LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040618.D

Aca On : 25 Apr 2019 19:54

Operator : JU/SJ

Sample : K2566-02

Misc :

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-BG042319.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 3.161 7 12 21 rBv 349637 608269 12.74% 2.970%
2 3.238 21 25 31 rvB 86098 118586 2.48% 0.579%
3 5.682 433 441 448 rBV 372034 593660 12.44% 2.899%
4 7.286 707 714 721 rVB 256543 422628 8.85% 2.064%
5 7.679 772 781 790 rBV 740153 1255326 26.30% 6.130%

8.155 855 862 870 rvB 203801 350268 7.34% 1.710%
8.478 908 917 927 rVB 650420 1115155 23.36% 5.445%
9.330 1052 1062 1074 rBV 631979 1111620 23.29% 5.428%
10.981 1335 1343 1350 rBVY 277125 508647 10.66% 2.484%
13.408 1749 1756 1763 rVB 1667236 2527756 52.96% 12.343%

=
QO ~NO®

11 14.783 1983 1990 1999 rBV2 567595 923154 19.34% 4._.508%
12 16.269 2235 2243 2252 rBV 1531863 2346514 49.16% 11.458%
13 17.527 2451 2457 2464 rBV2 742295 1104140 23.13% 5.391%
14 20.124 2893 2899 2906 rVB 3648640 4773025 100.00% 23.306%
15 21.816 3180 3187 3197 rVB2 816327 1349140 28.27% 6.588%

16 24.201 3588 3593 3601 rVB6 25877 55350 1.16% 0.270%
17 25.182 3750 3760 3775 rVB 429747 1316243 27.58% 6.427%

Sum of corrected areas: 20479481
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040618.D

Aca On : 25 Apr 2019 19:54

Operator : JU/SJ

Sample = K2566-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040618.D

7.68

8.48 9.33

5.68

3.16 729 10.98

.24 J\

8.16

0
Time-->

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040618.D
20.12

13.41
16.27

17.53 21.82

14.78

Time-->

05
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

1000000

500000

TIC: BG040618.D

25.18

24.20

0

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\BG042519\
Data File : BG040618.D

Aca On : 25 Apr 2019 19:54

Operator : JU/SJ

Sample = K2566-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.16 34.73 ng 608269 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 72
4 1-Hexene 84 C6H12 000592-41-6 53
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 50

Abundance Scan 12 (3.161 min): BG040618.D (-7) (-) m/z 56.00 100.00%
56.0
41.0 84.0
5000
| 1972 3.20 3.30 3.40 3.50 3.60
O e e o O SR o e m/z 84.05 63.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
: 84.0
5000 HAA RN RARAR RARAR RRRAR RAR
3.20 3.30 3.40 3.50 3.60
m/z 41.05 63.44%
0 LA LRI AR AL DN SRR W
m/z--> 100 120 140 160 180 200
Abundance #1488. 1-Pentene, 2-methyl-
56.0
410 320 330 3.40 3.50 3.60
m/ 55.10 36.01%
5000 84.0 z o
G R S S S UL U L B UL B W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3522: Cyanic acid, 2-methylpropy! ester S EEAREREEREEEea sy ]
41.0 3.20 3.30 3.40 3.50 3.60
m/z 69.00 27.61%
56.0
5000
84.0
0 26}% ‘\ HHH | 990
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 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\BG042519\
Data File : BG040618.D

Aca On : 25 Apr 2019 19:54

Operator : JU/SJ

Sample = K2566-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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.

3.24 6.77 ng 118586 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 22
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 25 (3.238 min): BG040618.D (-21) (-) m/z 72.95 100.00%
74.0
5000 43.0
3.20 3.30 3.40 3.50 3.60 3.70
Obrrrrrrrell e bbb 280 A7 2890 29440 Th/z 43.00 49.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AN AL A RN LIRS R
43.0 3.20 3.30 3.40 3.50 3.60 3.70
‘ m/z 87.00 30.63%
0'”P¢”H”lP'W'”W”'W””I“”P'”P”'P“W'”W“'W””I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1997: Silane, tetramethyl-
73.0
3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 55.00 30.00%
45.0
0'”P”'J”'P“W'”W”'W””I“”P'”P”'P“W'”W“'W””I””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73.0 3.20 3.30 3.40 3.50 3.60 3.70
m/z 45.00 12.08%
5000
43.0
0}?£%W”wb”pl“luv'9%9“'I”"P"W"”I'”'I“"P"W"”I'”'I“"P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG042519\
Data File : BG040618.D

Aca On : 25 Apr 2019 19:54

Operator : JU/SJ

Sample = K2566-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG042319.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 unknown7.68 Concentration Rank 1

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

7.68 71.68 ng 1255330 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 781 (7.679 min): BG040618.D (-772) (-) m/z 132.00 100.00%
13R.0
68.0
5000
96.0 LRI L IR LN UL
40.0 as s0s 740 7.60 7.80 8.00
0 A o e e B AR m/z 68.00 56.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R U L R R
7.40 7.60 7.80 8.00
105.0 m/z 66.00 40.45%
Lo ||
0 ”'I”"hJ'h"”l'”'l” RS AR SRR SRR B B
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 33.36%
67.0
91.0
ol
0 ”'NLWMN“'J"MIN”'I”J'P"W"”I'”' [rrrrprrrr T
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R N R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 25.55%
5000
69.0
39.0
890
0 ..m”.““” H \‘\ .197..0........l....l........l....l....l R RRRREEBAREEmEEE N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 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\BG042519\
Data File : BG040618.D

Acq On = 25 Apr 2019 19:54

Operator : JU/SJ

Sample - K2566-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
1-Pentene, 2-methyl- 3.16 34.7 ng 608269 1 8.16 350268 20.0
Butane, 2-methoxy... 3.24 6.8 ng 118586 1 8.16 350268 20.0
unknown? .68 7.68 71.7 ng 1255330 1 8.16 350268 20.0
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