LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010517\
Data File : BF092107.D

Aca On : 5 Jan 2017 23:42

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 12 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-BF122116.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 4.104 191 194 203 rVB 109270 196078 3.44% 0.370%
2 4.813 252 256 264 rBVY 1559856 2485894 43.62% 4.693%
3 5.270 293 296 298 rBY 3822925 5527815 97.00% 10.436%
4 6.322 385 388 390 rBY 4793514 5698674 100.00% 10.759%
5 6.425 394 397 400 rVB 4939429 4767175 83.65% 9.000%

6.653 415 417 419 rBV 1385066 1354078 23.76% 2.556%
6.802 428 430 433 rBV 2713923 3475433 60.99% 6.561%
7.225 464 467 469 rBV 3318328 3746288 65.74% 7.073%
7.933 526 529 532 rBV 1826893 2211765 38.81% 4.176%
9.019 621 624 626 rBV 5554347 5540599 97.23% 10.460%

=
QO ~NO®

11 9.682 680 682 685 rvB 1950889 2522050 44.26% 4.761%
12 10.471 749 751 754 rBV2 2383070 3329689 58.43% 6.286%
13 11.168 809 812 814 rBV 2716883 2680138 47.03% 5.060%
14 12.757 948 951 953 rBV 4997127 5404822 94.84% 10.204%
15 13.797 1039 1042 1044 rBV 2141839 2222257 39.00% 4._.196%

16 15.168 1159 1162 1164 rBV 1349923 1630232 28.61% 3.078%

17 15.203 1164 1165 1170 rVB 43926 57757 1.01% 0.109%

18 16.014 1233 1236 1239 rVB 34550 59851 1.05% 0.113%

19 16.517 1277 1280 1286 rVB2 22243 57022 1.00% 0.108%
Sum of corrected areas: 52967617
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF010517\

BF092107.D

5 Jan 2017 23:42

UM/SsJ

PB95751BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010517\
Data File : BF092107.D

Aca On : 5 Jan 2017 23:42

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.10 2.90 ng 196078 1,4-Dichlorobenzene-d4 6.65
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 194 (4.104 min): BF092107.D (-191) (-) m/z 83.10 100.00%
55 83
5000 43 98 /\\
380 4.00 420 4.40
e A9 e T L L m/z 55.10 87.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R U R U L
29 98 3.80 4.00 4.20 4.40
m/z 43.00 36 .09%
‘ ‘ 37‘ Ly \ ‘ ! 61 67 7 ! 89 .
miz--> b % % 40 5'0 60 70 8 90 100
Abundance
83
55 380 400 420 440
5000 43 m/z 98.10 35.26%
98
29
23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R EmaT A RREs
5 83 3.80 4.00 4.20 4.40
m/z 39.10 26 .36%
41
5000 7 o8
15 ‘ 69
"'I"h'l""h'%4 o %%'Ml'|§?'MM"??l”l"?%"'W"" R U R U L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010517\
Data File : BF092107.D

Aca On : 5 Jan 2017 23:42

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.81 36.72 ng 2485890 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (4.813 min): BF092107.D (-252) (-) m/z 43.05 100.00%
48
59
5000
s k0 4k 4k 550 550
83 : : : : :
S A< Y O T S m/z 59.10 60.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- A
43
5000 USRS RN R L
59 4.40 460 4.80 5.00 5.20
m/z 101.10 21.43%
15 31 101
‘ \M‘ L1 51 \‘ 83 L ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 15.33%
68
50 126 142
wﬁmﬁwﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one | LLLILEN LLILL BL L BLL  BA
43 4.40 4.60 4.80 500 5.20
m/z 41.10 9.03%
5000 /\;
55
"'I'L'I'”MI"”“H*”I“j”Iq?”z}'“lg?”l"%ﬁ"”l"'W"'W"'W""I SR SRR SRR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010517\
Data File : BF092107.D

Aca On : 5 Jan 2017 23:42

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : 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 unknown6.42 Concentration Rank 1

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

6.42 70.41 ng 4767180 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.425 min): BF092107.D (-394) (-) m/z 132.00 100.00%
132
5000 68
© %l Tuew | b ah a0 ok ok
BN N - & AN | R m/z 68.10 47.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 NN NARE SRS SRR
6.00 6.20 6.40 6.60 6.80
m/z 134.00 33.28%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 640 6.60 6.80
5000 m/z 66.10 29.26%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R s S
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.05 18.75%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SN § U A —
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010517\
Data File : BF092107.D

Acq On : 5 Jan 2017 23:42

Operator : UM/SJ

Sample : PB95751BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.10 2.9 ng 196078 1 6.65 1354080 20.0
2-Pentanone, 4-hy... 4.81 36.7 ng 2485890 1 6.65 1354080 20.0
unknown6 .42 6.42 70.4 ng 4767180 1 6.65 1354080 20.0
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