LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020719\
Data File : BG039389.D

Aca On > 7 Feb 2019 19:38

Operator : JU/SJ

Sample : K1392-03

Misc :

ALS Vial : 9 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-BG012919.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 3.228 18 24 32 rBv 215516 403704 8.49% 1.850%
2 3.298 32 36 44 rVB 159187 235806 4_.96% 1.080%
3 5.255 362 369 377 rVB 32887 53586 1.13% 0.246%
4 5.713 439 447 454 rBV 497884 790799 16.64% 3.623%
5 7.311 711 719 730 rVB 319081 586694 12.34% 2.688%

7.698 778 785 795 rBV 894342 1556051 32.74% 7.130%
8.180 860 867 875 rBV 199509 353185 7.43% 1.618%
8.503 914 922 929 rBV 852680 1485964 31.26% 6.808%
9.355 1057 1067 1075 rBV 748724 1352009 28.44% 6.195%
11.000 1339 1347 1355 rBV 279646 510689 10.74% 2.340%

=
QO ~NO®

11 13.426 1752 1760 1768 rBV 2025012 3158542 66.45% 14.472%
12 14.242 1891 1899 1904 rBV 63422 90526 1.90% 0.415%
13 14.800 1987 1994 2001 rBV2 450107 739982 15.57% 3.390%
14 16.281 2239 2246 2262 rBV 1526461 2326026 48.94% 10.658%
15 17.544 2455 2461 2472 rBV 601880 938191 19.74% 4_.299%

16 18.396 2601 2606 2614 rBV2 48753 75712 1.59% 0.347%
17 20.134 2896 2902 2909 rBV 3453090 4753175 100.00% 21.778%
18 21.433 3118 3123 3129 rBV 71403 105792 2.23% 0.485%
19 21.832 3184 3191 3199 rVB2 654725 1086963 22.87% 4._.980%
20 23.359 3445 3451 3458 rBv4 26847 51336 1.08% 0.235%

21 24.205 3590 3595 3604 rVB2 31698 67400 1.42% 0.309%
22 25.216 3757 3767 3780 rVB 372579 1103044 23.21% 5.054%

Sum of corrected areas: 21825176
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039389.D

Aca On : 7 Feb 2019 19:38

Operator : JU/SJ

Sample : K1392-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039389.D

3000000
2500000
2000000
1500000

1000000 7.70
8.50 9.35

571
500000
% 7.31 818 11.00

5.25

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039389.D

20113

3000000

2500000

13.43
2000000

16.28
1500000

1000000

17.54 21.83

500000 14.80
14.24 18.40 2143
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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: BG039389.D

3000000

2500000

2000000

1500000

1000000

500000 25.22
23.36 24.21

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\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039389.D

Aca On : 7 Feb 2019 19:38

Operator : JU/SJ

Sample : K1392-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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.

3.30 13.35 ng 235806 1,4-Dichlorobenzene-d4 8.18
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 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 36 (3.298 min): BG039389.D (-32) (-) m/z 73.15 100.00%

78
5000 43
55 g7

320 340 360
0..,..”,...w..?ﬁm.Lﬁanu“.§?ﬂ!..,”..,.”.,... m/z 43.15  46.65%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 T T T T T T
43 320 340 360
55 87 m/z 55.15 31.31%
29
L. 35 .I} | 50 | 67 || 80
o o L B L e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
3
a1 - 87 320 340  3.60
5000 m/z 87.15 24.79%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1997: Silane, tetramethyl- = —— T
3 320 340 3.60

m/z 45.10 12 _.49%

5000
0 29 37 | \ 53 59 65 ||, 80 88

m/z--> 10 20 30 40 50 60 70 80 90 100 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039389.D

Aca On : 7 Feb 2019 19:38

Operator : JU/SJ

Sample : K1392-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.25 3.03 ng 53586 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 4.5-Dimethvl-3-heptanol 144 C9H200 019549-76-9 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 368 (5.249 min): BG039389.D (-362) (-) m/z 43.10 100.00%
43
59
5000
| 7 s “l’l 500 520 540 5.60
) S SN R S m/z 59.15 58.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 500 520 540 5.60
m/z 58.15 15.84%
15 31 101
0 1l M 50 .| 83 ,
AR LI IR LIS UL IR UL IR UL IS SRR SRS SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21141: 4,5-Dimethyl-3-heptanol
59
5.00 520 5.40 5.60
5000 m/z 101.15 14.70%
41
97
29 69 84 115
AR Sl‘\ R ‘ | 126
G R A R RS AR AN RARRA RAARS LR SRR RARSN SRR N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3236: 4-Penten-2-one, 4-methyl- B e ma
43 5.00 520 5.40 5.60
m/z 41.15 9.70%
5000
0 2\9 |, 55 8\3 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039389.D

Aca On : 7 Feb 2019 19:38

Operator : JU/SJ

Sample : K1392-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 88.12 ng 1556050 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 785 (7.698 min): BG039389.D (-778) (-) m/z 132.15 100.00%
132
5000 68
40 916 c1s 740 7.60 7.80 8.00
Ol e A m/z 68.15 44.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole
132
5000 U L IR I
7.40 7.60 7.80 8.00
104 m/z 134.15 33.71%
3966
L S I I I (L WL WL LI I
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
740 7.60 7.80 8.00
5000 m/z 66.15 31.39%
33 105
‘ ’x \7ﬁ HA
O S I I I I WL WL LI I W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl R e
57 132 7.40 7.60 7.80 8.00

m/z 69.15 18.03%

5000 98

158 189

O e e e e L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020719\
Data File : BG039389.D

Acq On > 7 Feb 2019 19:38

Operator : JU/SJ

Sample - K1392-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 13.4 ng 235806 1 8.18 353185 20.0
2-Pentanone, 4-hy... 5.25 3.0 ng 53586 1 8.18 353185 20.0
unknown7 .70 7.70 88.1 ng 1556050 1 8.18 353185 20.0
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