LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095897.D

Aca On 13 Jun 2017 16:55

Operator : SJ/MA

Sample : PB99721BL

Misc :

ALS Vial : 4 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-BF060517.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 _587 506 510 530 rBV2 51491 168841 7.36% 1.012%
5.251 619 623 649 rBvV 952401 1761245 76.78% 10.554%
rBv 994454 1640260 71.51% 9.829%
7.004 917 921 938 rVB 1288423 2026587 88.35% 12.144%
7.351 976 980 995 rVB 262626 374001 16.30% 2.241%
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7.586 1015 1020 1040 rBV 1048469 1461401 63.71% 8.758%
8.269 1131 1136 1162 rBV 718145 1094096 47.70% 6.556%
9.380 1321 1325 1345 rBV 350863 523116 22.81% 3.135%
11.163 1620 1628 1644 rBY 1570930 2293791 100.00% 13.746%
12.198 1799 1804 1820 rVB2 429877 602150 26.25% 3.608%

=
QO ~NO®

11 13.498 2020 2025 2049 rBvV 829050 1205977 52.58% 7.227%
12 14.598 2207 2212 2226 rBV 389149 601446 26.22% 3.604%
13 16.974 2610 2616 2620 rBV2 1681071 2120157 92.43% 12.705%
14 18.315 2840 2844 2856 rBV 353368 481626 21.00% 2.886%
15 19.986 3125 3128 3142 rBV 204030 332603 14.50% 1.993%

Sum of corrected areas: 16687297
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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\BF061317\

BF095897.D

13 Jun 2017 16:55

SJ/MA

PB99721BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095897.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095897.D

Aca On 13 Jun 2017 16:55

Operator : SJ/MA

Sample : PB99721BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.59 9.03 ng 168841 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 511 (4.592 min): BF095897.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 T
| 82.9 420 4.40 4.60 4.80 5.00
o} A | VNSV | . A EN— m/z 59.10 61.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RS I R
59.0 420 440 460 480 500
m/z 101.00 24 _07%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 480 500
5000 m/z 58.00 14 .59%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L LB BB B
54.0 420 4.40 4.60 4.80 5.00
m/z 41.10 10.11%
5000 310 430 73.0
\‘\‘ “\H \‘ I 840 1010
e S S SR SULIURS SUSIILS IS IULIULS IULI LS LI LI AR AR AR SRR L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095897.D

Aca On 13 Jun 2017 16:55

Operator : SJ/MA

Sample : PB99721BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2 unknown7.00 Concentration Rank 1

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

7.00 108.37 ng 2026590 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 920 (6.998 min): BF095897.D (-917) (-) m/z 132.00 100.00%
13%.0
5000 68.1
00 510 || aso % 1m0 obo 6B 700 720 740
o S MO O N - D 1 E— | A m/z 68.10 40.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e T e
10 550 %0 70 m/z 134.00  31.63%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 650 680 700 750 7.0
5000 ' m/z 66.00 22.86%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole |G NN LI B B
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14 .64%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 1i0 150 150 140 660 6%0 7.00 750 7h0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
Data File : BF095897.D

Acq On 13 Jun 2017 16:55

Operator : SJ/MA

Sample : PB99721BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.59 9.0 ng 168841 1 7.35 374001 20.0
unknown? .00 7.00 108.4 ng 2026590 1 7.35 374001 20.0
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