LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082616\
Data File : BF089918.D

Aca On : 26 Aug 2016 20:08

Operator : UM/SJ

Sample : PB93109BL

Misc :

ALS Vial : 7 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

1.644 3 5 13 rBV 1081878 2671848 36.10% 4.078%
1.758 13 15 22 rBV 3549472 7400502 100.00% 11.295%
rBv 708520 1182635 15.98% 1.805%
5.233 316 319 321 rBV 4631739 4903526 66.26% 7.484%
6.284 408 411 414 rBV 3548508 5433624 73.42% 8.293%
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6.410 419 422 425 rBV 4500028 5378232 72.67% 8.209%
6.650 440 443 445 rBV 1842372 1713763 23.16% 2.616%
6.799 454 456 459 rBV 3365416 4570154 61.75% 6.975%
7.210 489 492 495 rBV 2796301 3131796 42.32% 4_.780%
7.930 552 555 558 rBV 2577545 2266913 30.63% 3.460%

=
QO ~NO®

11 9.016 646 650 652 rBVY 6329930 6982352 94.35% 10.657%
12 9.679 705 708 710 rBV 3022283 2683206 36.26% 4_.095%
13 10.456 774 776 779 rBv2 2589913 3783246 51.12% 5.774%
14 11.154 834 837 839 rBV 2893205 2806660 37.93% 4.284%
15 12.742 973 976 978 rBV 5483416 6341894 85.70% 9.679%

16 13.771 1063 1066 1068 rBV 2502679 2451458 33.13% 3.742%
17 15.120 1181 1184 1187 rBV 1679590 1817870 24.56% 2.775%

Sum of corrected areas: 65519679
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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\BF082616\

BF089918.D

26 Aug 2016 20:08

UM/SsJ

PB93109BL

7 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082616\
Data File : BF089918.D

Aca On : 26 Aug 2016 20:08

Operator : UM/SJ

Sample : PB93109BL

Misc :

ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.79 13.80 ng 1182640 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 64
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 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 280 (4.787 min): BF089918.D (-277) (-) m/z 43.00 100.00%
43
59
5000
T % 450 4k 500 550
83 : : : : :
..,....,....','::..??.4.',...‘??....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR U UL L
440 4.60 4.80 5.00 5.20
59 101 m/z 101.00 22.06%
21 36 | 51 “‘ 67 7683 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 520
5000 M m/z 58.10 17.24%
68
50 126 142
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one REEREEEEEEEE SRS
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.35%
5000
55
“l"??l'?ﬁn“"'|“"'ﬁ%"7}“'|§?"|"%ﬁ'"'l'“'l""l"“l""l BB AR AR AR
m/z--> 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\BF082616\
Data File : BF089918.D

Aca On : 26 Aug 2016 20:08

Operator : UM/SJ

Sample : PB93109BL

Misc :

ALS Vial : 7 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 unknown6.41 Concentration Rank 2

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

6.41 62.77 ng 5378230 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 422 (6.410 min): BF089918.D (-419) (-) m/z 132.00 100.00%
5000 68
40 54 6.00 6.20 6.40 6.60 6.80
0 ...,....,...u.,.“..??...,':.1.1.?.. N — s T m/z 68.10 39.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 INUAREARESE AR NS
6.00 6.20 6.40 6.60 6.80
m/z 134.00 33.40%
31 51 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.00 620 6.0 6.60 6.80
5000 67 m/z 66.00 24.24%
41 97
117
81
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #14491: 5-Aminoindole T R E
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 15.39%

5000

104

66
27 o1 80 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 600 6.20 640 660 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082616\
Data File : BF089918.D

Acq On : 26 Aug 2016 20:08

Operator : UM/SJ

Sample : PB93109BL

Misc :

ALS Vial : 7 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]
2-Pentanone, 4-hy... 4.79 13.8 ng 1182640 1 6.65 1713760 20.0
unknown6 .41 6.41 62.8 ng 5378230 1 6.65 1713760 20.0
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