LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample : K4554-26

Misc :

ALS Vial : 12 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 3.117 3 5 17 rVB 136653 180627 7.95% 1.744%
2 5.555 411 420 433 rBV 325386 539807 23.77% 5.211%
3 7.159 686 693 710 rBV 334938 619406 27.28% 5.979%
4 7.529 748 756 770 rBV 375305 641042 28.23% 6.188%
5 7.993 829 835 842 rBV 87613 146285 6.44% 1.412%

8.322 883 891 903 rBV 305330 519962 22.90% 5.019%
9.163 1027 1034 1050 rBV 192072 372758 16.42% 3.598%
10.819 1308 1316 1326 rBV 100114 195986 8.63% 1.892%
13.275 1727 1734 1755 rBVY 696605 1149101 50.60% 11.092%
14.104 1869 1875 1887 rBV 51367 102083 4_50% 0.985%

=
QO ~NO®

11 14.656 1963 1969 1979 rBvV2 202230 336279 14.81% 3.246%
12 16.149 2216 2223 2245 rBV 602304 1041499 45.87% 10.053%
13 17.412 2430 2438 2452 rBvV2 270381 475299 20.93% 4._.588%
14 20.020 2875 2882 2892 rBV 1654933 2270772 100.00% 21.919%
15 21.319 3098 3103 3121 rBV2 102859 198260 8.73% 1.914%

16 21.683 3158 3165 3177 rBV 348909 617503 27.19% 5.961%

17 21.871 3192 3197 3203 rvB2 22366 33450 1.47% 0.323%

18 22.482 3295 3301 3306 rBv2 27269 42907 1.89% 0.414%

19 23.181 3412 3420 3427 rBvV2 31011 63819 2.81% 0.616%

20 23.992 3550 3558 3567 rBV2 28173 62938 2.77% 0.608%

21 24.926 3706 3717 3732 rBv2 218979 708089 31.18% 6.835%

22 26.084 3905 3914 3924 rVB6 14226 42011 1.85% 0.406%
Sum of corrected areas: 10359883
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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: BG042676.D

1500000
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500000
716 7-53

5.56 8.32

9.16
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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 1250
Abundance TIC: BG042676.D

20.02
1500000

1000000

13.28
16.15

500000

21.68
17.41

14.66

21.32

o 14.10 ﬂ 1.87 22.48

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: BG042676.D

1500000
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500000

24.93
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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 : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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 24_.70 ng 180627 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 50
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (3.123 min): BG042676.D (-3) (-) m/z 73.10 100.00%
7B
5000
a3 87
| 3.20 3.30 3.40 3.50
SN N A U R P ——— Y -2 0 {0 T W1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURS A U LU
43 3.20 3.30 3.40 3.50
55 87 m/z 43.10 29.00%
29
R R S KRR RS R AR AR AR LA EARSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 H
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
3.20 3.30 3.40 3.50
5000 a1 55 m/z 55.10 21.95%
29 ‘
...,....,..ﬂﬂp...jﬁ.k.,.ulah.??.ﬂ.l.?Q..:,..??,....}%?..,..??P”..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- N e A RAmmEm e
30 3.20 3.30 3.40 3.50
m/z 71.10 10.61%
5000 43 87 /\\
15 72
”W'LW”JH““fL”?%E%'“J“'P“H'”W”'W””I““I“” HRNLURS A U LU
m/z--> 10 20 30 40 50 60 70 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\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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 87.64 ng 641042 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 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 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 756 (7.529 min): BG042676.D (-748) (-) m/z 132.00 100.00%
132
5000
68
% 720 7.40 7.60 7.80
40 54 . . . .
[ | Weus | m/z 134.00 31.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IR L LR
7.20 7.40 7.60 7.80
31 51 78 m/z 68.10 30.82%
"|""'I!'|!'I'!"|I""I""I" N DL U B
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AN

7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.84%

41 53 97 117
Y
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132

57 7.20 7.40 7.60 7.80
24 m/z 69.10 12.99%

5000 gg 116 /\‘
b o | e e

I T
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\HPCHEMI1\BNA G\DATA\BG090119\
Data File : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 6.42 ng 198260 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 95
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 95
Abundance Scan 3103 (21.319 min): BG042676.D (-3098) (-) m/z 57.05 100.00%
57
83
5000 i llll
139 167 210 21.00 21.20 21.40 21.60
...=,...l.',J'..*.,A.A..-.~,:...,..2E.‘°.,....,....,....,. m/z 55.05 75.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
21.00 21.20 21.40 21.60
29 M} Pll m/z 83.10 73.12%
J L] 1 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
o7 21,00 21.20 21.40 21.60
5000 m/z 43.10 68.70%
29 125
] l \l (194 182 210 238 283 384
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 60.16%
97
5000
125
Z?l | ‘l (153181 224250 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\BG090119\
Data File : BG042676.D

Aca On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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 5 Nonadecane, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.18 2.07 ng 63819 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3420 (23.181 min): BG042676.D (-3412) (-) m/z 57.10 100.00%
g7
5000 85
U3 1 22.80 23.00 23.20 23.40
183 210 239 267 . : : :
...-,-.]..l.ll.“.*.-!-','.-..-.~-,:.~.-.,.~...,....,....,...., m/z 71.10 62.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-

5000
22.80 23.00 23.20 23.40

140168 m/z 43.05 59.02%
197 239 267

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 49 .85%
29
‘ w | ) M3 ,241 160 107 225 253 205 323 367
—— et e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57 22.80 23.00 23.20 23.40
m/z 55.05 23.03%
5000
85
29 113 14
J \ ‘ gl Ty, 169 197 225 253 280 309 351 379 407 436
e e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090119\
Data File : BG042676.D

Acq On : 2 Sep 2019 00:24

Operator : HP/JU

Sample - K4554-26

Misc :

ALS Vial : 12 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 24.7 ng 180627 1 7.99 146285 20.0
unknown7 .53 7.53 87.6 ng 641042 1 7.99 146285 20.0
5-Eicosene, (E)- 21.32 6.4 ng 198260 5 21.68 617503 20.0
Nonadecane, 9-met... 23.18 2.1 ng 63819 5 21.68 617503 20.0
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