LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042668.D

Aca On : 1 Sep 2019 19:15

Operator : HP/JU

Sample : K4554-04

Misc :

ALS Vial : 4 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 5.550 413 419 433 rBV 426533 691542 22.18% 5.550%
2 7.160 685 693 710 rBV 434469 832289 26.69% 6.680%
3 7.530 748 756 768 rBV 469399 817874 26.23% 6.564%
4 7.994 828 835 844 rVB 80689 139085 4._.46% 1.116%
5 8.323 883 891 903 rVB 380212 672593 21.57% 5.398%
6 9.164 1026 1034 1048 rBV 248885 471221 15.11% 3.782%
7 10.821 1308 1316 1327 rBV 89316 189541 6.08% 1.521%
8 13.277 1727 1734 1753 rBV 940048 1563751 50.15% 12.551%
9 14.111 1869 1876 1887 rBV 36437 74987 2.41% 0.602%
10 14.657 1961 1969 1982 rBV2 194046 332140 10.65% 2.666%
11 15.392 2088 2094 2102 rBvV 33147 52789 1.69% 0.424%

12 16.150 2216 2223 2242 rBV 784092 1366246 43.82% 10.966%
13 17.407 2430 2437 2453 rBV 283108 474381 15.21% 3.807%
14 20.022 2875 2882 2894 rBV 2269083 3117851 100.00% 25.024%
15 21.320 3095 3103 3114 rBV2 75443 146162 4.69% 1.173%

16 21.684 3158 3165 3176 rBV 368657 622462 19.96% 4.996%

17 22.483 3295 3301 3305 rBV2 22472 41249 1.32% 0.331%
18 23.177 3412 3419 3428 rBV3 27639 52846 1.69% 0.424%
19 23.371 3445 3452 3460 rBV2 17108 33278 1.07% 0.267%
20 23.987 3548 3557 3566 rBV3 25031 59375 1.90% 0.477%

21 24.922 3704 3716 3735 rBV 220063 707745 22.70% 5.680%

Sum of corrected areas: 12459407
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090119\

BG042668.D
1 Sep 2019 19:15
HP/JU
K4554-04
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

-

TIC: BG042668.D

7.53
5.55 7.16 8.32

9.16
7.99

10.82

0
Time-->
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2000000

1500000
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TIC: BG042668.D

13.28
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14.66

14.11 15.39

20.02
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Time-->
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Abundance

2000000

1500000

1000000

500000

232837

TIC: BG042668.D

24.92
23.99

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\BG090119\
Data File : BG042668.D

Aca On : 1 Sep 2019 19:15

Operator : HP/JU

Sample = K4554-04

Misc :

ALS Vial : 4 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.

7.53 117.61 ng 817874 1,4-Dichlorobenzene-d4 7.99
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 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 756 (7.530 min): BG042668.D (-748) (-) m/z 132.00 100.00%
132
5000
68
” % 720 7.40 7.60 7.80
40 54 75 104 . . . .
e A G2 R8T L ws Wl “m/z 134.00  33.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL U U R
7.20 7.40 7.60 7.80
78 m/z 68.10 31.64%
138 44
“'WL“WVIHJL'W'“!V'“l“'w'“'w'“l“'w'“'l““l“'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A AR AR AR AR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.77%
41 97
‘ 53 2 117
el Lol (e ] s e |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80

m/z 69.10 13.93%

5000
33 44 o g7 105
78

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042668.D

Aca On : 1 Sep 2019 19:15

Operator : HP/JU

Sample = K4554-04

Misc :

ALS Vial : 4 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 Diethyltoluamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.39 3.18 ng 52789 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 95
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 87
3 Bicvclol6.3.0lundeca-1.6-dien-3-... 190 C13H180 1000164-02-3 64
4 N-I1-(Dimethvlamino)-2.2.2-trich... 308 C12H15CI3N20 300814-41-9 53
5 1-Propanone, 2-methyl-1-(4-methy... 162 C11H140 050390-51-7 49
Abundance Scan 2094 (15.392 min): BG042668.D (-2088) (-) m/z 119.00 100.00%
119
190
5000 o1
65 15.00 15.20 15.40 15.60 15.80
162
SN Y S ) 1 N .- ..1?6,..|. —+ | 'm/z 190.10  55.64%
miz-> 20 40 60 80 100 120 140 160 180
Abundance #53784: Diethyltoluamide
119
5000 91 AL MR ML BN B
190 15.00 15.20 15.40 15.60 15.80
65 m/z 91.10 37.96%
42 56 | 77 || 105 | 132 148 162 176
mz-> 20 40 60 80 100 120 140 160 180
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119
15.00 15.20 15.40 15.60 15.80
5000 m/z 191.10 22 _.37%
ot 190
65
3342 56 | 77 | 105 | 136148 162 176 M
mz-> 20 40 60 8o 100 130 140 180 1o
Abundance #53123: Bicyclo[6.3.0]undeca-1,6-dien-3-one, 5,5-dimethyl- e Bame o
119 15.00 15.20 15.40 15.60 15.80
m/z 65.00 11.27%
69 190
5000
41 78 91 106
2\7\ \“ 35‘ oLl \‘ ‘ 147 162 175 \
mz-> 20 40 60 80 '160' ' '150' : o e g | | 55 s ke 160 1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042668.D

Aca On : 1 Sep 2019 19:15

Operator : HP/JU

Sample = K4554-04

Misc :

ALS Vial : 4 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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.70 ng 146162 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 87
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 83
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 81
Abundance Scan 3103 (21.320 min): BG042668.D (-3095) (-) m/z 57.10 100.00%
57
97
5000
‘ | ‘ | 12l5 155 182 207 081 21.00 21.20 21.40 21.60
e m/z 55.10 74.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
5000
21.00 21.20 21.40 21.60
29 125 m/z 43.10 63.71%
[LALLL 1)L 154 282 220 238 263 384
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
97
21.00 21.20 21.40 21.60
5000 m/z 97.10 62.78%
125
29
LAl l i .1?9 196 224 252 297 448
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217811: Pentafluoropropionic acid, octadecy! ester
57 21.00 21.20 21.40 21.60
97 m/z 83.10 61.24%
5000
125
2‘19_ L \l (193,182 224292 297 398
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090119\
Data File : BG042668.D

Acq On : 1 Sep 2019 19:15

Operator : HP/JU

Sample . K4554-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7.53 117.6 ng 817874 1 7.99 139085 20.0
Diethyltoluamide 15.39 3.2 ng 52789 3 14.66 332140 20.0
Pentafluoropropio... 21.32 4.7 ng 146162 5 21.68 622462 20.0
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