LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082019\
Data File : BG042373.D

Aca On : 21 Aug 2019 1:04

Operator : HP/JU

Sample : K4388-13

Misc :

ALS Vial : 13 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-BG081919.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 3.129 3 7 21 rVB 440390 828381 42.87% 4 .850%
2 5.573 415 423 437 rBV 573965 1005371 52.03% 5.886%
3 7.177 686 696 711 rBV 605454 1133111 58.64% 6.634%
4 7.300 711 717 724 rVB3 12893 25725 1.33% 0.151%
5 7.547 751 759 770 rBV 681825 1193285 61.75% 6.986%
6 8.011 830 838 846 rBV 201963 352861 18.26% 2.066%
7 8.258 874 880 885 rBV4 10459 22501 1.16% 0.132%
8 8.340 887 894 902 rVB 490696 862166 44.62% 5.048%
9 9.122 1019 1027 1030 rBvV2 24158 41258 2.14% 0.242%
10 9.180 1030 1037 1049 rVB 352618 660813 34.20% 3.869%

11 10.831 1311 1318 1328 rBV 256941 492798 25.50% 2.885%
12 13.287 1728 1736 1750 rBV 985000 1574893 81.50% 9.221%

13 14.116 1871 1877 1883 rBV 41173 65125 3.37% 0.381%
14 14.315 1906 1911 1919 rBvV4 20530 46963 2.43% 0.275%
15 14.398 1919 1925 1930 rVV 18179 32638 1.69% 0.191%

16 14.668 1965 1971 1979 rBV 455291 723186 37.43% 4.234%
17 15.720 2146 2150 2157 rVB6 13172 24243 1.25% 0.142%
18 16.166 2219 2226 2244 rBV 852663 1482147 76.70% 8.678%
19 17.424 2434 2440 2444 rBV 537368 823394 42.61% 4.821%
20 17.465 2444 2447 2455 rVB 226491 323853 16.76% 1.896%

21 19.480 2785 2790 2795 rVB 704510 995098 51.50% 5.826%
22 19.838 2847 2851 2856 rVB 613900 821259 42_.50% 4._.808%

23 20.032 2880 2884 2889 rBV 1529440 1932350 100.00% 11.314%
24 21.701 3161 3168 3173 rBV3 698535 1616493 83.65% 9.464%

Sum of corrected areas: 17079912
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042373.D

Aca On : 21 Aug 2019 1:04

Operator : HP/JU

Sample : K4388-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042373.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042373.D

Aca On : 21 Aug 2019 1:04

Operator : HP/JU

Sample : K4388-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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.

3.13 46.95 ng 828381 1,4-Dichlorobenzene-d4 8.01
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 36
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 7 (3.129 min): BG042373.D (-3) (-) m/z 73.10 100.00%
7B

—

5000
43 55 87
R e S AARRREE
| ‘ 3.20 3.30 3.40 3.50
Ol bl byl | 9707119 135 163 178 208 | sz 43.10  34.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
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55 87 m/z 87.10 29.66%
| |
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Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
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5000 41 55 m/z 55.10 27.10%
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Abundance #4436: Pentane, 3-methoxy- REEREE S e RARER
73 3.20 3.30 3.40 3.50
m/z 71.10 11.17%
5000
45
29
0.,....,...5.5,....,....1?%...,....,....,....,....,....
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042373.D

Aca On : 21 Aug 2019 1:04

Operator : HP/JU

Sample : K4388-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.55 Concentration Rank 1

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

7.55 67.63 ng 1193290 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 760 (7.553 min): BG042373.D (-751) (-) m/z 132.00 100.00%
132
5000 }\;
68
0 % 7.20 7.40 7.60 7.80
40 54
ol 118 207 267281 m/z 134.00  33.78%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA LA I UL L I

7.20 7.40 7.60 7.80
m/z 68.10 32.92%

31
ok .|..“,!.|!. '|,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57 132
A
74 7.20 7.40 7.60 7.80
5000 9g 116 m/z 66.10 21.54%
SN O T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- . . s e L B
132 720 740 760 7.80

m/z 96.10 13.51%

117
5000
39 91
e loh
\ ‘ bl ul \\ ul

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082019\
Data File : BG042373.D

Aca On : 21 Aug 2019 1:04

Operator : HP/JU

Sample : K4388-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 _alpha.-Ethyl-_alpha.-methy... Concentration Rank 4

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

9.12 2.34 ng 41258 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Ethvl-_alpha.-methvlbenz... 150 C10H140 001565-75-9 78
2 Benzeneacetic acid. .alpha.-meth._.. 180 C10H1203 056143-21-6 72
3 1-(2-Methvlenecvclohexvl)-1-phen... 216 C15H200 1000191-91-5 72
4 dl-2-Phenvl-1.2-propanediol 152 C9H1202 004217-66-7 72
5 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 72

Abundance Scan 1027 (9.122 min): BG042373.D (-1019) (-) m/z 121.00 100.00%
43 121
5000
91105 880 9.00 9.20 9.40
207 281
S .'..',--.-...||-,-...--. Loxe A B 7z 43.10  97.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23840: .alpha.-Ethyl-.alpha.-methylbenzy! alcohol
43
5000 121 NS SR AR
8.80 9.00 9.20 9.40
m/z 77.10 23.68%
o2 >/ 7T 91105 | 135150
iz 30 40 8 80 100 150 140 150 150 250 230 240 260 20
Abundance #45307: Benzeneacetic acid, .alpha.-methoxy-, methyl ester...
121
SRS RARASRARSERARSSRAREY
8.80 9.00 9.20 9.40
5000 m/z 122.10 14.11%
77
91
ol i |1 180
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Abundance #74377: 1-(2-Methylenecyclohexyl)-1-phenylethanol s
43 121 8.80 9.00 9.20 9.40
m/z 51.00 12.83%
5000
o7 , 105
ol 7 \H M\ vl | 141155169183198 216

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082019\
Data File : BG042373.D

Acq On : 21 Aug 2019 1:04

Operator : HP/JU

Sample - K4388-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.13 47.0 ng 828381 1 8.01 352861 20.0
unknown? .55 7.55 67.6 ng 1193290 1 8.01 352861 20.0
-alpha.-Ethyl-_al ... 9.12 2.3 ng 41258 1 8.01 352861 20.0
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