LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031516.D

Aca On - 13 Dec 2017 6:48 Instrument :

Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : 16763-12 120517-FOPI-F-D-S

ALS Vial : 30 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 5.187 315 323 331 rBV 45579 78351 1.28% 0.377%
2 5.669 399 405 424 rBV 287779 550117 8.96% 2.649%
3 7.285 673 680 694 rBV 183769 393967 6.42% 1.897%
4 7.643 734 741 752 rBV 594135 1093945 17.82% 5.267%
5 8.107 813 820 828 rBV 203296 352279 5.74% 1.696%

8.431 867 875 890 rBvV 833634 1505093 24.52% 7.247%
9.277 1011 1019 1032 rBV 590875 1141269 18.59% 5.495%
10.928 1292 1300 1319 rBV 235739 513928 8.37% 2.475%
13.354 1706 1713 1732 rBV 2130613 3355050 54.66% 16.154%
14.183 1848 1854 1870 rBV 50862 108421 1.77% 0.522%

=
QO ~NO®

11 14.735 1941 1948 1960 rVB2 467059 813952 13.26% 3.919%
12 16.221 2195 2201 2220 rBV 353284 690058 11.24% 3.323%
13 17.473 2408 2414 2430 rBV2 678553 1110838 18.10% 5.349%
14 20.070 2849 2856 2869 rBV 4374174 6137636 100.00% 29.553%
15 21.357 3068 3075 3085 rBV10 24778 79067 1.29% 0.381%

16 21.744 3134 3141 3155 rBV2 801958 1471399 23.97% 7.085%
17 25.029 3690 3700 3720 rVB2 458465 1373202 22.37% 6.612%

Sum of corrected areas: 20768572
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031516.D

Aca On - 13 Dec 2017 6:48

Operator : SJ/JU

ﬁ?ggle i 16763-12 120517-FOPI-F-D-S
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG031516.D

4000000

3000000

2000000

1000000 8.43
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519 7.28 8.11
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Abundance TIC: BG031516.D
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Time--> 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
Abundance TIC: BG031516.D
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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\BG121217\

Data File : BG031516.D

Aca On - 13 Dec 2017 6:48

Operator : SJ/JU

ﬁ?ggle i 16763-12 120517-FOPI-F-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 4.45 ng 78351 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 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 323 (5.187 min): BG031516.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARAENARAENAREE RARRE RN
| 83.0 | 480 5.00 5.20 5.40 5.60
O et e e e m/z 59.00 55.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AN SRS RN
480 500 5.20 5.40 5.60
59.0 m/z 101.00 21.89%
27\'0\ L1 H 70.0 83.0 10:\L0
O T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43.0
480 500 520 5.40 5.60
5000 m/z 58.00 16.50%
101.0
31.0 58.0
o 18.0 73.0 87.0 117.0 130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0 480 500 5.20 5.40 5.60
m/z 41.10 9.13%
5000 43.0
31.0
0 15'0 u‘ \‘\ N 87\0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031516.D

Aca On - 13 Dec 2017 6:48

Operator : SJ/JU

ﬁ?ggle i 16763-12 120517-FOPI-F-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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 unknown7.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.64 62.11 ng 1093950 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 740 (7.637 min): BG031516.D (-734) (-) m/z 132.00 100.00%

132.0
5000 68.0

40.0 540 &9%0 114 740 7.60 7.80 8.00
0 ; : B E e m/z 68.00 36.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal ]k
132.0
5000 67.0 LI I UL UL UL
41.0 97.0 7.40 7.60 7.80 8.00

‘ 117.0 m/z 134.00 31.26%

ob— m SLO“‘“F ...j\..”. S
m/z--> 100 120 140 160 180
Abundance
132.0

69.0 R R R n s o R
104.0 7.40 7.60 7.80 8.00
5000 m/z 66.00 24.50%
31.0 510
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.40 7.60 7.80 8.00

m/z 69.10 15.59%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O e

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\HPCHEM1\BNA_G\DATA\BG121217\

Data File : BG031516.D

Acq On : 13 Dec 2017 6:48

Operator : SJ/JU

ﬁ?ggle i 16763-12 120517-FOPI-F-D-S
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
2-Pentanone, 4-hy... 5.19 4.5 ng 78351 1 8.11 352279 20.0
unknown? .64 7.64 62.1 ng 1093950 1 8.11 352279 20.0
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