LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089866.D

Aca On : 24 Aug 2016 11:36

Operator : UM/SJ

Sample : PB93047BL

Misc :

ALS Vial : 3 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-BF081916.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 1.655 3 6 14 rBV 1670818 3388333 27.56% 3.105%
2 1.770 14 16 23 rVV 6503539 12292743 100.00% 11.263%
3 1.861 23 24 70 rvB 831199 3790014 30.83% 3.473%
4 4.810 279 282 292 rBVY 1733276 2696635 21.94% 2.471%
5 5.244 317 320 323 rBVY 7380270 10232580 83.24% 9.376%

6.307 410 413 415 rBV 8490375 9178151 74.66% 8.409%
6.433 421 424 426 rBV 10195024 9904790 80.57% 9.075%
6.662 442 444 447 rBV 1834349 2109927 17.16% 1.933%
6.822 456 458 461 rBV 7804686 7094129 57.71% 6.500%
7.233 491 494 496 rBV 5712087 5579327 45.39%% 5.112%

=
QO ~NO®

11 7.953 554 557 559 rBV 3698660 3118331 25.37% 2.857%
12 9.039 649 652 654 rBY 11210916 11675757 94.98% 10.698%
13 9.702 708 710 713 rBvV 3717277 3358789 27.32% 3.077%
14 10.490 776 779 781 rBV 5937460 5990267 48.73% 5.489%
15 11.176 837 839 842 rBvV 3111417 3312306 26.95% 3.035%

16 12.788 977 980 983 rBV 8669441 10201226 82.99% 9.347%
17 13.897 1075 1077 1080 rBV 2646990 2939556 23.91% 2.693%
18 15.462 1211 1214 1217 rBV 2011229 2277412 18.53% 2.087%

Sum of corrected areas: 109140273
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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:\HPCHEM1I\BNA F\DATA\BF082416\

BF089866.D

24 Aug 2016 11:36

UM/SsJ

PB93047BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

20000001

1.77

TIC: BF089866.D

5.24

4.81
.86

6.43

6.31
6.82

7.23

6.66

0

Time-->

T
5.50

I
2.00

T
2.50

I
3.00

T
3.50

T T
4.00 4.50 5.00

T
6.00

T
6.50

T
7.00

T
7.50

Abundance

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF089866.D

9/04

10.49

7.95 9.70

11.18

12.79

Time-->

9.50

10.00 10.50 11.00

T
8.00

T
8.50

I
9.00

11.50

13.00

12.00 12.50

Abundance

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF089866.D

13.90

15.46

Time-->

14.00 14.50 15.00 16.50 17.00

17.50

18.00 18.50

19.00

8270-BF081916.

M Wed Sep 01 09:40:56 2004

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089866.D

Aca On : 24 Aug 2016 11:36

Operator : UM/SJ

Sample : PB93047BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.86 35.93 ng 3790010 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 12
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 10
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 24 (1.861 min): BF089866.D (-23) (-) m/z 75.00 100.00%
79.0
5000
45.0
—_—— e ——————
57.0 1.80 2.00 220
Y VN 1L SN .- m/z 73.10 76.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 29.0 45.0 L L L L
1.80 2.00 220
m/z 45.00 34.43%
0 L lse L me amo
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73.0
180 200 220
5000 m/z 41.05 21.39%
45.0
29.0
0 55.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #720: Thiocyanic acid, methyl ester L LA e o
73.0 1.80 2.00 220
m/z 47.00 9.34%
45.0
5000
15.0 520 58.0
0"'l'l"|"”ll'"F'l"‘l"'ll""i'l"'l""l""|""|' Tror T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089866.D

Aca On : 24 Aug 2016 11:36

Operator : UM/SJ

Sample : PB93047BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.81 25.56 ng 2696640 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 282 (4.810 min): BF089866.D (-279) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e N
440 4.60 4.80 5.00 5.20
83.0
0..,....,....','::..,..4!,....7,1.'9..,.-...,...:,....,....,....,....,...., m/z 59.10 60.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR LS UL R
59.0 440 460 480 500 520
m/z 101.00 23.88%
31.0 g3 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 5.00 5.20
5000 41.0 m/z 58.00 17.64%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one | LLL I L L L L N B
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.02%
5000
55.0
o 270 | 710 830 980
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082416\
Data File : BF089866.D

Aca On : 24 Aug 2016 11:36

Operator : UM/SJ

Sample : PB93047BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 unknown6.43 Concentration Rank 2

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

6.43 93.89 ng 9904790 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 424 (6.433 min): BF089866.D (-421) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 50 || w0 weo | oo 650 oo o8 ok
e St | NS m/z 68.10 38.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R R B R
6.00 6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 35.53%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.10 24 .35%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 J
Abundance #14491: 5-Aminoindole A B LR

132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 15.45%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082416\
Data File : BF089866.D

Acq On : 24 Aug 2016 11:36

Operator : UM/SJ

Sample - PB93047BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_M
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]
Propane, 1,l1-dime... 1.86 35.9 ng 3790010 1 6.66 2109930 20.0
2-Pentanone, 4-hy... 4.81 25.6 ng 2696640 1 6.66 2109930 20.0
unknown6 .43 6.43 93.9 ng 9904790 1 6.66 2109930 20.0
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