LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093651.D

Aca On : 14 Mar 2017 11:45

Operator : SJ/MA

Sample : PB97542BL

Misc :

ALS Vial : 6 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

4._.859 258 260 284 rBV 686178 1503609 28.35% 3.387%
5.304 297 299 327 rBV 3577422 5303343 100.00% 11.945%
rvB 28023 59467 1.12% 0.134%
6.367 390 392 400 rBV 4095284 4839869 91.26% 10.901%
6.482 400 402 405 rVB 4355497 4630295 87.31% 10.429%
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6.710 420 422 430 rVB 1041236 1134506 21.39% 2 .555%
6.859 433 435 450 rVB 3512327 3673758 69.27% 8.274%
7.282 470 472 495 rBV 2546895 3239342 61.08% 7.296%
8.002 533 535 549 rVB 1477921 1531711 28.88% 3.450%
9.076 627 629 632 rBV 3494855 5118726 96.52% 11.529%

=
QO ~NO®

11 9.762 686 689 696 rBV 1409882 1688443 31.84% 3.803%
12 10.551 756 758 771 rBV2 2125341 2737005 51.61% 6.165%
13 11.248 817 819 830 rBV 1674176 1644574 31.01% 3.704%
14 12.654 940 942 945 rBV 219071 190414 3.59% 0.429%
15 12.836 955 0958 961 rBV 4253261 4362005 82.25% 9.825%

16 13.362 1002 1004 1006 rBV 127892 140435 2.65% 0.316%
17 13.888 1048 1050 1059 rBV 1032137 1461033 27.55% 3.291%

18 15.294 1171 1173 1182 rVB 686419 1066461 20.11% 2.402%
19 15.500 1185 1191 1197 rBV3 18761 73650 1.39% 0.166%

Sum of corrected areas: 44398646
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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\BF031317\

BF093651.D

14 Mar 2017 11:45

SJ/MA

PB97542BL

6 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093651.D

Aca On : 14 Mar 2017 11:45

Operator : SJ/MA

Sample : PB97542BL

Misc :

ALS Vial : 6 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 26.51 ng 1503610 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 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 260 (4.859 min): BF093651.D (-258) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 e A e o ]
83.1 4.60 4.80 5.00 5.20

O e i SLOL €02 831 | hs7 59.10  53.42%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

4.60 4.80 5.00 5.20
m/z 58.10 16.68%

30 | 830 9307%1
Ot e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R SRR E R m s e ]
4.60 4.80 5.00 5.20
5000 m/z 101.10 14.49%
41.0
29.0 101.0
50.0 73.0 86.0
Ot T e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- —rrrrr
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.67%
5000 41.0
31.0
69.0 87.0
0 |150| “I ‘i“ 5|10H‘i ‘I | ‘I 98? |
T T T T TT T T L TT T TTTT TTTT TT T TTr T T LI N N B _l_l_l_l—rl_l_l_l—rl'
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031317\
Data File : BF093651.D

Aca On : 14 Mar 2017 11:45

Operator : SJ/MA

Sample : PB97542BL

Misc :

ALS Vial : 6 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 1

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

6.48 81.63 ng 4630300 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 402 (6.482 min): BF093651.D (-400) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 500 |1 ho S e "ok ko 680 om0
e MRS X S || AR m/z 68.10 40.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BB SARRE AR UREE
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 33.17%
0"P'“I”'W'““'h'M'”I”'H““'P'”I“'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 26.87%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.97%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF093651.D

Aca On : 14 Mar 2017 11:45

Operator : SJ/MA

Sample : PB97542BL

Misc :

ALS Vial : 6 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, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.61 ng 190414 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 86
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 46
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 942 (12.654 min): BF093651.D (-940) (-) m/z 56.10 100.00%
56.1
5000
g1 1201 257.3 *12.40 1260 12.80 13.00
185.2 213.3 : : : :
Obrerprrrrdhes !'.-.”..,Jeh..-.'t,l..u.-:-,..|..,.1.“.3.7,.1... Dt et | M7z 57.10  53.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000 e A
12.40 12.60 12.80 13.00
29.0 m/z 43.10 37.88%
‘ 83 0 129 0 257.0
0 [l h H \M | \ i 157. O 185 0 213 0 ‘ \\ 283 0 312 0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 34 .29%
29.0
o 830 1290 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- A At
56.0 12.40 12.60 12.80 13.00

m/z 55.10 30.96%

5000

30.0 100.0 129.0
Ml il \ |

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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093651.D

Acq On : 14 Mar 2017 11:45

Operator : SJ/MA

Sample : PB97542BL

Misc :

ALS Vial : 6 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 26.5 ng 1503610 1 6.71 1134510 20.0
unknown6 .48 6.48 81.6 ng 4630300 1 6.71 1134510 20.0
Hexadecanoic acid... 12.65 2.6 ng 190414 5 13.89 1461030 20.0
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