LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\
Data File : BF093374.D
Aca On : 3 Mar 2017 22:24 Instrument :
Operator : SJ/MA EﬁAfs el

- _ lentosampleld :
3?2?:'6 - 12086-06 SRI-MW-5-20170302
ALS Vial : 13 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 4.933 247 249 256 rBV 206226 261718 4 .54% 0.667%
2 5.379 286 288 305 rBVY 1647338 2478357 42 .97% 6.316%
3 6.430 378 380 388 rBY 1601053 1671755 28.99% 4.260%
4 6.556 388 391 393 rBY 3654844 4144720 71.86% 10.562%
5 6.784 409 411 413 rBV 1227205 1262955 21.90% 3.218%

6.933 422 424 427 rBV 2558838 3492563 60.56% 8.900%
7.356 458 461 464 rBV 2820581 3083337 53.46% 7.858%
8.076 521 524 526 rBV 1528443 1729066 29.98% 4._.406%
9.150 615 618 620 rBVY 5230346 5767570 100.00% 14.698%
9.539 650 652 654 rBv 134370 154432 2.68% 0.394%

=
QO ~NO®

11 9.756 668 671 674 rBvV 49985 100740 1.75% 0.257%
12 9.825 674 677 679 rvVV 1551115 1896102 32.88% 4.832%
13 10.248 713 714 716 rVB 113841 85401 1.48% 0.218%
14 10.613 743 746 749 rBV 2802284 3110815 53.94% 7.928%
15 10.716 754 755 760 rvB2 121488 171885 2.98% 0.438%

16 11.162 792 794 799 rBV2 83455 133071 2.31% 0.339%
17 11.299 804 806 809 rBV 1514607 1833286 31.79% 4.672%
18 12.888 942 945 948 rBV 3952519 5049017 87.54% 12.867%
19 13.779 1021 1023 1028 rBV 101832 130867 2.27% 0.333%
20 13.939 1035 1037 1040 rBV 1520387 1516262 26.29% 3.864%

21 15.357 1158 1161 1165 rBV 939151 1166683 20.23% 2.973%

Sum of corrected areas: 39240602
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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\BF030317\

BF093374.D

3 Mar 2017 22:24

SJ/MA

12086-06

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

SRI-MW-5-20170302
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093374.D

Aca On 3 Mar 2017 22:24

Operator : SJ/MA

3?22 le 12086-06 SRI-MW-5-20170302
ALS Vial : 13 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

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.

4.93 4.14 ng 261718 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 3-Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 249 (4.933 min): BF093374.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
| mo 750 k0 500 5k
RN SR UUUT | PRRSSRSESE oMU M m/z 59.10 57.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L UL
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 15.27%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 15.02%
410 101.0
15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e R mame
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.70%
5000
41.0
RN |""”|“' --“l‘ﬂ-§9'9-¢ AR 7?3q '|'§q'9|' "'I""' N IR SRS SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030317\
Data File : BF093374.D

Aca On : 3 Mar 2017 22:24

Operator : SJ/MA

Sample : 12086-06

Misc :

ALS Vial : 13 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

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 unknown6.56 Concentration Rank 1

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

6.56 65.64 ng 4144720 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 391 (6.556 min): BF093374.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 rrrrTyTTTT T T T T T T
40.1 54.0 6.20 6.40 6.60 6.80
M.'?}-?. TR 2 m/z 68.10 38.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS A S
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.42%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T ou b0 op
5000 ggo 1160 m/z 66.10 24.53%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14.81%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; S "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\

Data File : BF093374.D

Acq On : 3 Mar 2017 22:24

Operator : SJ/MA

3?22 le 12086-06 SRI-MW-5-20170302
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
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... 4.93 4.1 ng 261718 1 6.78 1262960 20.0
unknown6 .56 6.56 65.6 ng 4144720 1 6.78 1262960 20.0
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