LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103701.D

Aca On : 16 Mar 2018 17:32

Operator : JU/SJ

Sample : PB107409BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 5.228 531 534 543 rVB 91219 127704 2.44% 0.296%
2 5.598 590 597 600 rBY 3929958 4765403 91.16% 11.041%
3 6.586 758 765 768 rBY 3912429 4709313 90.08% 10.911%
4 6.739 785 791 794 rBVY 4128000 4706330 90.03% 10.904%
5 6.963 826 829 833 rVB 1221966 1011804 19.35% 2.344%

7.122 852 856 859 rBV 3790242 3708273 70.93% 8.592%
7.528 919 925 928 rBV 2881171 3116634 59.62% 7.221%
1606181 1380501 26.41% 3.199%
9.322 1224 1230 1233 rBV 4910881 5227725 100.00% 12.112%
10.004 1341 1346 1350 rBV 1834407 1553151 29.71% 3.599%
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11 10.398 1400 1413 1419 rBV2 33866 57825 1.11% 0.134%
12 10.798 1475 1481 1484 rBV 2708621 2825682 54.05% 6.547%
13 11.492 1595 1599 1603 rBV 1749331 1550583 29.66% 3.593%
14 12.004 1679 1686 1689 rBV 60273 81676 1.56% 0.189%
15 12.792 1815 1820 1832 rBV 70176 104970 2.01% 0.243%

16 13.086 1863 1870 1873 rBV2 4447747 5162130 98.75% 11.960%
17 13.609 1954 1959 1967 rVB2 72327 81658 1.56% 0.189%
18 14.109 2039 2044 2046 rBV 62695 74568 1.43% 0.173%
19 14.145 2046 2050 2053 rVvV 1573616 1512747 28.94% 3.505%
20 15.668 2300 2309 2317 rBV 1090807 1401788 26.81% 3.248%

Sum of corrected areas: 43160465
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103701.D

Aca On : 16 Mar 2018 17:32

Operator : JU/SJ

Sample : PB107409BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103701.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103701.D

Aca On : 16 Mar 2018 17:32

Operator : JU/SJ

Sample : PB107409BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

5.23 2.52 ng 127704 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 534 (5.228 min): BF103701.D (-531) (-) m/z 43.00 100.00%
43
59
5000
101 VA AR AR R
| 83 | 4.80 5.00 520 5.40 5.60
o} SN SN | M. S, m/z 58.95 55.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL LS RS
4.80 5.00 520 5.40 5.60
59 101 m/z 101.00 21.16%
o 2 36 51 H 67 76 83 o1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 18.38%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one e
43 4.80 5.00 520 5.40 5.60

m/z 41.00 8.91%

5000

, 55
! 36, | 62 71 83 @8

O e e e e T T T

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103701.D

Aca On : 16 Mar 2018 17:32

Operator : JU/SJ

Sample : PB107409BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.74 Concentration Rank 1

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

6.74 93.03 ng 4706330 1,4-Dichlorobenzene-d4 6.96
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103701.D (-785) (-) m/z 132.00 100.00%
5000 68
40 %6 640 660 6.80 7.00
54 : : : :
o [ | Weus | m/z 68.10 39.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 LSRR SRR S SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.72%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 25.32%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! A B i e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.59%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? S | 9 | I
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103701.D

Acq On : 16 Mar 2018 17:32

Operator : JU/SJ

Sample : PB107409BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.23 2.5 ng 127704 1 6.96 1011800 20.0
unknown6 .74 6.74 93.0 ng 4706330 1 6.96 1011800 20.0
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