LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\

Data File : BF100964.D

Aca On - 29 Nov 2017 5:45 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16603-06 gl
Misc i 112217-JETT-F-D-S
ALS Vial : 41 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 5.075 505 508 518 rBV 94158 100784 4 _.39% 0.824%
2 5.475 572 576 589 rBV 690717 594228 25.89% 4 .856%
3 6.481 744 747 755 rVB 452176 394317 17.18% 3.222%
4 6.628 768 772 775 rBVY 1316090 1094331 47.68% 8.942%
5 6.857 808 811 815 rBV 482343 378997 16.51% 3.097%

7.016 834 838 841 rBV 1770966 1565282 68.20% 12.791%
7.428 902 908 911 rBV 1229674 1205813 52.54% 9.853%
599013 474959 20.70% 3.881%
9.216 1207 1212 1215 rBV 2338378 2295014 100.00% 18.753%
9.892 1322 1327 1338 rVB 538444 514862 22.43% 4.207%
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11 10.686 1458 1462 1473 rBV 791394 767812 33.46% 6.274%
12 11.380 1576 1580 1584 rBV 552374 456394 19.89%% 3.729%
13 12.968 1845 1850 1853 rBV 1940337 1723515 75.10% 14.084%
14 14.021 2025 2029 2036 rVB 417943 355928 15.51% 2.908%
15 15.492 2274 2279 2287 rBV 253015 315560 13.75% 2.579%

Sum of corrected areas: 12237796
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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\

BF100964.D

29 Nov 2017 5:45

SJ/JuU

16603-06

41 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 : BF100964.D

Aca On : 29 Nov 2017 5:45

Operator : SJ/JU

Sample : 16603-06

Misc :

ALS Vial : 41 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.

5.07 5.32 ng 100784 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF100964.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 LR I UL IR L
| 83.0 | 4.80 500 5.20 5.40
ot e e m/z 59.10 53.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ko Sho Sk sk
0
150 a0 1010 m/z 101.10 16.69%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.10 13.60%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R A R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.56%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100964.D

Aca On : 29 Nov 2017 5:45

Operator : SJ/JU

Sample : 16603-06

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 57.75 ng 1094330 1,4-Dichlorobenzene-d4 6.86
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 772 (6.628 min): BF100964.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
w10 || |0 J 620 61 680 B0 760
0 —+ il m/z 68.10 39.24%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A LI I IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.33%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.47%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B B R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.83%
74.0
5000 9go 1160
0----.----‘.‘-‘---“‘.--‘--.“i“--‘-“.--”- _ 1580 1890 RN Y| CO—
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100964.D

Acq On : 29 Nov 2017 5:45

Operator : SJ/JU

Sample : 16603-06

Misc :

ALS Vial : 41 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... 5.07 5.3 ng 100784 1 6.86 378997 20.0
unknown6 .63 6.63 57.8 ng 1094330 1 6.86 378997 20.0
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