LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042791.D

Aca On : 12 Sep 2019 20:51

Operator : HP/JU

Sample : K4852-13

Misc :

ALS Vial : 10 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-BG091219.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 3.217 16 22 31 rBv 145613 288252 6.29% 1.098%
2 3.294 31 35 51 rvB 321152 499922 10.91% 1.905%
3 5.685 435 442 451 rBV 1107107 1798912 39.27% 6.855%
4 7.266 700 711 724 rBV 1218243 2136344 46.63% 8.141%
5 7.653 767 777 786 rBY 1077124 1891180 41.28% 7.206%
6 8.123 849 857 864 rBV 287496 498732 10.89% 1.900%
7 8.447 905 912 920 rBV 777885 1365817 29.81% 5.205%
8 9.275 1044 1053 1062 rBV 673676 1209375 26.40% 4 .608%
9 10.932 1327 1335 1342 rVB 369617 672550 14.68% 2.563%
10 13.364 1742 1749 1756 rVB 1693511 2658543 58.03% 10.131%

11 14.181 1880 1888 1897 rBV 147637 228809 4_.99% 0.872%
12 14.739 1976 1983 1990 rVB 602475 948983 20.72% 3.616%
13 16.220 2228 2235 2244 rBV 1491615 2321564 50.68% 8.846%
14 17.477 2443 2449 2456 rBV2 816965 1249882 27.28% 4._.763%
15 18.370 2597 2601 2609 rBV2 82506 116569 2.54% 0.444%

16 20.086 2887 2893 2899 rBV 3498102 4581009 100.00% 17.456%
17 21.408 3113 3118 3128 rBV2 147159 259451 5.66% 0.989%
18 21.754 3170 3177 3184 rBV 936031 1492937 32.59% 5.689%
19 21.984 3212 3216 3222 rVB3 32923 52618 1.15% 0.201%
20 22.618 3318 3324 3331 rBV3 57321 109161 2.38% 0.416%

21 23.335 3440 3446 3451 rBV3 52517 99904 2.18% 0.381%
22 24.169 3582 3588 3594 rVB2 48132 104658 2.28% 0.399%
23 25.027 3721 3734 3745 rBV 510094 1474012 32.18% 5.617%
24 25.156 3750 3756 3764 rVB4 40977 103031 2.25% 0.393%
25 26.337 3949 3957 3964 rVB7 27689 80548 1.76% 0.307%

Sum of corrected areas: 26242763
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z -\SVOASRV\HPCHEM1\BNA G\DATA\BG091219\
BG042791.D

12 Sep 2019 20:51

HP/JU

K4852-13

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG091219.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
Parameters: LSCINT.P

AOSR5556,
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AOSR5556,
3000000
2500000
2000000
1500000
1000000

500000

TIC: BG042791.D

13.36

16.22

17.48

14.74

14.18 18.37

20.09

21.75

21.41

21.98 22.62
A,

A
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05
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
3500000

3000000

2500000

2000000

1500000
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Z%L 33

TIC: BG042791.D

25.03

24.17 5.16 26.34

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042791.D

Aca On : 12 Sep 2019 20:51

Operator : HP/JU

Sample : K4852-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.29 20.05 ng 499922 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 34 (3.288 min): BG042791.D (-31) (-) m/z 73.05 100.00%

73
5000 43

320 340 360
ol 8 207 295 m/z 43.10 46.64%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T T T LI B
320 340 360

m/z 55.10 32.29%
1Lk

.,....,....,....,.. T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

320 340  3.60
5000 55 m/z 87.10 25.09%

. ﬁ‘

o

0 | 97112129

,,,,,,,, T T

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #1995: Silane, tetramethyl- I I B e o
73 320 3.40 3.60

m/z 41.10 13.41%

5000
15 43
" \H 58 I 89

e N —— e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042791.D

Aca On : 12 Sep 2019 20:51

Operator : HP/JU

Sample : K4852-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219.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 3 unknown7.65 Concentration Rank 1

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

7.65 75.84 ng 1891180 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12

Abundance Scan 776 (7.647 min): BG042791.D (-767) (-) m/z 132.00 100.00%
32
5000 68
0o || % . e Tk 7k 7By 5h0
0 1 2 m/z 68.10 49.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AR AR RARRA RARS LR AR
7.40 7.60 7.80 8.00
m/z 66.10 36.22%

ol MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14491: 5-Aminoindole
132
e
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.07%
104
66
14 27 39 51 % 78 g h 116 ||
R I B LA M B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- R Eas L Eammmmat e
132 7.40 7.60 7.80 8.00
m/z 69.10 21.13%
5000
104
39 51 63
T
0...“u.4mJPWWM.ﬂ..”,.”. S /AN VIR L U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042791.D

Aca On : 12 Sep 2019 20:51

Operator : HP/JU

Sample : K4852-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 3.48 ng 259451 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 92
3 1-Octadecene 252 C18H36 000112-88-9 92
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI303 1000314-56-3 91
5 Acetic acid, chloro-, octadecyl ... 346 C20H39CI02 005348-82-3 91
Abundance Scan 3118 (21.408 min): BG042791.D (-3113) (-) m/z 57.10 100.00%
97 g3
5000
111
NI BN BRI I
3 139 21.00 21.20 21.40 21.60 21.80
ol A u ASP aesisL 224 252 280 35T L See i T ae 7
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 NN IR BN B BN
29 11 21.00 21.20 21.40 21.60 21.80
m/z 43.10 85.89%
o | [ 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)-
41 | 69
o7 21,00 21.20 21.40 21.60 21.80
5000 m/z 83.10 83.81%
125
o za‘x L ‘\ |, 154 182 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #104182: 1-Octadecene
43 21.00 21.20 21.40 21.60 21.80
83 m/z 69.05 60.71%
5000
111
JLas ) |l deg | | ‘L | 189 168 106 224 252
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091219\
Data File : BG042791.D

Acq On : 12 Sep 2019 20:51

Operator : HP/JU

Sample - K4852-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_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... 3.29 20.1 ng 499922 1 8.12 498732 20.0
unknown? .65 7.65 75.8 ng 1891180 1 8.12 498732 20.0
3-Eicosene, (E)- 21.41 3.5 ng 259451 5 21.75 1492940 20.0
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