LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\

Data File : BG022278.D

Aca On : 10 Jun 2016 3:51

Operator : UM/SJ

3?22'6 : H3396-03 STA-938-PL ATFORM(0-4
ALS Vial : 43 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:\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 heiaht area % max. total

4.576 288 296 308 rBV 108116 190909 8.71% 1.633%
5.187 391 400 410 rBV 58216 113209 5.16% 0.968%
rBv 410712 777748 35.48% 6.652%
7.279 749 756 771 rBV 425080 839188 38.29% 7.177%
7.649 811 819 834 rBV 519330 1002722 45.75% 8.576%
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8.119 890 899 912 rVB 97694 191087 8.72% 1.634%
8.442 944 954 964 rBV 398191 780411 35.60% 6.674%
9.288 1090 1098 1115 rBV 288235 599431 27.35% 5.127%
10.934 1369 1378 1394 rBV 157461 333044 15.19% 2.848%
13.366 1784 1792 1812 rBV 978783 1757224 80.17% 15.028%

=
QO ~NO®

11 14.747 2020 2027 2041 rVB2 255327 464351 21.18% 3.971%
12 16.233 2274 2280 2299 rBV 583739 1035807 47.26% 8.859%
13 17.491 2487 2494 2506 rBvV2 280753 482753 22.02% 4.129%
14 19.758 2875 2880 2884 rVB 29617 39702 1.81% 0.340%
15 20.082 2929 2935 2945 rBV 1521166 2191911 100.00% 18.746%

16 20.793 3052 3056 3062 rvVB2 23336 31032 1.42% 0.265%
17 21.768 3214 3222 3232 rBV 241783 486291 22.19% 4_.159%
18 25.064 3772 3783 3799 rBV3 96684 375950 17.15% 3.215%

Sum of corrected areas: 11692770
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022278.D

Aca On : 10 Jun 2016 3:51

Operator : UM/SJ

Sample : H3396-03

Misc :

ALS Vial : 43 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: BG022278.D
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8270-BG060616.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022278.D

Aca On : 10 Jun 2016 3:51

Operator : UM/SJ

Sample : H3396-03

Misc :

ALS Vial : 43 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

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-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.58 19.98 ng 190909 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 297 (4.582 min): BG022278.D (-288) (-) m/z 83.00 100.00%
83
55
5000 98
43
420 4.40 4.60 4.80 5.00
...,....,....,..?7.|,:..‘.‘9,'.'.:.,..‘?7.,...77.,....,....,.... m/z 55.00 74.98%
m/z--> 10 30 50 60 70 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43
29 98 420 4.40 4.60 4.80 5.00
m/z 98.00 41 .71%
“\‘ 37\‘\\\ 49\ ‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55 420 4.40 460 4.80 5.00
5000 43 m/z 43.00 27 .52%
98
29
23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3308: 2-Pentene, 2,3-dimethyl- T T T T T T
5 83 420 4.40 4.60 4.80 5.00
4l m/z 39.00 17.05%
5000 - 98
69
15
T '|"'l‘|"'*ﬂ m"%?“L l'|§?“” |"??|' "'?%' T T R L A RN
m/z--> 10 40 50 70 80 90 100 420 4.40 4.60 4.80 5.00
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8270-BG060616.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022278.D

Aca On : 10 Jun 2016 3:51

Operator : UM/SJ

Sample : H3396-03

Misc :

ALS Vial : 43 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

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 unknown5.19 Concentration Rank 4

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

5.19 11.85 ng 113209 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 42
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 36
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 400 (5.187 min): BG022278.D (-391) (-) m/z 43.00 100.00%
43
59
5000
101
| 53 83 4.80 5.00 5.20 5.40 5.600
e A N AR s m/z 59.00 73.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
59
5000 RS AN SRS RN
480 5.00 5.20 5.40 5.60
43 101 m/z 101.00 29.13%
31 ‘ 83
SN NN/ ANARNN A -H £ S
m/z--> 10 40 50 70 80 90 100 110
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 20.13%
43 101
15 3 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43 480 5.00 5.20 5.40 5.60
m/z 41.00 8.14%
5000 59
15 101
53 s | 3 83 N
m/z--> 10 ' ' 40 50 ' 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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8270-BG060616.-M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022278.D

Aca On : 10 Jun 2016 3:51

Operator : UM/SJ

Sample : H3396-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 1

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

7.65 104.95 ng 1002720 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 819 (7.649 min): BG022278.D (-811) (-) m/z 131.90 100.00%
5000 ]\_
68
———
40 54 7.40 7.60 7.80 8.00
....-,--..:-.,.|.|.7.7,87 NESCHE LS J,,, m/z 68.00 34.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 L L UL UL A
a1 o7 7.40 7.60 7.80 8.00
53 117 m/z 133.90 33.54%
79
||||||||||||||| |8|8|||1|0§|||||| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.00 20.25%
31 5l 8
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl . . T
57 132 740 7.60 7.80 8.00
24 m/z 69.00 12.96%
5000 98 116
N ...,....,.?% .,m97.hq. A 188 .1§?.
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 : Z:\HPCHEM1\BNA_ G\DATA\BGO060916\

Data File : BG022278.D

Acq On : 10 Jun 2016 3:51

Operator : UM/SJ

ﬁ?ggle - H3396-03 STA-938-PLATFORM(0-4
ALS Vial : 43 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]
3-Penten-2-one, 4... 4.58 20.0 ng 190909 1 8.12 191087 20.0
unknown5.19 5.19 11.9 ng 113209 1 8.12 191087 20.0
unknown? .65 7.65 105.0 ng 1002720 1 8.12 191087 20.0
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