected areas: 30871634
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\Data\BF040618\

BF104312.D

6 Apr 2018 18:24

JussJ

PB108046BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104312.D

Aca On : 6 Apr 2018 18:24

Operator : JU/SJ

Sample : PB108046BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.03 4.14 ng 159204 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 500 (5.028 min): BF104312.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 SRS SRS AR R
53 83 | 4.60 4.80 5.00 5.20 5.40
R MMEMSESN 1 1 H. T M M. m/z 59.10 57.39%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S R
59 460 4.80 5.00 520 5.40
m/z 101.10 21.22%
15 31 101
25 7 37 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520 540
5000 m/z 58.00 17.78%
101
15 253137, 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone S AL L L L B
43 460 4.80 5.00 5.20 5.40
m/z 41.05 9.06%
5000
15
58
27
"W?”'Pw”l”ﬂm'”“ﬁ'”l”'W'”'P'”I”'W'”'P'”P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF040618\
Data File : BF104312.D

Aca On : 6 Apr 2018 18:24

Operator : JU/SJ

Sample : PB108046BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 89.63 ng 3443390 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF104312.D (-757) (-) m/z 132.00 100.00%
132
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . . .
g8 lwewr W n/z 68.10  42.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR R SRR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.18%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 27 .08%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R o EREaE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.02%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN § | S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF040618\
Data File : BF104312.D

Acq On : 6 Apr 2018 18:24

Operator : JU/SJ

Sample : PB108046BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 4.1 ng 159204 1 6.80 768399 20.0
unknown6 .57 6.57 89.6 ng 3443390 1 6.80 768399 20.0
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