LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103972.D

Aca On 27 Mar 2018 16:25

Operator : JU/SJ

Sample : PB107636BL

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 5.234 527 535 546 rBV 85314 135735 3.41% 0.434%
2 5.610 595 599 630 rBY 2206921 3208420 80.65% 10.265%
3 6.604 763 768 787 rBVY 2445558 3094315 77.78% 9.899%
4 6.745 787 792 813 rVB 2863324 3253791 81.79% 10.410%
5 6.969 826 830 840 rBV 784724 741744 18.65% 2.373%

7.128 852 857 875 rBV 2424285 2600110 65.36% 8.318%
7.534 920 926 941 rBV 1819743 2025091 50.90% 6.479%
8.251 1043 1048 1064 rBV 1048215 1042252 26.20% 3.334%
9.328 1224 1231 1234 rBV 3379934 3821222 96.05% 12.225%
10.010 1341 1347 1357 rVB 1233737 1182119 29.71% 3.782%

=
QO ~NO®

11 10.804 1476 1482 1501 rBV 2307201 2414491 60.69% 7.725%
12 11.504 1594 1601 1610 rBV 1286708 1222603 30.73% 3.911%
13 12.010 1681 1687 1691 rBV2 63259 93590 2.35% 0.299%
14 12.798 1815 1821 1829 rBV3 28460 50952 1.28% 0.163%
15 13.092 1865 1871 1874 rBV 3760313 3978202 100.00% 12.727%

16 14.157 2047 2052 2059 rvB 1207139 1218412 30.63% 3.898%
17 14.298 2072 2076 2084 rVB6 17206 39950 1.00% 0.128%
18 15.698 2308 2314 2324 rBV 778602 1134437 28.52% 3.629%

Sum of corrected areas: 31257436
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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:\HPCHEMI\BNA F\DATA\BF032718\

BF103972.D

27 Mar 2018 16:25

JussJ

PB107636BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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\BF032718\
Data File : BF103972.D

Aca On : 27 Mar 2018 16:25

Operator : JU/SJ

Sample : PB107636BL

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 3.66 ng 135735 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 534 (5.228 min): BF103972.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 R A I
| 83 | 480 500 520 5.40 5.60
Obrrr e e m/z 59.00 63.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L I
59 480 5.00 520 540 5.60
m/z 101.00 19.97%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 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 17.47%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one
43 480 5.00 520 5.40 5.60
m/z 41.05 9.47%
5000
55
o 2r 63 71 83 98
m/z--> 10 20 30 4'0 5'0 60 70 80 90 1(')0 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103972.D

Aca On : 27 Mar 2018 16:25

Operator : JU/SJ

Sample : PB107636BL

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.75 Concentration Rank 1

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

6.75 87.73 ng 3253790 1,4-Dichlorobenzene-d4 6.97
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 793 (6.751 min): BF103972.D (-787) (-) m/z 132.00 100.00%
5000
68
40 54 7 % 105 116 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 33.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 DA S SR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.46%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.86%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.16%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 189 R | S
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 : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103972.D

Acq On 27 Mar 2018 16:25

Operator : JU/SJ

Sample : PB107636BL

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 3.7 ng 135735 1 6.97 741744 20.0
unknown6.75 6.75 87.7 ng 3253790 1 6.97 741744 20.0
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