LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099598.D

Aca On - 17 Oct 2017 23:09 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15869-06 Gl
Misc i MW-7S-10-11-17
ALS Vial : 19 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-BF092317.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 2.469 56 65 74 rVB 135356 204657 6.48% 1.084%
2 5.045 500 503 515 rBV 128014 155793 4_.93% 0.825%
3 5.457 570 573 586 rBY 1371293 1257823 39.84% 6.659%
4 6.469 742 745 763 rBV 873839 803397 25.45% 4.253%
5 6.604 763 768 771 rBVY 2354736 2240073 70.95% 11.860%

6.828 802 806 814 rBB 690129 584895 18.53% 3.097%
6.981 828 832 836 rBV 2203037 2220698 70.34% 11.757%
7.398 897 903 906 rBV 1620304 1712459 54.24% 9.066%
8.110 1020 1024 1026 rBV 843630 800646 25.36% 4_.239%
8.127 1026 1027 1032 rVB 56214 37086 1.17% 0.196%

=
QO ~NO®

11 9.186 1201 1207 1210 rBV 2980035 3157060 100.00% 16.715%
12 9.574 1270 1273 1276 rBV 102246 74651 2.36% 0.395%
13 9.863 1318 1322 1325 rBV 955024 821532 26.02% 4._.349%
14 10.651 1452 1456 1460 rBV 1272599 1216763 38.54% 6.442%
15 11.351 1571 1575 1578 rBV 762527 679115 21.51% 3.595%

16 12.933 1839 1844 1847 rBV 1924247 1919387 60.80% 10.162%
17 13.986 2020 2023 2031 rBV 498040 480138 15.21% 2.542%
18 15.451 2267 2272 2280 rVB 433439 521862 16.53% 2.763%

Sum of corrected areas: 18888035
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF101717\

BF099598.D

17 Oct 2017 23:09

SJ/JuU

15869-06

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099598.D

Aca On : 17 Oct 2017 23:09

Operator : SJ/JU

Sample : 15869-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 5.33 ng 155793 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetone 58 C3H60 000067-64-1 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 504 (5.051 min): BF099598.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R R mm e
| 83.0 | 4.80 5.00 520 5.40
0”W”“P”W””m”ﬁ”LP”W””P”W””P“W””P“'””P”W””P”' m/z 59.00 59.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR R L R
4.80 5.00 520 5.40
59.0 m/z 101.00 20.78%
27.0 ‘ 83.0 10'} 0
A AL RS AR AASA NAAAA RAA AR R AL AARA AL AR MAM AL LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 16.69%
20.0 101.0
ol 120 73.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- e  RRAamEmms
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.46%
5000
43.0
o I L, 830 930 1230 1410 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 150 160 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099598.D

Aca On : 17 Oct 2017 23:09

Operator : SJ/JU

Sample : 15869-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 unknown6.60 Concentration Rank 1

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

6.60 76 .60 ng 2240070 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 767 (6.598 min): BF099598.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || s10 1", 0 | 5 ok ek ok 70
O L e L A m/z 68.10 36.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I AR R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.90%
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
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.37%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.83%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN A W ——
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\
Data File : BF099598.D

Acq On : 17 Oct 2017 23:09

Operator : SJ/JU

Sample - 15869-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.05 5.3 ng 155793 1 6.83 584895 20.0
unknown6 .60 6.60 76.6 ng 2240070 1 6.83 584895 20.0
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