LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091727.D

Aca On : 18 Dec 2016 3:03

Operator : UM/SJ

Sample : H6099-18

Misc :

ALS Vial : 18 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 F\METHODS\8270-BF121716.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 4.270 188 191 196 rBvV 342968 448683 3.83% 0.576%
2 4.933 246 249 257 rBVY 1188791 1728584 14.74% 2.220%
3 5.367 284 287 290 rBVY 4908873 4785091 40.80% 6.144%
4 6.407 375 378 380 rBVY 2842639 3165344 26.99% 4 .065%
5 6.533 386 389 392 rBY 6242514 7745850 66.04% 9.946%

6.762 407 409 412 rBV 1812334 1885519 16.08% 2.421%
6.922 420 423 426 rBV 5981222 7015573 59.81% 9.008%
4549227 6239603 53.20% 8.012%
8.053 519 522 524 rBV 2715302 2716989 23.16% 3.489%
9.139 613 617 619 rVB 8046179 11728991 100.00% 15.061%
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11 9.802 672 675 678 rBV 2969167 2911817 24.83% 3.739%
12 10.591 740 744 747 rBV 4282969 7196669 61.36% 9.241%
13 11.288 802 805 807 rBV 2975145 3077453 26.24% 3.952%
14 12.877 940 944 947 rBV 7186335 11634196 99.19% 14.939%
15 13.917 1032 1035 1038 rBV 2859423 2840534 24.22% 3.647%

16 14.671 1099 1101 1108 rBV2 104086 203869 1.74% 0.262%
17 15.322 1155 1158 1161 rBV 2017222 2552572 21.76% 3.278%

Sum of corrected areas: 77877337
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091727.D

Aca On : 18 Dec 2016 3:03

Operator : UM/SJ

Sample : H6099-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091727.D

Aca On : 18 Dec 2016 3:03

Operator : UM/SJ

Sample : H6099-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 4

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

4.27 4.76 ng 448683 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 191 (4.270 min): BF091727.D (-188) (-) m/z 83.00 100.00%
55.1 83.0
5000 430 8.1 k
0 eo 400 420 440 4.60
O R R e L L m/z 55.10 90.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LA UL AR I UL
o 30 98.0 400 420 4.40 4.60
m/z 43.05 36 .64%
0 ‘ ‘ ‘ Ly il ‘ | 67.0 75.0 !
”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
55.0 83.0
410 400 420 440 4.60
5000 m/z 98.10 35.46%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one R
83.0 4.00 420 4.40 4.60
550 m/z 39.10 26.50%
43.0
5000
29.0
98.0
S O A Y-
G S S S SRS I IS SIS UL UL W U UL L L U
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091727.D

Aca On : 18 Dec 2016 3:03

Operator : UM/SJ

Sample : H6099-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 18.34 ng 1728580 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 249 (4.933 min): BF091727.D (-246) (-) m/z 43.00 100.00%
43.0
59.1
5000
1o 460 480 500 520
83.0 : : - :
o...,....,....,....I,'::.?,l-.o.~:.,...6?-,°....,.'...,...:,|....,. m/z 59.10 55.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESARBERERE SR AR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 18.50%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 15.40%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.19%
5000
41.0
29.0 101.0
o o all.s00 [] 730  86.0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121716\
Data File : BF091727.D

Aca On : 18 Dec 2016 3:03

Operator : UM/SJ

Sample : H6099-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 3 unknown6.53 Concentration Rank 1

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

6.53 82.16 ng 7745850 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.533 min): BF091727.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DR IR U U
40.0 54 J 6.20 6.40 6.60 6.80
ol 4820 | 80 m/z 68.10 48.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 L LN UL I R
6.20 6.40 6.60 6.80
m/z 134.00 34.01%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 30.50%
41.0 97.0
117.0
81.0
L S B L U L L S L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- — ey
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.42%
117.0
5000
91.0
Tas, L4
0 I'h"f'“M'Fm"mi'“*'lw"lu'P"I""I""I"" USSR R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121716\
Data File : BF091727.D

Acq On - 18 Dec 2016 3:03

Operator : UM/SJ

Sample - H6099-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.M
Quant Title : 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... 4.27 4.8 ng 448683 1 6.76 1885520 20.0
2-Pentanone, 4-hy... 4.93 18.3 ng 1728580 1 6.76 1885520 20.0
unknown6 .53 6.53 82.2 ng 7745850 1 6.76 1885520 20.0
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