LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093654.D

Aca On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 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-BF030717.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 4.859 257 260 277 rBVY 1166548 2094198 50.67% 6.122%
2 5.304 298 299 326 rBV2 1567210 3284885 79.49% 9.603%
3 6.367 390 392 400 rBVY 1896956 2832308 68.53% 8.280%
4 6.482 400 402 405 rVB 2484943 2796891 67.68% 8.177%
5 6.710 420 422 433 rVB 916480 1001374 24.23% 2.928%

6.859 433 435 452 rVB 3103789 3159191 76.44% 9.236%
7.282 470 472 494 rBV 2321059 2713466 65.66% 7.933%
8.002 532 535 548 rBV 1194963 1288783 31.18% 3.768%
9.076 627 629 632 rBVY 3662308 4132704 100.00% 12.082%
9.762 686 689 691 rBV 1025319 1401617 33.92% 4.098%

=
QO ~NO®

11 10.551 756 758 773 rBV 1396550 1646923 39.85% 4_.815%
12 11.248 817 819 828 rBV 1437285 1460987 35.35% 4.271%
13 12.654 940 942 945 rBV 153125 127357 3.08% 0.372%
14 12.836 955 0958 960 rBV 3945925 4069812 98.48% 11.898%
15 13.362 1002 1004 1006 rBV 72807 82458 2.00% 0.241%

16 13.888 1048 1050 1059 rBV 763615 1240520 30.02% 3.627%
17 15.294 1171 1173 1185 rVB 479468 871806 21.10% 2.549%

Sum of corrected areas: 34205280
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093654.D

Aca On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093654.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093654.D

Aca On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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._86 41.83 ng 2094200 1,4-Dichlorobenzene-d4 6.71
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 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 260 (4.859 min): BF093654.D (-257) (-) m/z 43.05 100.00%
43.0
59.1
5000
| oo sa1 1°|“ 460 480 5.00 520
ot e e e e e e m/z 59.10 55.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.60 4.80 5.00 5.20
0
150 a0 1010 m/z 58.10 16.83%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 5.00 520
5000 m/z 101.10 16.39%
410 101.0
o 15.0 310 7V 550 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 5.20
m/z 41.10 8.59%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093654.D

Aca On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.48 Concentration Rank 2

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

6.48 55.86 ng 2796890 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 402 (6.482 min): BF093654.D (-400) (-) m/z 132.10 100.00%
13p.1
5000 68.0
0050 || o, BT L "ok ko 68 om0
0 B T e I m/z 68.05 39.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DS SARAEAERE AR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 32.62%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.05 25.97%
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 #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.54%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093654.D

Aca On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.05 ng 127357 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 58
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 49
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 35
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 35
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 35
Abundance Scan 942 (12.654 min): BF093654.D (-940) (-) m/z 56.10 100.00%
56.1
5000
g1 1291 2573 "5l 120 1250 1500
) 2 213.2 . . . )
0 m&#ﬁ##?ﬂ%ﬁw m/Z 57.10 54 _07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 ""I""I'fA'I""IA'
29.0 12.40 12.60 12.80 13.00
3.0 129 m/z 43.05 40.31%
0 “ h “‘ \‘H\ 1L \ ol 157.0 185 0 213 O ] 25‘7 0281 0 312.0
m/z--> ﬁo Jo 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 37.57%
280 257.0
129.0 .
. B30 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3268: 1-Hexene, 2-methyl-  Emmme e ,/.\. .
56.0 12.40 12.60 12.80 13.00

m/z 55.10 31.41%

5000
27.0

98.0

0’ R E e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093654.D

Acq On : 14 Mar 2017 13:08

Operator : SJ/MA

Sample : PB97558BL

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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... 4.86 41.8 ng 2094200 1 6.71 1001370 20.0
unknown6 .48 6.48 55.9 ng 2796890 1 6.71 1001370 20.0
Hexadecanoic acid... 12.65 2.0 ng 127357 5 13.90 1240520 20.0
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