LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011384.D

Aca On : 31 Aug 2017 22:32

Operator : SJ/JU

Sample : 14963-04

Misc :

ALS Vial : 10 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:\HPCHEM1I\BNA M\METHODS\8270-BM083117.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 3.051 40 45 55 rBv 450486 902901 3.04% 0.648%
2 3.134 55 59 71 rvVB 452502 592453 2.00% 0.425%
3 5.081 383 390 400 rBVY 2561387 3659530 12.33% 2.628%
4 5.545 463 469 481 rBV 3240835 4628410 15.59% 3.323%
5 7.134 732 739 748 rBVY 2111281 3309011 11.15% 2.376%

7.516 795 804 813 rBV 5215868 8445322 28.45% 6.064%
7.992 876 885 892 rBV 1863711 3014501 10.15% 2.165%
8.316 932 940 950 rvB 7175507 11816993 39.81% 8.485%
9.157 1074 1083 1092 rBV 5620811 9582183 32.28% 6.881%
10.798 1353 1362 1370 rBV 2564487 4336346 14.61% 3.114%

=
QO ~NO®

11 13.245 1771 1778 1787 rBV 14395945 22183987 74.73% 15.929%
12 14.621 2004 2012 2021 rBV2 3631488 5588406 18.83% 4.013%
13 16.104 2257 2264 2283 rBV 6301902 9501569 32.01% 6.823%
14 17.362 2470 2478 2488 rBV 4479750 6557132 22.09% 4._.708%
15 18.233 2622 2626 2633 rBV 210053 312463 1.05% 0.224%

16 19.509 2838 2843 2852 rBV2 276682 412530 1.39% 0.296%
17 19.968 2915 2921 2932 rBV 24107516 29686050 100.00% 21.316%

18 21.521 3180 3185 3191 rBV 5987891 7586404 25.56% 5.447%
19 23.903 3583 3590 3599 rBV2 3593745 7149557 24 .08% 5.134%

Sum of corrected areas: 139265748
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

: Z:\HPCHEMI\BNA M\DATA\BM083117\
: BM011384.D

: 31 Aug 2017 22:32

: SJ/JU

: 14963-04

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011384.D

8.32
752 9.16

5.55
5.08 7.13 799 10.80
3343 J
A

0
Time-->

T I
300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011384.D
19,97

13.24

16.10

14.62 1736

18.23 19.51

0
Time-->

12.00 1250 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

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011384.D

21.52
23.90

|

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011384.D

Aca On : 31 Aug 2017 22:32

Operator : SJ/JU

Sample : 14963-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5

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

3.13 3.93 ng 592453 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 17

Abundance Scan 58 (3.128 min): BM011384.D (-55) (-) m/z 72.95 100.00%

73.0
5000 43.0

3.00 320 3.40

5.0 135.0 162.8 206.9 281.0 m/z_43.00 45_.53%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

5000 R
43.0 3.00 320 3.0

' m/z 55.00 31.56%
y ‘\

i \‘\ ‘ ‘\ ‘
T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0

3.00 320 3.40

5000 m/z 87.10 22.01%
43.0
15.0
merrwmwmwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2022: 1,3-Dioxolane, 2-methyl- e
73.0 3.00 320 3.40

m/z 41.00 15.49%

I ‘ \

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011384.D

Aca On : 31 Aug 2017 22:32

Operator : SJ/JU

Sample : 14963-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.08 24 .28 ng 3659530 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 390 (5.081 min): BM011384.D (-383) (-) m/z 43.00 100.00%
43.0
5000
101.0 I SARRESAARE SARRE AL
4.80 5.00 5.20 5.40
o....,....','-..e|,.7.?.?....~,|....,.1.3.?,1.... —L L E—. <Y S W[ T I L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL A R SRR

4.80 5.00 5.20 5.40
m/z 58.00 16.73%

15.0 ‘ 101.0
IIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT TTTT IIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
e e
480 5.00 5.20 5.40
5000 m/z 101.00 14.71%
101.0
15.0 69.0
wmwwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3602: 1-Propen-2-ol, acetate R e
43.0 480 5.00 5.20 5.40
m/z 41.00 8.09%
5000
15.0 | 72.0 1000
| |
et e N R e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011384.D

Aca On : 31 Aug 2017 22:32

Operator : SJ/JU

Sample : 14963-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.52 Concentration Rank 2

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

7.52 56.03 ng 8445320 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 805 (7.522 min): BM011384.D (-795) (-) m/z 132.00 100.00%
13R.0
5000 68.0
40.0 96|-0 1150 J 2070 720 740 7.60 7.80
b e 190.82070.0 m/z 68.00 40.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N U L IR
7.20 7.40 7.60 7.80
310 510 ‘ m/z 134.00 33.52%
‘ 1 H ! !
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 27 .38%
51.0 70.0 86.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole A ey
132.0 7.20 7.40 7.60 7.80
m/z 68.95 15.63%
5000
104.0
66.0
270 500 | 80 | \
m/z--> 20 40 60 80 100 120 140 160 180 200 720 740 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM083117\
Data File : BM011384.D

Acq On : 31 Aug 2017 22:32

Operator : SJ/JU

Sample : 14963-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.13 3.9 ng 592453 1 7.99 3014500 20.0
2-Pentanone, 4-hy... 5.08 24 .3 ng 3659530 1 7.99 3014500 20.0
unknown? .52 7.52 56.0 ng 8445320 1 7.99 3014500 20.0
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