LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042345.D

Aca On : 20 Aug 2019 2:55

Operator : HP/JU

Sample = K4290-05

Misc :

ALS Vial : 18 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\HPCHEMI\BNA G\METHODS\8270-BG081919.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 3.124 3 6 20 rvB 428686 591647 14.44% 2.823%
2 5.562 415 421 437 rVB 720651 1170741 28.57% 5.587%
3 7.172 686 695 711 rBV 760352 1375685 33.57% 6.565%
4 7.536 747 757 772 rBV 784610 1373338 33.51% 6.554%
5 8.006 829 837 845 rBV 201647 344036 8.39% 1.642%

8.329 884 892 903 rBvV 608990 1079938 26.35% 5.154%
9.169 1026 1035 1054 rBV 415122 804884 19.64% 3.841%
10.826 1307 1317 1328 rBV 265163 496343 12.11% 2.369%
13.282 1728 1735 1751 rBV 1513931 2457027 59.95% 11.725%
14.111 1869 1876 1888 rBV 234112 381125 9.30% 1.819%

=
QO ~NO®

11 14.663 1963 1970 1982 rBV2 481001 797534 19.46% 3.806%
12 16.155 2217 2224 2237 rBV 1154547 1920992 46.87% 9.167%
13 17.413 2432 2438 2448 rBV2 660630 1026674 25.05% 4._.899%
14 18.312 2587 2591 2599 rBV3 22740 48931 1.19% 0.234%
15 20.027 2877 2883 2895 rBV 3060173 4098480 100.00% 19.558%

16 21.343 3101 3107 3128 rBV2 81654 261142 6.37% 1.246%
17 21.690 3159 3166 3176 rBV 712939 1204771 29.40% 5.749%

18 23.206 3419 3424 3429 rVB 28715 52748 1.29% 0.252%

19 24.017 3557 3562 3573 rVB3 30296 69151 1.69% 0.330%

20 24.933 3707 3718 3732 rBV2 450464 1352560 33.00% 6.455%

21 26.126 3916 3921 3931 rVB6 17723 47476 1.16% 0.227%
Sum of corrected areas: 20955223
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042345.D

Aca On : 20 Aug 2019 2:55

Operator : HP/JU

Sample : K4290-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG042345.D

5.56 7.17 7.54
8.33
12 9.17
8.01 10.83

0
Time-->

T T T T T T T
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG042345.D
2003

13.28

16.16

17.41 21.69

14.66

14.11
[ 21.34

18.31

(.
LN e e B e e e B B O N N D B B L B B L B B

"_'_|'
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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG042345.D

24.93

23.21 24.02 26.13

0
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\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042345.D

Aca On : 20 Aug 2019 2:55

Operator : HP/JU

Sample : K4290-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 34.39 ng 591647 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 5 (3.118 min): BG042345.D (-3) (-) m/z 73.10 100.00%
3
5000 /\
43 5 87 AN
. | . 320 3.30 3.40 3.50
Obrprrer o e S e M/Z 43.10  31.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 IS NARAE RS RN AR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.79%
0 ?9 35 || | 67 1], 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 25 .34%
J L 79 |, 97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.62%
5000
45
29
o 89 %S e 101 ) \
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042345.D

Aca On : 20 Aug 2019 2:55

Operator : HP/JU

Sample : K4290-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.54 Concentration Rank 1

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

7.54 79.84 ng 1373340 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 758 (7.542 min): BG042345.D (-747) (-) m/z 132.00 100.00%
132
5000 /\¥
68
40 54 2 a7 S 1ps 115 J 720 740 7.60 7.80
o groer L MPus .~ m/z 68.10 33.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR L s B
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.87%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
A AR L L I
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.29%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl . . R B S R o)
57 132 720 7.40 7.60 7.80
24 m/z 69.10 13.63%
5000 og M°
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042345.D

Aca On : 20 Aug 2019 2:55

Operator : HP/JU

Sample : K4290-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 4
R.T. EstConc Area Relative to ISTD R.T.
21.34 4.34 ng 261142 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 94
Abundance Scan 3106 (21.337 min): BG042345.D (-3101) (-) m/z 57.10 100.00%
57
83

5000

BN

21.00 21.20 21.40 21.60

139 168189207 244 282 241

0 m/z 43.10 84 .96%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
a7
83
5000 LA LI L L L L B LB B I
i 21.00 21.20 21.40 21.60
29 m/z 83.10 80.92%
0 | |[139 163182 210 237255 356
- T I T T I T T T T I T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
[~
A e L
21.00 21.20 21.40 21.60
5000 11 m/z 55.10 80.41%
29 139
ol b W A7) 167 195 222 250 280 308 336
et B e e
m/z--> 50 100 150 200 250 300 350
Abundance #194133 Dichloroacetic acid, heptadecy! ester R B
57 21.00 21.20 21.40 21.60
m/z 97.05 75.13%
5000
29
o J | Jhlﬁg 168 191210 238 266 295
- L L L IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 250 300 350 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\BG081919\
Data File : BG042345.D

Acq On : 20 Aug 2019 2:55

Operator : HP/JU

Sample - K4290-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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]
Butane, 2-methoxy... 3.12 34.4 ng 591647 1 8.01 344036 20.0
unknown? .54 7.54 79.8 ng 1373340 1 8.01 344036 20.0
Pentafluoropropio... 21.34 4.3 ng 261142 5 21.69 1204770 20.0
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