LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031463.D

Aca On : 11 Dec 2017 19:52 Instrument :
Operator : SJ/JU BNA_G

Sample - 16762-01 ClientSampleld :
Misc - 120417-FOPI-F-D-B
ALS Vial : 13 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 G\METHODS\8270-BG121117.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 5.185 317 323 336 rBV 41062 67064 1.20% 0.377%
2 5.667 399 405 421 rBV 221801 418269 7.47% 2.350%
3 7.277 672 679 690 rBV 136711 286535 5.12% 1.610%
4 7.641 734 741 759 rBV 433819 795677 14.21% 4._.470%
5 8.105 812 820 831 rBV 147635 272244 4 .86% 1.529%

8.434 868 876 891 rBV 591867 1072203 19.15% 6.023%
9.274 1011 1019 1031 rBV 419632 855082 15.28% 4_.803%
10.925 1292 1300 1310 rBV 164194 375076 6.70% 2.107%
13.352 1706 1713 1726 rBV 1533377 2578586 46.07% 14.485%
14.733 1941 1948 1958 rBV2 379935 681856 12.18% 3.830%

=
QO ~NO®

11 16.219 2194 2201 2221 rBV 848984 1438376 25.70% 8.080%
12 17.471 2408 2414 2430 rBvV2 582003 994316 17.76% 5.586%
13 20.068 2849 2856 2868 rBV 3992214 5597675 100.00% 31.445%
14 21.742 3134 3141 3153 rBvV2 706313 1240487 22.16% 6.968%
15 25.027 3688 3700 3715 rBVv3 371539 1127982 20.15% 6.336%

Sum of corrected areas: 17801428
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031463.D

Aca On : 11 Dec 2017 19:52

Operator : SJ/JU

a?ggle i 16762-01 120417-FOPI-F-D-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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: BG031463.D

3500000
3000000
2500000
2000000
1500000

1000000

8.43
7.64

519 7.28 8.11

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG031463.D

500000 9.27

5.67 10.93
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T I T T
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R
Time--> 00 12.50

Abundance

2007

3500000

3000000

2500000

2000000

1500000 1335

1000000 16.22 21.74

17.47

500000 14.73

0
Time-->
Abundance

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG031463.D

3500000

3000000

2500000

2000000

1500000

1000000

500000 25.03

R i i B .

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031463.D

Aca On : 11 Dec 2017 19:52

Operator : SJ/JU

a?ggle i 16762-01 120417-FOPI-F-D-B
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.19 4.93 ng 67064 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 324 (5.191 min): BG031463.D (-317) (-) m/z 43.00 100.00%
43.0
5000
101.0 R SRS AR RN
| 3546 480 500 520 5.40 5.60
oty m/z 59.00 54.82%
m/z--> 50 100 150 200 250 300 350
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR RN RS RN
480 500 520 5.40 5.60
m/z 101.00 18.86%
‘ 101.0
T £ ——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
480 5.00 520 540 560
5000 m/z 58.00 15.41%
101.0
0 15.0 73.0
m/z--> 50 100 150 200 250 300 350
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 500 520 5.40 5.60
m/z 41.00 9.28%
5000
101.0
o120 | 700
m/z--> 50 100 150 200 250 300 350 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031463.D

Aca On : 11 Dec 2017 19:52

Operator : SJ/JU

Sample : 16762-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 2

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

7.64 58.45 ng 795677 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 741 (7.641 min): BG031463.D (-734) (-) m/z 132.00 100.00%
13p.0
400 540 || % ‘ 740 7.60 7.80 8.00
ol el e e m/z 68.00 39.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " BEACIRIMN
410 70 o m/z 134.00  33.33%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk ko 780 5bo
5000 ggo 1160 m/z 66.00 26.59%
158.0 189.0
L L L L WL L L B AL B B AL
m/z--> 40 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- R N EEEEE s e
13p.0 7.40 7.60 7.80 8.00
m/z 69.10 16.43%
5000
630 104.0
39.0 ‘ 77.0 90.0 117.0 /\
0 .ﬁM.W.,wM.WH.NM.,w..ﬂ,..”.,....,....,.... VNGO 5 S —
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ G\DATA\BG121117\

Data File : BG031463.D

Acq On : 11 Dec 2017 19:52

Operator : SJ/JU

a?ggle i 16762-01 120417-FOPI-F-D-B
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.19 4.9 ng 67064 1 8.11 272244 20.0
unknown? .64 7.64 58.5 ng 795677 1 8.11 272244 20.0
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