LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26 Instrument :

Operator : JU ?.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : L1108-04 INWOOD-BH-02-B

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\HPCHEMI\BNA G\METHODS\8270-BG123019.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 5.059 328 335 348 rBV 286224 468036 10.95% 1.522%
2 5.529 408 415 428 rBV 1203246 2004662 46.92% 6.520%
3 7.121 677 686 698 rBY 1307790 2341598 54.80% 7.616%
4 7.485 740 748 757 rBV 1282742 2289351 53.58% 7.446%
5 7.949 819 827 834 rBV 411612 715593 16.75% 2.327%
6 8.273 874 882 891 rBVY 1000767 1784103 41.76% 5.802%
7 9.101 1015 1023 1033 rBvY 759022 1373287 32.14% 4 .466%
8 10.746 1296 1303 1315 rBV 553157 1001151 23.43% 3.256%
9 13.202 1714 1721 1731 rBVY 2089808 3204998 75.01% 10.424%
10 14.031 1855 1862 1869 rBvV 192482 288852 6.76% 0.939%

11 14.577 1947 1955 1963 rBV 841161 1387670 32.48% 4_.513%
12 16.064 2201 2208 2221 rBV 1551578 2428582 56.84% 7.899%
13 17.321 2415 2422 2427 rBV 1035355 1597883 37.40% 5.197%
14 17.362 2427 2429 2435 rVB 164822 203955 4.77% 0.663%

15 17.450 2440 2444 2450 rVB 43073 72559 1.70% 0.236%
16 18.243 2574 2579 2584 rVB3 38304 82217 1.92% 0.267%
17 18.390 2599 2604 2609 rBV2 38528 74340 1.74% 0.242%

18 19.371 2766 2771 2778 rBV 340360 463780 10.85% 1.508%
19 19.730 2824 2832 2841 rBV 300358 496330 11.62% 1.614%
20 19.935 2861 2867 2879 rVB 3096872 4272723 100.00% 13.896%

21 20.223 2913 2916 2919 rBV2 40302 54311 1.27% 0.177%
22 20.629 2983 2985 2989 rVB 72874 69998 1.64% 0.228%
23 21.246 3085 3090 3097 rBV2 471625 755050 17.67% 2.456%
24 21.575 3139 3146 3151 rBV 1024899 1807180 42.30% 5.878%
25 22.391 3282 3285 3294 rVB4 104941 218544 5.11% 0.711%

26 24.730 3676 3683 3694 rVB2 461745 1290538 30.20% 4._.197%

Sum of corrected areas: 30747291
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26

Operator : JU

ﬁ?ggle i L1108-04 INWOOD-BH-02-B
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044043.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26

Operator : JU

ﬁ?ggle i L1108-04 INWOOD-BH-02-B
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.06 13.08 ng 468036 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 53
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol 102 C6H140 000623-37-0 28
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 335 (5.059 min): BG044043.D (-328) (-) m/z 43.10 100.00%

43
59
5000
101

4.80 500 520 540

73 83
o..,....,...3.3,'::.4.8,?3..'.,..?7.,....,.~...??..:,|....,. m/z 59.10 58.99%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
R N R na
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Abundance #4417: 3-Hexanol e EEmEan ...
59 4.80 5.00 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26

Operator : JU

ﬁ?ggle i L1108-04 INWOOD-BH-02-B
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.49 Concentration Rank 1

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

7.49 63.98 ng 2289350 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (7.491 min): BG044043.D (-740) (-) m/z 132.00 100.00%
5000 68
© si || o P J Tk Tk 780 780
o gL e L Weus . m/z 68.10 39.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R R AR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 34 .80%
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
720 7.40 7.60 7.80
5000 67 m/z 66.10 25.67%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R EAmEmmmms
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.31%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26

Operator : JU

ﬁ?ggle i L1108-04 INWOOD-BH-02-B
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.25 8.36 ng 755050 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclohexadecane 224 C16H32 000295-65-8 92
3 1-Docosene 308 C22H44 001599-67-3 91
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 3091 (21.252 min): BG044043.D (-3085) (-) m/z 57.10 100.00%
57
97
5000
J 226 2100 21.20 21.40 21,60
163 - - - -
ob e d AL 7101 | 57 303330386 529 notu3 00 78.78%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227401: Heptadecy! heptafluorobutyrate
57
97
5000 LI SO SUULE IS B
21.00 21.20 21.40 21.60
- m/z 55.10 67.69%
miz--> o'"'s'o"'ic')d"isd'"zod"'zsd"'séé"'séé"Aéd"&éd"éc')d"'
Abundance #81246: Cyclohexadecane
55 g3
2100 21.20 21.40 21.60
5000 m/z 83.10 64 .56%
29 111
o l 139167196224
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151537: 1-Docosene B ma e R RE
57 97 21.00 21.20 21.40 21.60
m/z 71.10 61.53%
5000
29 125 308
o J ﬂl 181209233 280
mz-> 0 50 100 150 200 250 360 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044043.D

Aca On : 14 Jan 2020 19:26

Operator : JU

ﬁ?ggle i L1108-04 INWOOD-BH-02-B
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.42 ng 218544 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3285 (22.391 min): BG044043.D (-3282) (-) m/z 57.10 100.00%
57
o9 22.00 22,20 2240 22.60 22.80
41171 207 281 318 . . . . .
ob A d LA b 471207 247281318 850 430 9110 68. 18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane
57
5000 B AR B N
nmnmnmnmnm
m/z 43.10 61.69%
0 41 183 225 338
miz--> ""s'o"ioc')"1'56"z'od"z'éc')"3'06":;56"Aod"&éé"ééd"ééé"édé"
Abundance #241527: Tetratetracontane
57
22.00 22,20 2240 22.60 22.80
5000 m/z 85.10 42 .43%
97
0 , 141 183 225 267 309 351 393423 463 505 561591
m/z--> 55 160 150 200 250 300 350 400 450 560 séo 660
Abundance #184946: Hexadecane, 1-iodo- AR BT
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 34 .59%
5000 W
% 141 225
ol s | e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 22. 00 22. 20 22. 40 22 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BG044043.D

Acq On : 14 Jan 2020 19:26
Operator : JU

Sample : L1108-04

Misc :

ALS Vial :

Quant Method
Quant Title

12 Sample Multiplier: 1

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

Units Response

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011420\

INWOOD-BH-02-B

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
Propane, 2-methyl. .. 5.06
unknown7 .49 7.49
Heptadecyl heptaf... 21.25
Tetracosane 22.39

ng 468036
ng 2289350
ng 755050
ng 218544

8270-BG123019.M Wed Jan 15 17:14:30 2020

1 7.95 715593 20.0
1 7.95 715593 20.0
5 21.57 1807180 20.0
5 21.57 1807180 20.0
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