LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090319\
Data File : BG042699.D

Aca On : 3 Sep 2019 21:40

Operator : HP/JU

Sample = K4554-25

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\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 3.118 3 5 16 rVB 60411 78767 4 _.50% 1.033%
2 5.550 413 419 430 rBV 129079 214498 12.26% 2.812%
3 7.160 686 693 705 rBV 148683 288887 16.51% 3.788%
4 7.530 748 756 765 rBV 156067 279520 15.98% 3.665%
5 7.994 828 835 849 rVB 104162 179231 10.24% 2.350%

8.323 884 891 900 rBV 109971 193389 11.05% 2.536%
9.163 1027 1034 1045 rBvV 80312 165973 9.49% 2.176%
10.820 1308 1316 1334 rBV 122883 249618 14.27% 3.273%
13.276 1726 1734 1745 rBV 359974 628043 35.90% 8.235%
14.111 1870 1876 1892 rBV 37809 70286 4.02% 0.922%

=
QO ~NO®

11 14.657 1962 1969 1981 rBV 245164 405311 23.17% 5.314%
12 16.149 2217 2223 2239 rBV 455784 781445 44.66% 10.246%
13 17.407 2430 2437 2452 rBV2 327345 533304 30.48% 6.993%
14 20.021 2876 2882 2894 rBV 1296449 1749614 100.00% 22.941%
15 20.815 3012 3017 3023 rBV5 14048 20014 1.14% 0.262%

16 21.320 3098 3103 3116 rBV2 62170 117689 6.73% 1.543%
17 21.684 3158 3165 3172 rBV 413629 682144 38.99% 8.944%

18 21.872 3192 3197 3201 rBvV3 17585 24178 1.38% 0.317%
19 22.025 3218 3223 3227 rBvV3 10437 17980 1.03% 0.236%
20 22.483 3296 3301 3306 rBV3 19765 32271 1.84% 0.423%
21 23.182 3413 3420 3427 rVB2 24200 50390 2.88% 0.661%
22 23.993 3551 3558 3565 rBV3 23184 50081 2.86% 0.657%
23 24.927 3705 3717 3737 rBv3 237380 781088 44.64% 10.241%
24 26.079 3907 3913 3923 rVvB4 12067 32983 1.89% 0.432%
Sum of corrected areas: 7626704
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042699.D

Aca On : 3 Sep 2019 21:40

Operator : HP/JU

Sample : K4554-25

Misc :

ALS Vial : 18 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: BG042699.D

1200000
1000000
800000
600000
400000

200000 716 7.53
5.55 .
.12 7.99 8.32 9.16 10.82

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG042699.D

20.02
1200000

1000000
800000

600000

16.15 21.68

4000001 13.28 17.41
14.66
200000

- 2081 2532 158702 22.48
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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: BG042699.D

1200000

1000000

800000

600000

400000

24.93
200000

23.18 ggg 26.08
L0 0 Ly e B B E L e e

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\BG090319\
Data File : BG042699.D

Aca On : 3 Sep 2019 21:40

Operator : HP/JU

Sample : K4554-25

Misc :

ALS Vial : 18 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 8.79 ng 78767 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (3.118 min): BG042699.D (-3) (-) m/z 73.10 100.00%
7B

5000
87

;:::::=>

43 55

3.20 3.30 3.40 3.50
S L e m/z 87.10 30.47%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L L L L LB I
43 3.20 3.30 3.40 3.50
% 87 m/z 55.10 25.51%
29
I B o L o e e B N REARE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R N REEEE SR
3.20 3.30 3.40 3.50
5000 41 55 m/z 43.10 23.79%
29 ‘
Ll esll so | 97 112 199
R O R o e o RN RANEERER RS R a
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol R RREESEE R e LS s
73 3.20 3.30 3.40 3.50
55 m/z 71.10 10.06%
43
5000
27 ‘
..,.1?.,...‘l‘,‘....‘ila‘..,.‘..‘.,....,‘.:..?%...,....,....,....,....,.... AR B an s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50

8270-BG082219.M Wed Sep 04 17:46:52 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042699.D

Aca On : 3 Sep 2019 21:40

Operator : HP/JU

Sample : K4554-25

Misc :

ALS Vial : 18 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 2 unknown7.53 Concentration Rank 1

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

7.53 31.19 ng 279520 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 756 (7.530 min): BG042699.D (-748) (-) m/z 132.00 100.00%
132
5000
68
96 """""""l""
40 54 28 06 7.20 7.40 7.60 7.80
o m/z 134.00 32.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL U U U

7.20 7.40 7.60 7.80
m/z 68.10 30.77%

31
...,...."-,:.'!.,.:.j?....,.l...,..-.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 7.20 7.40 7.60 7.80
5000 gg 116 m/z 66.10 22.52%
SESSRSSSNY WS WOV WM™ a3
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole e R
132 7.20 7.40 7.60 7.80
m/z 96.10 13.91%
5000
104
66
14 27 30 51 T g9 | us ‘
e e T B e A e A
m/z--> 20 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\BG090319\
Data File : BG042699.D

Aca On : 3 Sep 2019 21:40

Operator : HP/JU

Sample : K4554-25

Misc :

ALS Vial : 18 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 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.45 ng 117689 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90
Abundance Scan 3103 (21.320 min): BG042699.D (-3098) (-) m/z 57.10 100.00%

83

5000

3

21.00 21.20 21.40 21.60
m/z 43.10  77.10%

139 169 197 227 256 281

m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester

326

97

-

21.IOO 21!20 21.I40 21.I60
m/z 83.10 69.93%

5000

153 18290224 252

297

m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate

8

o1 21.00 21.20 21.40 21.60
5000 m/z 55.05 66.80%
125
29
! || 154 182 204 252 297 spenas
e et A7
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate R e e
57 97 21.00 21.20 21.40 21.60
m/z 97.10 60.04%
5000
125
29 153
L7 b f1) 158 182 210 238 266 3w 412
L L L e A E e B
m/z--> 50 100 150 200 250 300 350 400 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\BG090319\
Data File : BG042699.D

Acq On : 3 Sep 2019 21:40

Operator : HP/JU

Sample - K4554-25

Misc :

ALS Vial : 18 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]
Butane, 2-methoxy... 3.12 8.8 ng 78767 1 7.99 179231 20.0
unknown7 .53 7.53 31.2 ng 279520 1 7.99 179231 20.0
Pentafluoropropio... 21.32 3.5 ng 117689 5 21.68 682144 20.0
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