LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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 height area % max. total
1 2.988 19 25 40 rVB 488669 798646 45.52% 9.101%
2 5.185 394 399 407 rvVB 24915 46623 2.66% 0.531%
3 5.667 474 481 498 rBV 242202 474066 27.02% 5.402%
4 7.277 748 755 773 rBV 262861 529184 30.16% 6.030%
5 7.653 811 819 831 rBV 280775 567710 32.36% 6.469%
6 8.123 892 899 907 rBvV 67622 137910 7.86% 1.571%
7 8.446 946 954 970 rBvV 222135 454350 25.90% 5.177%
8 9.292 1090 1098 1111 rBV 133685 299274 17 .06% 3.410%
9 10.937 1368 1378 1392 rBV 97454 215138 12.26% 2.451%
10 13.370 1785 1792 1807 rBV 555693 953744 54_.37% 10.868%
11 14.192 1926 1932 1944 rBV 43936 73892 4.21% 0.842%

12 14.745 2019 2026 2039 rBV2 183471 341857 19.49% 3.895%
13 16.237 2272 2280 2291 rBV 373178 649742 37 .04% 7.404%
14 17.494 2486 2494 2506 rBV 247565 430840 24.56% 4_.909%
15 20.086 2928 2935 2956 rBV 1164588 1754307 100.00% 19.990%

16 21.766 3214 3221 3239 rBV2 248696 533986 30.44% 6.085%
17 25.056 3768 3781 3798 rBV2 155574 514566 29.33% 5.863%

Sum of corrected areas: 8775835
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022179.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown2.99 Concentration Rank 1

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

2.99 115.82 ng 798646 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 28
2 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 9
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
4 1,3-Dioxolane, 2-heptyl- 172 C10H2002 004359-57-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 25 (2.988 min): BG022179.D (-19) (-) m/z 73.00 100.00%
3

-
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43 89
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e e e e e e e e e e m/z 43.00 31.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
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29 m/z 89.00 29.25%
89
”“JWL”WLHHLpHWJ”““ﬁuuﬁﬁq”““”q””“”q””“”q””“
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Abundance
73
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5000 43 m/z 41.00 6.54%
31 89
57
mmwmmwﬁvﬁwmwﬁwﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #39016: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester
73 2.90 3.00 3.10 3.20 3.30 3.40

m/z 41.95 5.20%
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-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.19 6.76 ng 46623 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 400 (5.191 min): BG022179.D (-394) (-) m/z 43.00 100.00%
48
59
5000
101
.| 83 480 500 520 540 560
L ot R S SN SR m/z 59.00 69.31%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 59 SRR SRR SRS RN
480 5.00 520 5.40 5.60
m/z 101.00 31.07%
25 3t 37 | 83 g3 %
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
43
480 500 520 540 560
5000 m/z 58.00 20.83%
55
27
1 37 49 65 71 77 83 08
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #3192: 2-Propanone, 1-cyclopropyl-
48 480 5.00 520 5.40 5.60
m/z 39.00 7.29%
5000
55
2\7 l L1 8\3 98
mz-> 10 20 30 40 50 60 70 8 90 100 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.65 Concentration Rank 2

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

7.65 82.33 ng 567710 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 818 (7.647 min): BG022179.D (-811) (-) m/z 131.90 100.00%
132
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96
40 ‘ J 7.40 7.60 7.80 8.00
....-,--..:-.,:|-.|.7.7 & | M o m/z 133.90 32.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I IR IS LR
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51 78 m/z 68.00 32.06%

31
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132

7.40 7.60 7.80 8.00

5000 67 m/z 66.00 20.54%
41 53 97 117
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L A A e N m o o
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Abundance #48639: Tranylcypromine-propionyl . . et
57 132 740 760 780 800

m/z 69.00 12 _.25%

74
5000 gg 116 j\\
o .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060616\
Data File : BG022179.D

Acq On : 6 Jun 2016 21:46

Operator : UM/SJ

Sample - H3404-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .99 2.99 115.8 ng 798646 1 8.12 137910 20.0
2-Pentanone, 4-hy... 5.19 6.8 ng 46623 1 8.12 137910 20.0
unknown? .65 7.65 82.3 ng 567710 1 8.12 137910 20.0
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