LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM052319\
Data File : BM020535.D

Aca On 24 May 2019 02:47

Operator : JU/SJ

Sample : K2993-17

Misc :

ALS Vial : 14 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 M\METHODS\8270-BM043019 .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

4.799 305 308 318 rVvB3 28184 53021 1.85% 0.364%
5.246 379 384 396 rBV 819170 1251107 43.71% 8.587%
rBv 790176 1277900 44.64% 8.771%
7.199 709 716 732 rVB 831985 1337171 46.72% 9.177%
7.663 790 795 806 rVB 160924 263480 9.20% 1.808%
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7.981 843 849 861 rVvB 629168 1004275 35.09% 6.893%
8.834 988 994 1011 rBV 401976 720062 25.16% 4.942%
10.457 1264 1270 1285 rVB 161219 279562 9.77% 1.919%
12.939 1685 1692 1709 rBV 1080124 1631053 56.98% 11.194%
13.786 1831 1836 1846 rVB 81899 119598 4.18% 0.821%

=
QO ~NO®

11 14.327 1922 1928 1937 rBV2 248730 379806 13.27% 2.607%
12 15.821 2177 2182 2197 rBV 844738 1225665 42.82% 8.412%
13 17.080 2390 2396 2405 rBV2 329665 473135 16.53% 3.247%
14 19.709 2838 2843 2857 rBV 2390308 2862362 100.00% 19.645%
15 20.404 2957 2961 2965 rBV2 47630 57327 2.00% 0.393%

16 20.974 3054 3058 3062 rBV2 48086 65378 2.28% 0.449%
17 21.274 3104 3109 3117 rBV 531972 702971 24 .56% 4._.825%

18 22.303 3280 3284 3292 rBV5 71241 126170 4.41% 0.866%
19 23.515 3484 3490 3497 rVB2 400426 740086 25.86% 5.079%

Sum of corrected areas: 14570129
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM052319\
Data File : BM020535.D

Aca On : 24 May 2019 02:47

Operator : JU/SJ

Sample : K2993-17

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM020535.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM052319\
Data File : BM020535.D

Aca On 24 May 2019 02:47

Operator : JU/SJ

Sample : K2993-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 1 unknown4.80 Concentration Rank 3

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

4.80 4.02 ng 53021 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.1-dipropoxv- 160 C9H2002 004744-11-0 45
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
3 3-Tridecanol 200 C13H280 010289-68-6 33
4 3-Heptadecanol 256 C17H360 084534-30-5 28
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 308 (4.799 min): BM020535.D (-305) (-) m/z 43.10 100.00%
43.1
5000 1010
440 4.60 4.80 5.00 5.20
3 SR ..'!|,....,'....',....,....,.... 28 2818 Thz  59.10  79.89%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #29867: Propane, 1,1-dipropoxy-
54.0
5000 USRS S U
31.0 440 4.60 4.80 5.00 5.20
m/z 101.00 36.20%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13231: 3-Heptanol, 4-methyl-
54.0
440 460 4.80 500 5.20
5000 m/z 58.00 18.07%
27.0
83.0
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #56253: 3-Tridecanol
54.0 440 4.60 4.80 5.00 5.20
m/z 83.00 11.58%
5000
83.0
4040 111.0 171.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM052319\
Data File : BM020535.D

Aca On 24 May 2019 02:47

Operator : JU/SJ

Sample : K2993-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown7.20 Concentration Rank 1

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

7.20 101.50 ng 1337170 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 716 (7.199 min): BM020535.D (-709) (-) m/z 132.00 100.00%
132.0
68.1 AL
5000
96.0 A I U I
40.0 2348 6.80 7.00 7.20 7.40 7.60
01 : m/z 68.10 52.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
6.80 7.00 7.20 7.40 7.60
70.0 m/z 66.10 34.41%
31.0 51.0 |
0"%'”'J'LP”HH””'P'”I” SRS SRREE BRRSS SEASY SRASY SRRRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.59%
15.0 39 -0 m 63”\0 Iy 10\4 0 |
m/z--> 25 45 60 éo 100 120 140 160 180 200 220 240
Abundance #13677: 3-Chloro-6-fluoro-pyrazine T R b
132.0 6.80 7.00 7.20 7.40 7.60
69.0 m/z 69.10 23.79%
104.0
5000
31.0 ‘
o.H,HLM?Q.“i”M”.WJH...u..”,”...”...”,”.w.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM052319\
Data File : BM020535.D

Aca On 24 May 2019 02:47

Operator : JU/SJ

Sample : K2993-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 unknown22.30 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.30 3.59 ng 126170 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 d-Glucosamine 179 C6H13NO5 000090-77-7 38
2 Dodecanamide 199 C12H25NO 001120-16-7 35
3 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 35
4 Cvclohexanecarboxamide 127 C7H13NO 001122-56-1 27
5 4_beta.H,5.alpha.H-Eudesman-11-ol 224 C15H280 031756-53-3 22

Abundance Scan 3283 (22.298 min): BM020535.D (-3280) (-) m/z 59.00 100.00%

.0

5000
429.2 22.00 22.20 22.40 22.60
0 m/z 72.00 85.91%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #42013: d-Glucosamine
59.0
5000 R o AR
22.00 22.20 22.40 22.60
18, m/z 55.05 63.49%
100.0
0; frsdefr .Fﬁ??...,....,... T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #55486: Dodecanamide
59.0
R N EmE s
22.00 22.20 22.40 22.60
5000 m/z 69.05 61.08%
o280l 0180 000
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106875: 9-Octadecenamide, (2)- R
59.0 22.00 22.20 22.40 22.60
m/z 207.00 50.44%
5000
97.0
136.0

178.0 221.0 281.0
R e e EARmE s e
m/z--> 0 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM052319\
Data File : BM020535.D

Acq On 24 May 2019 02:47

Operator : JU/SJ

Sample - K2993-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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]
unknown4 .80 4.80 4.0 ng 53021 1 7.66 263480 20.0
unknown?7 .20 7.20 101.5 ng 1337170 1 7.66 263480 20.0
unknown22 .30 22.30 3.6 ng 126170 5 21.27 702971 20.0
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