LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090619\
Data File : BG042761.D

Aca On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 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:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 5.553 412 419 432 rBV 410729 666008 33.95% 6.018%
2 7.162 682 693 707 rBV 431845 786219 40.08% 7.105%
3 7.527 748 755 768 rBV 455760 793690 40.46% 7.172%
4 7.997 828 835 843 rBV 103547 176771 9.01% 1.597%
5 8.320 881 890 900 rBV 350686 593003 30.23% 5.359%

9.166 1025 1034 1050 rBV 242690 454879 23.19% 4.111%
10.817 1306 1315 1332 rBV 128217 258958 13.20% 2.340%
13.273 1726 1733 1752 rBV 802237 1315770 67.07% 11.890%
85310 148305 7.56% 1.340%
14.659 1960 1969 1983 rBV 273755 452359 23.06% 4.088%
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11 16.152 2216 2223 2240 rBV 772077 1305430 66.55% 11.797%
12 17.409 2429 2437 2452 rBV 376570 612342 31.21% 5.534%
13 20.024 2875 2882 2897 rBV 1425926 1961703 100.00% 17.727%
14 21.322 3098 3103 3114 rBV 85149 157401 8.02% 1.422%
15 21.687 3158 3165 3177 rBV2 325625 567297 28.92% 5.126%

16 22.486 3294 3301 3306 rBV2 34603 58800 3.00% 0.531%
17 23.185 3414 3420 3428 rBV3 18583 36289 1.85% 0.328%
18 23.996 3550 3558 3565 rBV2 30779 65414 3.33% 0.591%

19 24.936 3706 3718 3736 rBV 206569 655405 33.41% 5.923%

Sum of corrected areas: 11066043
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090619\
Data File : BG042761.D

Aca On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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: BG042761.D
1400000

1200000
1000000
800000

600000

7.53
5.55 7.16
400000 8.32

9.17

200000 8.00 10.82

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG042761.D
1400000 20.02

1200000

1000000

gooooo| 1327 16.15

600000
400000 17.41 21.69

14.66
200000

. 21.32
14.11 22 49

O T LN e e o e s e I e e I
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG042761.D
1400000

1200000

1000000

800000

600000

400000

200000 24,94

23.18 24.00
)\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090619\
Data File : BG042761.D

Aca On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 89.80 ng 793690 1,4-Dichlorobenzene-d4 8.00
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 756 (7.533 min): BG042761.D (-748) (-) m/z 132.00 100.00%
32
5000
68
40 ‘ % |, 720 7.40 7.60 7.80
54 75 104 . ) . .
o..,....,....,...:,'-.-..7.,....??.I-.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,"...,.. m/z 134.00 32.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A IR L
7.20 7.40 7.60 7.80
3 78 m/z 68.10 29.90%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A IR L
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 20.76%
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1[N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L B L L B |
132 7.20 7.40 7.60 7.80
m/z 69.10 13.20%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % % 4w & T e % 10 110 135 1 1% 720 7.40 7.60 7.80

8270-BG082219.M Mon Sep 09 12:01:51 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090619\
Data File : BG042761.D

Aca On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 3 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.32 5.55 ng 157401 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 95
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
Abundance Scan 3103 (21.322 min): BG042761.D (-3098) (-) m/z 57.10 100.00%
87 o3
5000 111
| l L'f?“"l“"w"'w"w
139 21.00 21.20 21.40 21.60
167191
o..I.,..n..',.'.J'.J.-,‘-.-..~.-~,.2.21..,..2550.,....,....,....,. m/z 55.10 81.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane
55
83
5000
29 21.00 21.20 21.40 21.60
i m/z 83.05 80.54%
oLl 4] 1 |139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97 21.00 21.20 21.40 21.60
5000 m/z 43.10 76 .54%
29 125
0 \J 1/ H‘ \”. | 1§4 182 2].'0 23.8 283 384
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57 21.00 21.20 21.40 21.60
m/z 97.10 72 .04%
97
5000
125
o %9‘ i “L 153 181 224 250 280 308 353 454
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090619\
Data File : BG042761.D

Aca On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22 .49 2.07 ng 58800 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 3302 (22.491 min): BG042761.D (-3294) (-) m/z 57.05 100.00%
57
5000

22.20 22.40 22.60 22.80
282
267 m/z 71.10  57.44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
5|7

5000
22.20 22.40 22.60 22.80

m/z 43.10 53.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 22.20 22.40 22.60 22.80
5000 m/z 85.10 46.55%
4
113
0 ‘ Ll g M1 169 197 255 253268 296
.”,””P.”P”.P”q.”wnnluup.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57 22.20 22.40 22.60 22.80
m/z 41.10 22 .42%
85
5000 4
113 140 168
o L[S | Tj183 211 238 26728
L O o L B o s L e o N RARERRES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090619\
Data File : BG042761.D

Acq On : 6 Sep 2019 23:42

Operator : HP/JU

Sample : K4716-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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]
unknown7 .53 7.53 89.8 ng 793690 1 8.00 176771 20.0
Cycloeicosane 21.32 5.5 ng 157401 5 21.69 567297 20.0
Eicosane 22.49 2.1 ng 58800 5 21.69 567297 20.0
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