LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031219\

Data File : BG039884.D

Aca On : 12 Mar 2019 21:32 Instrument :

Operator : JU/SJ ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : K1842-05 C-MW-05_ 030719

ALS Vial : 16 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-BG030419.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 3.207 15 20 29 rBv 185750 359067 8.80% 2.019%
2 3.284 29 33 45 rVB 172422 262324 6.43% 1.475%
3 5.698 437 444 457 rBV 413363 674715 16.54% 3.793%
4 7.296 709 716 727 rBV 289007 486720 11.93% 2.736%
5 7.678 773 781 795 rBV 722842 1286482 31.55% 7.233%

8.153 854 862 869 rBvV 157912 265075 6.50% 1.490%
8.477 909 917 925 rBV 591593 1040240 25.51% 5.848%
9.328 1053 1062 1070 rBV 556537 1016244 24.92% 5.714%
10.973 1334 1342 1351 rBV 221597 388580 9.53% 2.185%
13.399 1748 1755 1768 rBV 1537384 2447613 60.02% 13.761%

=
QO ~NO®

11 14.780 1983 1990 2000 rBvV2 381059 610550 14.97% 3.433%
12 16.266 2235 2243 2252 rBV 1337868 2081558 51.04% 11.703%
13 17.523 2450 2457 2468 rVB 531416 809247 19.84% 4 _550%
14 20.114 2892 2898 2904 rBV 3032578 4078090 100.00% 22.928%
15 21.811 3179 3187 3196 rBV2 563169 950526 23.31% 5.344%

16 23.292 3433 3439 3446 rBV2 25417 45386 1.11% 0.255%
17 24.132 3575 3582 3589 rVB4 24452 53915 1.32% 0.303%
18 25.177 3742 3760 3771 rBvV2 287848 930381 22.81% 5.231%

Sum of corrected areas: 17786713
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039884.D

Aca On : 12 Mar 2019 21:32

Operator : JU/SJ

ﬁ?gg le K1842-05 C-MW-05 030719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG039884.D
3000000

2500000
2000000
1500000

1000000

7.68
8.48 9.33

500000 5.70 .
3218 I 8.15 1097

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG039884.D
3000000 20011

2500000

2000000

13.40
1500000 16.27

1000000

17.52 21.81
500000 14.78

O e B e o B e o o o LA B B e O B LA A e e e e

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: BG039884.D
3000000

2500000

2000000

1500000

1000000

500000
25.18

23.29 24.13

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\BG031219\

Data File : BG039884.D

Aca On : 12 Mar 2019 21:32

Operator : JU/SJ

3?22 le K1842-05 C-MW-05 030719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 19.79 ng 262324 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 49
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 32 (3.278 min): BG039884.D (-29) (-) m/z 73.15 100.00%
73
5000 43
55 87
371 65 | 3.203.303.403.50 3.603.70
N S L. m/z 43.15 45.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A AR AR RARAN LA A AR
43 O 3.203.303.403.50 3.60 3.70
- 87 m/z 55.15 32.79%
"|'"“h”'??hhj'é?“"'|"§?H""|""|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
3.203.303.403.50 3.603.70
5000 43 m/z 87.25 25.94%
58
29 8(
L1 A .
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.203.303.403.50 3.603.70
87 m/z 41.15 13.64%
5000 41 55
29 ‘
ol W el | oz e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50 3.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031219\

Data File : BG039884.D

Aca On : 12 Mar 2019 21:32

Operator : JU/SJ

3?22 le K1842-05 C-MW-05 030719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 3 unknown7.68 Concentration Rank 1

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

7.68 97.07 ng 1286480 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 781 (7.678 min): BG039884.D (-773) (-) m/z 132.15 100.00%
5000 68
40, 5 ‘ . 9|6 103 1, 7.0 7.60 7.80 800
e Sl S e e il | Tm/ZZ 68.15 45.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 UL L UL IR L
7.40 7.60 7.80 8.00
33 44 . g7 105 m/z 134.15 33.39%
"I""P"'I"“'?}"ﬁq"'l"Zﬁ' ﬁql"'Ll"J'l}}ﬁl""l T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132
740 7.60 7.80 800
5000 m/z 66.15 31.49%
92
65
27 B Sleg | T W wr |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene P e —
132 7.40 7.60 7.80 8.00
m/z 69.15 17.81%
5000 63 a1
31 88 101 112
"|%4'”"ﬁﬁ"'i?'”'”'ll|Zﬁ"l”ll"“\“'lwl“"w"'r‘“'l"' HRIA L IR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG031219\

BG039884.D

12 Mar 2019 21:32

Ju/SsJ

K1842-05 C-MW-05 030719
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 3.28 19.8 ng 262324 1 8.15 265075 20.0

unknown7 .68

7.68 97.1 ng 1286480 1 8.15 265075 20.0
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