LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031327.D

Aca On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample : 16671-08

Misc :

ALS Vial : 13 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 G\METHODS\8270-BG111017.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 5.206 319 326 339 rBV 96883 157912 2.71% 0.566%
2 5.687 400 408 428 rBV 1152656 1986741 34.08% 7.124%
3 7.291 674 681 700 rBY 1156818 2183382 37.46% 7.829%
4 7.662 736 744 757 rBVY 1206653 2147827 36.85% 7.702%
5 8.126 817 823 831 rBV 212131 369035 6.33% 1.323%

8.455 871 879 892 rBV 925395 1673353 28.71% 6.000%
9.295 1013 1022 1037 rBV 654911 1284447 22.04% 4.606%
10.946 1296 1303 1327 rBV 260220 551624 9.46% 1.978%
13.373 1708 1716 1728 rBV 2108717 3381306 58.01% 12.125%
14.201 1849 1857 1874 rBV 95054 204872 3.51% 0.735%

=
QO ~NO®

11 14.753 1943 1951 1960 rVB2 488870 842161 14.45% 3.020%
12 16.234 2197 2203 2225 rBV 1731423 2864858 49.15% 10.273%
13 17.491 2410 2417 2433 rBV 713089 1170712 20.08% 4.198%
14 18.355 2560 2564 2576 rBv4 38881 82984 1.42% 0.298%
15 20.082 2851 2858 2868 rBV 4329882 5829001 100.00% 20.902%

16 21.369 3073 3077 3092 rBV 131068 283628 4.87% 1.017%
17 21.763 3137 3144 3158 rBvV2 819922 1457608 25.01% 5.227%
18 25.059 3693 3705 3721 rBV 469443 1415708 24.29% 5.077%

Sum of corrected areas: 27887159
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031327.D

Aca On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample : 16671-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031327.D
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Abundance TIC: BG031327.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031327.D

Aca On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample : 16671-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 8.56 ng 157912 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 327 (5.212 min): BG031327.D (-319) (-) m/z 42.95 100.00%
43
59
5000
101 fro T
o5 83 | 4.80 5.00 520 5.40 5.60
O L T R S m/z 59.10 58.55%
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
5000 I N U L
59 480 5.00 520 5.40 5.60
m/z 101.10 21.40%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 5.60
5000 m/z 58.00 15.94%
101
15 a 8 s 86
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
59 480 5.00 520 5.40 5.60
m/z 41.00 10.91%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031327.D

Aca On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample : 16671-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 1

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

7.66 116.40 ng 2147830 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 744 (7.662 min): BG031327.D (-736) (-) m/z 132.00 100.00%
5000 68 ]\\
20 54 7 a7 105118 740 7.60 7.80 800
o B B o o m/z 68.00 37.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR LR AR AR
7.40 7.60 7.80 8.00
2 51 78 m/z 134.00 32.84%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 800
5000 67 m/z 66.00 24.66%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T - LB B e e
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 15.50%
5000 og 0
I L 8 o7 ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120117\
Data File : BG031327.D

Aca On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample : 16671-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 4 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.89 ng 283628 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 1-Tricosene 322 C23H46 018835-32-0 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 3077 (21.369 min): BG031327.D (-3073) (-) m/z 43.00 100.00%
4369 9
5000
12 207 21.00 21.20 21.40 21.60
154 267 : : : :
I ,-.l.‘l. g8 230 R m/z 97.05 98.40%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000
21.00 21.20 21.40 21.60
125 m/z 57.10 93.32%
0 29 | L4 “\ , 154 182 210 238 266
m/z--> 55 160 150 200 250 300 3%0
Abundance
57 g3
21.00 21.20 21.40 21.60
5000 m/z 55.00 92.84Y%
111
29
. 139 169 196 224 252 204 322
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
21.00 21.20 21.40 21.60
83 m/z 83.05 89.39Y%
5000 111
29
0 | ||1139 163182 210 537255 6 |,
m/z--> 50 160 1%0 200 2%0 360 3%0 21.00 21.20 21.40 21.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120117\
Data File : BG031327.D

Acq On : 1 Dec 2017 20:54

Operator : SJ/JU

Sample - 16671-08

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.21 8.6 ng 157912 1 8.13 369035 20.0
unknown7 .66 7.66 116.4 ng 2147830 1 8.13 369035 20.0
1-Nonadecene 21.37 3.9 ng 283628 5 21.76 1457610 20.0
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