LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\

Data File : BF108334.D

Aca On : 21 Aug 2018 13:03 Instrument :
Operator : JU/SJ BNA_F

Sample - J4521-12 ClientSampleld :
Misc : 72-11975

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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

4.684 394 399 406 rBV 476045 532033 7.83% 1.163%
5.272 494 499 509 rVB 798644 1116737 16.43% 2.442%
rBV 4091642 4233993 62.28% 9.258%
6.631 724 730 733 rBV 3848081 4048759 59.56% 8.853%
6.778 750 755 759 rBV 4518828 4747054 69.83% 10.380%
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7.007 790 794 797 rBV 1068284 939194 13.82% 2.054%
7.160 816 820 824 rBV 3754305 3686610 54.23% 8.061%
7.566 884 889 893 rBV 2839074 3292500 48.43% 7.199%
8.289 1007 1012 1015 rBV 1136222 1182471 17.39%% 2.586%
9.360 1188 1194 1198 rBV 5564963 5856394 86.15% 12.806%

=
QO ~NO®

11 10.048 1306 1311 1315 rBV2 1516959 1409210 20.73% 3.081%
12 10.848 1440 1447 1450 rBV 4042188 4016091 59.08% 8.782%
13 11.548 1560 1566 1569 rBV 1717040 1578895 23.23% 3.452%
14 13.136 1831 1836 1839 rBV 6483691 6797898 100.00% 14.864%
15 14.195 2012 2016 2020 rBV 1404211 1364390 20.07% 2.983%

16 15.754 2274 2281 2289 rVB 687716 931076 13.70% 2.036%

Sum of corrected areas: 45733305
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108334.D

Aca On : 21 Aug 2018 13:03

Operator : JU/SJ

Sample : J4521-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF080818_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: BF108334.D

6000000

5000000
6.78

5.65
6.63

4000000 7.16

3000000

2000000

7.01

1000000 5.27

7.57

0= —
Time--> 5.00 5.50

Abundance TIC: BF108334.D

6000000 936

5000000

4000000 10.85

3000000

2000000 11.55

10.05

1000000

11.50

12.00

12.50

T T T
Time--> 10.00 10.50 11.00

13.00

Abundance TIC: BF108334.D

6000000

5000000

4000000

3000000

2000000

14.19

1000000 15.75

O
Time--> 13.50

16.00

T
16.50

T T T
17.00 17.50 18.00

™ T
14.50 15.00

T
15.50

T
18.50

8270-BF080818.M Wed Aug 22 16:16:41 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108334.D

Aca On : 21 Aug 2018 13:03

Operator : JU/SJ

Sample : J4521-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Hexen-2-one Concentration Rank 4

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

4.68 11.33 ng 532033 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 398 (4.678 min): BF108334.D (-394) (-) m/z 55.10 100.00%
54.1 3.1
5000 43.0
98.1
‘ | eo 440 460 480 500
o] NSNS R E SRS ¥ L ISR S VENMSMBS P m/z 83.10 91.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
56.0 83.0
43.0
5000 USSR R L L
29.0 4.40 4.60 4.80 5.00
9.0 m/z 43.05 41.86%
! N L 69.0
S S S S SR SRS IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
4.40 4.60 4.80 5.00
5000 43.0 m/z 98.10 31.94Y%
29.0 98.0
0 \‘\ \‘\\\ 1 ‘ | 67'0 75'0 | L
LI FUELEL SR FULELEL UL SURLLS SUREL UL SURLLI SURLEL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- e R A
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.10 28.69%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0---.~“-|~=N|~--ih--V“l-|~-“i~--rﬂ--|~-~|~-- USSR L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108334.D

Aca On : 21 Aug 2018 13:03

Operator : JU/SJ

Sample : J4521-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3

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

5.27 23.78 ng 1116740 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 499 (5.272 min): BF108334.D (-494) (-) m/z 43.10 100.00%
431
59.1
5000
to1.1 a0 550 840 550
Ot e 722 3L w/Z 59.10  54.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L L IR
5.00 5.20 5.40 5.60
59.0 m/z 101.10 17.04%
27.0 700 83.0 101.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
" '5.00 520 540 560
5000 m/z 58.10 14 .95%
41.0
29.0 101.0
O'W'”MM”JJ“'P“MV'”?%Q'ﬁqp'“ﬂt”'P“'P'”l“”l”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester s a e
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.46%
5000 41.0
o T O 2 1260 1420
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108334.D

Aca On : 21 Aug 2018 13:03

Operator : JU/SJ

Sample : J4521-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.78 Concentration Rank 1

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

6.78 101.09 ng 4747050 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108334.D (-750) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00540 || %1 J T4 650 ot Tho 70
01 L m/z 68.10 48.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 5L0 m/z 134.00 33.30%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.73%
65.0 92.0
O "%iq ““'I‘j"'ul"h '%qqq T "I" L SRR SR
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.58%
74.0
5000 98.0 116.0
| I .M,u‘..JM. nh.,“h..hw. My 1580 ...,%?99. SN | G 1 U
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20

8270-BF080818.M Wed Aug 22 16:16:43 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108334.D

Acq On : 21 Aug 2018 13:03

Operator : JU/SJ

Sample : J4521-12

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
Quant Title : 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]
3-Hexen-2-one 4.68 11.3 ng 532033 1 7.01 939194 20.0
2-Pentanone, 4-hy... 5.27 23.8 ng 1116740 1 7.01 939194 20.0
unknown6.78 6.78 101.1 ng 4747050 1 7.01 939194 20.0
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