LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO72219\

Data File : BG041747.D

Aca On 22 Jul 2019 13:26 Instrument :

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

3?22'6 : K3916-03 GIS-BUILDING-3

ALS Vial : 7 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-BG071519.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 3.194 13 18 32 rvB 391010 579961 8.70% 1.657%
2 5.609 422 429 443 rBV 1606759 2560108 38.42% 7.316%
3 7.196 690 699 711 rBVY 1602233 2848387 42.75% 8.140%
4 7.578 756 764 776 rBVY 1610458 2790527 41.88% 7.974%
5 8.042 837 843 854 rVB 303029 516832 7.76% 1.477%

8.371 891 899 910 rBV 1236837 2173920 32.62% 6.212%
9.199 1031 1040 1051 rBV 961307 1705659 25.60% 4._.874%
1311 1321 1330 rVB 391992 696628 10.45% 1.991%
13.289 1729 1736 1747 rBV 2646142 4149930 62.28% 11.859%
14.105 1870 1875 1881 rBV 142822 223683 3.36% 0.639%

OO~
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O
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11 14.663 1963 1970 1981 rVB2 616618 1042770 15.65% 2.980%
12 16.138 2215 2221 2232 rBV 2008983 3273159 49.12% 9.353%
13 16.397 2262 2265 2272 rVB 59016 90894 1.36% 0.260%
14 17.219 2402 2405 2410 rVB2 63731 87571 1.31% 0.250%
15 17.395 2430 2435 2444 rVB2 838062 1281260 19.23% 3.661%

16 18.283 2583 2586 2591 rBV2 85301 117367 1.76% 0.335%
17 20.004 2873 2879 2887 rVB 4781918 6663644 100.00% 19.042%
18 21.309 3098 3101 3108 rBv4 51836 105904 1.59% 0.303%
19 21.643 3151 3158 3168 rBV2 1014302 1714229 25.73% 4._.899%
20 22.466 3294 3298 3308 rVB3 43736 97058 1.46% 0.277%

21 23.165 3412 3417 3423 rVB 63287 121188 1.82% 0.346%
22 23.970 3548 3554 3561 rVB2 65403 138152 2.07% 0.395%
23 24.840 3690 3702 3711 rBV2 633490 1792909 26.91% 5.123%
24 24.922 3712 3716 3724 rVB4 54514 124078 1.86% 0.355%
25 26.062 3904 3910 3920 rVB4 36286 98555 1.48% 0.282%

Sum of corrected areas: 34994373
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO072219\
Data File : BG041747.D

Aca On - 22 Jul 2019 13:26

Operator : HP/JU

Sample : K3916-03

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.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: BG041747.D

4000000
3000000

2000000
5.61 7.20 7.58

1000000
3.19 8.04 A 10.85

o s T e L T R e

Time--> 3.50 4.00 450 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041747.D
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Abundance TIC: BG041747.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072219\
Data File : BG041747.D

Aca On 22 Jul 2019 13:26

Operator : HP/JU

Sample - K3916-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.19 22 .44 ng 579961 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (3.189 min): BG041747.D (-13) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 105 007 3.20 3.30 3.40 3.50 3.60
obret sl s T Tm/z 43.10 40.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA IR IR IR IUAA AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.14%
AN
|“"|"”|" URILEEEL UL DAL SR DL UL BN
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUA RN IR AR UL U
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 24 .14%
29 ‘
L bl bl Lo e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.05%
5000 43
58
29 ‘ ﬁ7
0I'Uh'I“"I"“I""P'"I'”'I"'W""I”"I"” HUAL R U IR IR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072219\
Data File : BG041747.D

Aca On 22 Jul 2019 13:26

Operator : HP/JU

Sample - K3916-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 107.99 ng 2790530 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 764 (7.578 min): BG041747.D (-756) (-) m/z 132.00 100.00%
132
5000 68
6 R B
40 54 | 75 103 7.20 7.40 7.60 7.80 8.00
48 62
o S T < ....|,....??.5.‘?,..!.,.':..,.1.1?.,...., b m/z 68.10 41.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A LS UL LR
a1 97 7.20 7.40 7.60 7.80 8.00
53 2 17 m/z 134.00 33.47%
Ol 24 .|,‘.|...i'....,].1.|..| , ..,||.,,,f}.?,,|:,|,19§,|m|,.|1,2f}, N
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69 LR UL UL LR
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 27 .85%
78
31 35 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A s e R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 16.26%
5000
33 44 0 g7 105
0'"'lﬂ"w"'“?%'“iq"'l"7Fi'ﬁ§|"'kl'w”' }}ﬁl""l AR U UL IR LN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO072219\
Data File : BG041747.D

Acq On 22 Jul 2019 13:26

Operator : HP/JU

Sample - K3916-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.M
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 22.4 ng 579961 1 8.04 516832 20.0
unknown7 .58 7.58 108.0 ng 2790530 1 8.04 516832 20.0
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