LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092806.D

Aca On : 6 Feb 2017 20:05 Instrument :

Operator : SJ/MA BNA_F

Sample - 11696-01 ClientSampleld :

Misc - FK-BPM-01-A5B-A6B-A7B-A8B
ALS Vial : 10 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-BF013017.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 5.093 261 263 274 rBV 894477 1359109 34.97% 3.988%
2 5.527 298 301 303 rBVY 2533176 3382355 87.02% 9.924%
3 6.556 387 391 393 rBVY 2587050 3647210 93.84% 10.702%
4 6.682 399 402 404 rBVY 3471645 3339606 85.92% 9.799%
5 6.910 419 422 424 rBV 1001550 850832 21.89% 2.496%

7.070 433 436 438 rBV 2447888 2616496 67.32% 7.677%
7.470 468 471 474 rBV 1679135 2001646 51.50% 5.873%
8.190 532 534 536 rBvV 945959 1075769 27.68% 3.156%
9.276 626 629 631 rBVY 3089282 3886695 100.00% 11.404%
9.665 661 663 665 rBvV 294326 238908 6.15% 0.701%

=
QO ~NO®

11 9.870 676 681 685 rBvV 44895 100535 2.59% 0.295%
12 9.950 685 688 690 rVB 1466406 1324077 34.07% 3.885%
13 10.373 717 725 727 rBV2 47794 94434 2.43% 0.277%
14 10.739 754 757 760 rBV 2007320 2153886 55.42% 6.320%
15 10.853 765 767 772 rVB 92086 120510 3.10% 0.354%

16 11.299 804 806 807 rBV 101790 86524 2.23% 0.254%
17 11.436 815 818 820 rBV 1629999 1394770 35.89% 4.092%
18 11.722 841 843 846 rVB 61092 61218 1.58% 0.180%

19 13.025 954 957 960 rBV 3703152 3690381 94.95% 10.828%
20 13.917 1033 1035 1045 rBV 57342 122877 3.16% 0.361%

21 14.077 1046 1049 1051 rBV 1521076 1398481 35.98% 4.103%
22 15.528 1173 1176 1179 rBV 889469 1134946 29.20% 3.330%

Sum of corrected areas: 34081265
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092806.D

Aca On : 6 Feb 2017 20:05

Operator : SJ/MA

Sample : 11696-01 :

Misc : FK-BPM-01-A5B-A6B-A7B-A8B
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092806.D

Aca On : 6 Feb 2017 20:05

Operator : SJ/MA

Sample : 11696-01 :

Misc : FK-BPM-01-A5B-A6B-A7B-A8B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 31.95 ng 1359110 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 263 (5.093 min): BF092806.D (-261) (-) m/z 43.05 100.00%
a3
59
5000
101 R U L TR
4.80 5.00 5.20 5.40
el syl e 8 | 7 59.10 55.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L TR
4.80 5.00 5.20 5.40
59 m/z 101.10 15.61%
?\7\ 1 37\ L 53‘ H 67 7 83 91 ‘10‘1
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 58.10 14 .96%
a1 101
15 31 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.75%
5000 41
31
| [
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' R U L TR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF020617\

Data File : BF092806.D

Aca On : 6 Feb 2017 20:05

Operator : SJ/MA

Sample : 11696-01 :

Misc : FK-BPM-01-A5B-A6B-A7B-A8B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .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 2 unknown6.68 Concentration Rank 1

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

6.68 78.50 ng 3339610 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 402 (6.682 min): BF092806.D (-399) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 6.0 6.60 6.80 7.00
54 75 104 : . . .
..,....,....,...:,".'.‘.‘7:,:!..?%:.n.',..'..,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 41.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 DA SRR U
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.10 33.42%
| i |
..,....,....,?ﬂai:‘...i‘..‘..69.‘.‘;2‘,..‘.‘.‘,‘....‘,..‘a.,.l.o.s.,....‘,1.2.‘.".,‘ [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.0 6.60 6.80 7.00
5000 m/z 66.10 26.66%
3144 51 8
mﬁmﬂwﬂwﬁmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole e
132 6.40 6.60 6.80 7.00

m/z 69.10 16.47%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF020617\

Data File : BF092806.D

Acq On : 6 Feb 2017 20:05

Operator : SJ/MA

Sample : 11696-01 :

Misc : FK-BPM-01-A5B-A6B-A7B-A8B
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : 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]
2-Pentanone, 4-hy... 5.09 31.9 ng 1359110 1 6.91 850832 20.0
unknown6 .68 6.68 78.5 ng 3339610 1 6.91 850832 20.0
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