LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 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-BG032719.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

3.194 14 18 28 rvB3 43586 89080 2.03% 0.457%
5.603 421 428 440 rBvV 488070 803583 18.30% 4.123%
rBv 298664 543262 12.37% 2.787%
7.577 756 764 773 rBV 823269 1458629 33.21% 7.483%
8.047 837 844 854 rBV 225876 391114 8.91% 2.007%
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8.370 890 899 907 rBV 676655 1214182 27.65% 6.229%
9.222 1035 1044 1055 rBvV 582798 1088926 24.80% 5.587%
10.861 1315 1323 1333 rBVY 279669 531143 12.09% 2.725%
13.300 1728 1738 1754 rBV 1515498 2484752 56.58% 12.748%
14.674 1966 1972 1988 rVB2 441589 727334 16.56% 3.732%

=
QO ~NO®

11 16.167 2219 2226 2244 rBV 1246512 2024639 46.10% 10.387%
12 17.418 2433 2439 2453 rBV 577878 924544 21.05% 4.743%
13 20.021 2876 2882 2895 rBV 3234864 4391520 100.00% 22.531%
14 21.290 3091 3098 3104 rBv4 23617 47415 1.08% 0.243%
15 21.690 3159 3166 3177 rBV 678492 1146227 26.10% 5.881%

16 22.442 3288 3294 3299 rVB 34563 54402 1.24% 0.279%
17 23.135 3406 3412 3419 rVB 49079 87718 2.00% 0.450%
18 23.940 3542 3549 3561 rVB3 52296 118486 2.70% 0.608%
19 24.892 3703 3711 3715 rBV3 51563 122593 2.79% 0.629%
20 24.968 3715 3724 3741 rVB2 348486 1087163 24.76% 5.578%

21 26.032 3897 3905 3915 rVB2 36278 99937 2.28% 0.513%
22 27.395 4135 4137 4150 rVBS8 20424 54708 1.25% 0.281%
Sum of corrected areas: 19491357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040390.D
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Abundance TIC: BG040390.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.19 4.56 ng 89080 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 9
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 9

Abundance Scan 17 (3.188 min): BG040390.D (-14) (-) m/z 73.00 100.00%
7B
5000 43
55 87
| 49 ‘ | 3.20 3.30 3.40 3.50 3.60
ol e e e e e m/z 43.00 42.28%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUA AR U IR IUARA UL
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 30.48%
0 ?9 35 | | 67 ||, 80
LI NI SN FULELEL LI SURLL SURELLS UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl-
7B
3,20 3.30 3.40 3.50 3.60
5000 m/z 55.00 30.41%
43
0 2 15 2 36 || 5359 e | 88
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.00 16.38%
5000 43
58
29 8(
0 ”'l"'w'"'|“‘“““"w**"l“"l"'w'*"l“"l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.58 Concentration Rank 1

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

7.58 74.59 ng 1458630 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 765 (7.583 min): BG040390.D (-756) (-) m/z 132.00 100.00%
132
5000 68 }\
0 s [l % J T T 76 78 560
o b8 LHe 27 "m/z 68.00  40.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A S UL LR
a1 97 7.20 7.40 7.60 7.80 8.00
53 2 17 m/z 134.00 32.60%
0 [ L B DR SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 A U UL LR
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 26 .25%
31
0 ‘ [l 1 H Il ‘ ‘ 1
"'P"'I"”I""I”"I"”I" [ L B DY S
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole I ]
132 720 7.40 7.60 7.80 8.00

m/z 69.00 16.34%

5000
104
66
14 27 39 51 P 77 g9 115 |
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m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.94 2.18 ng 118486 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetracosane. l-bromo- 416 C24H49Br 006946-24-3 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3549 (23.940 min): BG040390.D (-3542) (-) m/z 57.05 100.00%

5000 85

-

113 23.60 23.80 24.00 24.20

141 169 195 224 267 416
ol .l, AL IR S99 220 207 8% 4K m/z 71.05 62.85%
m/z--> 50 100 150 200 250 300 350 400

Abundance #194493: Hexacosane

-

5000 85
23.60 23.80 24.00 24.20

m/z 43.00 62.81%

29
L) M2 141 169 107 205 253 295 323 367
LA E e e e e LA B o e e o e O B
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
R e e RN
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 45 .22%
29
old l | M3 141 169 197 2025 253 281 309 337 365 394
B L B e i o o e e L AL B e e o i i o
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57 23.60 23.80 24.00 24.20
m/z 55.00 22.30%
85
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m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG040519\
Data File : BG040390.D

Aca On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .89 2.26 ng 122593 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Docosane 310 C22H46 000629-97-0 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 3711 (24.892 min): BG040390.D (-3703) (-) m/z 57.05 100.00%
57
5000 85
1 24.60 24.80 25.00 25.20
33155 208 253
0...-!, L |I|} Y A S LI m/z 43.05 61.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 I B U U AR
mmmm%m%m
m/z 71.10 52.93%
29 113
oL i b 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #153223: Docosane
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.05 50.49Y%
113 141
NI O O 0 O G O S OO
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 24.60 24.80 25.00 25.20
m/z 41.00 21.19%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040519\
Data File : BG040390.D

Acq On : 5 Apr 2019 23:45

Operator : JU/SJ

Sample : K2242-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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]
Butane, 2-methoxy... 3.19 4.6 ng 89080 1 8.05 391114 20.0
unknown7 .58 7.58 74.6 ng 1458630 1 8.05 391114 20.0
Hexacosane 23.94 2.2 ng 118486 6 24.97 1087160 20.0
Heneicosane 24.89 2.3 ng 122593 6 24.97 1087160 20.0
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