LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\
Data File : BF100952.D

Aca On : 29 Nov 2017 00:22

Operator : SJ/JU

Sample : PB104562BL

Misc :

ALS Vial : 29 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-BF110817.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 5.087 506 510 523 rVB 213937 251672 14.94% 2.296%
2 5.481 573 577 581 rBY 1033961 984700 58.45% 8.982%
3 6.486 743 748 751 rBVY 1064696 950687 56.43% 8.672%
4 6.628 768 772 775 rBVY 1236424 1022895 60.72% 9.330%
5 6.857 808 811 815 rBB 453976 347662 20.64% 3.171%

7.016 833 838 841 rBV 1443935 1229623 72.99% 11.216%
7.422 902 907 910 rBV 931272 906963 53.84% 8.273%
8.139 1025 1029 1032 rBV 521019 417681 24.79% 3.810%
9.216 1206 1212 1215 rBV 1942503 1684574 100.00% 15.366%
9.892 1323 1327 1341 rBB 419980 403523 23.95% 3.681%

=
QO ~NO®

11 10.680 1458 1461 1474 rBV 530406 470718 27.94% 4.294%
12 11.380 1576 1580 1586 rBV 414218 342943 20.36% 3.128%
13 12.968 1845 1850 1853 rBV 1350324 1293692 76.80% 11.800%
14 14.021 2025 2029 2041 rBV 416673 363355 21.57% 3.314%
15 15.492 2274 2279 2285 rBV 234658 292555 17.37% 2.669%

Sum of corrected areas: 10963243
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112817\

BF100952.D

29 Nov 2017 00:22

SJ/JuU

PB104562BL

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.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\BF112817\
Data File : BF100952.D

Aca On : 29 Nov 2017 00:22

Operator : SJ/JU

Sample : PB104562BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.09 14.48 ng 251672 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 511 (5.092 min): BF100952.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 R N S IR
| 83.1 4.80 5.00 5.20 5.40
o} S| . m/z 59.10 58.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L S I
4.80 5.00 5.20 5.40
59.0 m/z 101.10 19.53%
27\0\ 1] H 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 410 m/z 58.00 15.03%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L L N B
43.0 4.80 5.00 520 5.40
m/z 41.10 10.07%
5000
101.0
15.0
27.0 56.0 71.0 ‘
0'”I””P'Nh'”ﬂ'”P”lP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W U A L S SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100952.D

Aca On : 29 Nov 2017 00:22

Operator : SJ/JU

Sample : PB104562BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 2

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

6.63 58.84 ng 1022900 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 772 (6.628 min): BF100952.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 N an A EA AR 700
40.1 540 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,“.'...,:!..,.:l-.'...'..,E?f‘.?,..!.,.’rPZ,O....,....,"...,.. m/z 68.10 37.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132.0
5000 1 PRV
M0 530 o m/z 134.00  32.40%
79.0 '
0'W'”'P'”I”'AJ”'ﬂh”lmhm'muﬁ'”l“”l”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 620 640 650 680 700
5000 ' m/z 66.10 23.21%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e B

132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.56%

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 6.20 6.40 6.60 6.80 7.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100952.D

Acq On : 29 Nov 2017 00:22

Operator : SJ/JU

Sample : PB104562BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 14.5 ng 251672 1 6.86 347662 20.0
unknown6 .63 6.63 58.8 ng 1022900 1 6.86 347662 20.0
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