LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096994.D

Aca On 24 Jul 2017 19:29

Operator : SJ/JU

Sample : PB100918BL

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-BF071317.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 4.687 472 476 489 rBV 238066 403784 10.99% 1.351%
2 5.134 547 552 555 rBY 3168347 3522789 95.87% 11.786%
3 6.187 725 731 734 rBVY 3032718 3416420 92.98% 11.430%
4 6.292 744 749 752 rBVY 3265326 3272042 89.05% 10.947%
5 6.510 783 786 790 rBV 784532 720310 19.60% 2.410%
6 6.669 809 813 817 rBVY 2544230 2548372 69.35% 8.526%
7 7.081 878 883 886 rBY 2004303 2296830 62.51% 7.685%
8 7.792 1000 1004 1008 rBV 1011619 1031241 28.07% 3.450%
9 8.875 1182 1188 1191 rBvV 3112383 3674395 100.00% 12.293%
10 9.539 1295 1301 1305 rBV 1151779 1091830 29.71% 3.653%
11 9.957 1368 1372 1373 rBV 47229 40345 1.10% 0.135%

12 10.327 1430 1435 1439 rBV 1798243 2047000 55.71% 6.849%
13 11.016 1547 1552 1555 rBV 1178567 1031050 28.06% 3.450%
14 12.604 1817 1822 1826 rBV 2669865 3176789 86.46% 10.629%
15 13.639 1994 1998 2002 rBV 996451 913448 24.86% 3.056%

16 14.992 2223 2228 2234 rBV 560661 614892 16.73% 2.057%

17 15.827 2366 2370 2377 rBV4 24298 41283 1.12% 0.138%
18 16.315 2446 2453 2459 rBV4 21683 46224 1.26% 0.155%
Sum of corrected areas: 29889044
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096994.D

Aca On 24 Jul 2017 19:29

Operator : SJ/JU

Sample : PB100918BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096994.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096994.D

Aca On 24 Jul 2017 19:29

Operator : SJ/JU

Sample : PB100918BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4.69 11.21 ng 403784 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 477 (4.693 min): BF096994.D (-472) (-) m/z 43.00 100.00%
43.0
5000 59.0
I e "ok 4o 4k b
A R R R KRN ARARS RARRA RARLA RARSS SRS AL RALAS RARAIARRE m/z 59.00 50.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L L I
59.0 440 460 480 5.00
0,
150 4, 1010 m/z 58.00 14 .84%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 4.80 500
5000 41.0 m/z 101.00 13.59%
29.0
87.0
15.0 71.0 98.0
wﬁmﬁmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e b R
54.0 440 4.60 4.80 5.00
m/z 41.00 9.36%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096994.D

Aca On 24 Jul 2017 19:29

Operator : SJ/JU

Sample : PB100918BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.29 Concentration Rank 1

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

6.29 90.85 ng 3272040 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.292 min): BF096994.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
IR R R U
401 40 | 9.1 6.00 6.20 6.40 6.60
..,....,....,...:,“.'..:,!!..,::.'.|,..l:.,5?‘.‘-.?,....,.-:..,1.1.“?-9,....,"...,.. m/z 68.10 41.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AR SR LR
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.84%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 640 6.60
5000 m/z 66.00 26.78%
104.0
140 270 300 510 600770 g9, 115.0
wmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal L maa B
132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.04%
5000 67.0
41.0 97.0
53.0
‘ ‘ 20.0 117.0
'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”hW'”'P'il”'WH”'" SRR R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF096994.D

Acq On 24 Jul 2017 19:29

Operator : SJ/JU

Sample : PB100918BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.69 11.2 ng 403784 1 6.52 720310 20.0
unknown6 .29 6.29 90.8 ng 3272040 1 6.52 720310 20.0
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