LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090852.D

Aca On : 26 Oct 2016 20:49

Operator : UM/SJ

Sample : H5382-01

Misc :

ALS Vial : 11 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-BF102616.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 4.944 247 250 259 rBV 184021 223490 4.21% 0.589%
2 5.379 286 288 290 rBVY 1712378 1689392 31.82% 4 .455%
3 6.419 377 379 388 rBVY 1408685 1408971 26.54% 3.715%
4 6.556 388 391 393 rBVY 3536162 4228361 79.65% 11.149%
5 6.784 409 411 422 rBV 1042730 1053071 19.84% 2.777%

6.944 422 425 427 rBV 3941681 4170502 78.56% 10.997%
7.356 458 461 463 rBV 2790581 3263154 61.46% 8.604%
1270302 1422839 26.80% 3.752%
9.150 615 618 621 rBV 4471672 5308967 100.00% 13.999%
9.550 650 653 655 rBv 359208 349994 6.59% 0.923%

=
QOO ~NO®

oo

(@]

\l

()]

a1

N

=

a1

N

N

a1

N

()]

=

os]

<

11 9.825 675 677 680 rBV 1727052 1545740 29.12% 4._.076%
12 10.613 743 746 749 rBV2 2503482 3568745 67.22% 9.410%
13 10.739 755 757 764 rVB2 61376 89724 1.69% 0.237%
14 11.311 805 807 809 rBV 1693875 1548081 29.16% 4.082%
15 11.345 809 810 818 rVB3 66627 128404 2.42% 0.339%

16 12.236 887 888 891 rvB 89614 76915 1.45% 0.203%
17 12.899 943 946 949 rBV 4551133 5120800 96.46% 13.502%
18 13.802 1023 1025 1033 rVB 126900 157904 2.97% 0.416%
19 13.951 1035 1038 1040 rBV 1331069 1477841 27.84% 3.897%
20 15.357 1158 1161 1164 rBV 742464 1092307 20.57% 2.880%

Sum of corrected areas: 37925202
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090852.D

Aca On - 26 Oct 2016 20:49

Operator : UM/SJ

Sample : H5382-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102616.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: BF090852.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090852.D

Aca On : 26 Oct 2016 20:49

Operator : UM/SJ

Sample : H5382-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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.

4.94 4.24 ng 223490 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 250 (4.944 min): BF090852.D (-247) (-) m/z 43.10 100.00%
43
59
5000
101 e T
83 460 480 500 5.20
0..,....,....',':.‘..53.'!'],'...??....,.'...,...:,....,....,....,....,...., m/z 59.10 65.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20
59 101 m/z 101.10 24.18%
o 2 36 51 “ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 M m/z 58.10 18.04%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #249: Guanidine  ERREE I S
43 59 460 480 500 5.20
m/z 41.10 8.59%
5000
28
O'W'”lﬂ'”l”'W'“'L'”I”'W'“'P'”I”'W'“'P'”I“'W'”'I IS SSEBE SRS SR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090852.D

Aca On : 26 Oct 2016 20:49

Operator : UM/SJ

Sample : H5382-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.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 80.31 ng 4228360 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 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 391 (6.556 min): BF090852.D (-388) (-) m/z 132.00 100.00%

132
5000 68

o6 SN, |
4054|

620 640 660 6.80
82 LS e 28 m/z 68.10 36.68%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80

o

31 ‘ m/z 134.00 35.01%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
R e
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 22.60%
41 97
117
54 || 81
Ohrrr T T T T T e e e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88584: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .57%
5000
91 105
o 5164 /7 | | 118 | 146159 178 208222
”.w.”.“.”,”.w.”.... B R m e T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102616\
Data File : BF090852.D

Aca On : 26 Oct 2016 20:49

Operator : UM/SJ

Sample : H5382-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.14 ng 157904 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1025 (13.802 min): BF090852.D (-1023) (-) m/z 57.10 100.00%
43 Y
5000
13.40 13.60 13.80 14.00 14.20
o} m/z 83.10 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3
5000 LN B SRR BSUA B
13.40 13.60 13.80 14.00 14.20
29 m/z 55.10 90.82%
o 126140154168182 210 23852266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 LIS BRI SRS BRI B
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 97.10 84 ._.73%
111
29
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecy! ester T
4B 57 oo 13.40 13.60 13.80 14.00 14.20
m/z 69.10 82 .88%
5000 Jw
o} R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102616\
Data File : BF090852.D

Acq On : 26 Oct 2016 20:49

Operator : UM/SJ

Sample - H5382-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.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... 4.94 4.2 ng 223490 1 6.78 1053070 20.0
unknown6 .56 6.56 80.3 ng 4228360 1 6.78 1053070 20.0
Dichloroacetic ac... 13.80 2.1 ng 157904 5 13.95 1477840 20.0
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