LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO51319\
Data File : BM020325.D
Aca On : 13 May 2019 20:33 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2769-02 P026-SS017-0206-01
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 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

5.340 394 400 411 rBV 721749 1091270 46.00% 8.650%
6.928 663 670 684 rBvV 665698 1094915 46.15% 8.679%
rBv 730710 1178581 49.68% 9.343%
7.757 804 811 819 rBV 138145 220169 9.28% 1.745%
8.075 857 865 880 rvB 541363 883058 37.22% 7 .000%
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8.922 1002 1009 1022 rBV 375698 664862 28.02% 5.270%
10.551 1278 1286 1298 rBV 141421 255740 10.78% 2.027%
13.022 1699 1706 1718 rBV 899933 1420414 59.87% 11.260%
13.863 1844 1849 1859 rBV 80247 117945 4.97% 0.935%
14.404 1935 1941 1958 rBV 236228 360490 15.19% 2.858%

=
QO ~NO®

11 15.898 2189 2195 2208 rBV 823863 1205535 50.81% 9.556%
12 17.157 2403 2409 2422 rBvV2 283731 447678 18.87% 3.549%

13 18.033 2554 2558 2564 rBV2 26093 39235 1.65% 0.311%
14 19.786 2850 2856 2869 rBV 1763772 2372562 100.00% 18.807%
15 21.039 3066 3069 3077 rBV5 46890 67181 2.83% 0.533%

16 21.345 3116 3121 3130 rBV 439014 645424 27 .20% 5.116%
17 23.633 3504 3510 3518 rVB 270274 550062 23.18% 4 _360%

Sum of corrected areas: 12615121
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051319\
BM020325.D

13 May 2019 20:33

JussJ

K2769-02

16 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P026-SS017-0206-01

Abundance TIC: BM020325.D
1500000
1000000
5.34 7.29
6.93
8.07
500000
8.92
7.76 10.55
o
O L o o A B B e e L H i e o s s e B s s L e N B
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020325.D
19,79
1500000
1000000 13.02
15.90
500000
14.40 17.16
. 13.86 18&03
N B o I AL i o o e )AL S e s e o B B B BB R
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020325.D
1500000
1000000
21.34
500000 23.63
21.04 ”4A Ao e
o1+ T T T T T T T T T T T T T T T T T T T T e T e
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 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:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051319\

Data File : BM020325.D

Aca On : 13 May 2019 20:33

Operator : JU/SJ

ﬁ?ggle i K2769-02 P026-55017-0206-01
ALS Vial : 16 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown7.29 Concentration Rank 1

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

7.29 107.06 ng 1178580 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 732 (7.293 min): BM020325.D (-724) (-) m/z 132.00 100.00%
132
5000 ]\_
700 7.20 7.40 7.60
m/z 68.10 52.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.00 7.20 7.40 7.60
0
31,5 51 78 m/z 66.10 34.66%
”I“'W'”'l'”WJ'W'”'P'JI“'W'“'P'”I“'W'”'P'”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 33.95%
70
31
;4451 80 |77 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e e R
132 7.00 7.20 7.40 7.60
m/z 69.10 23.03%
5000
15 28 39 52 % 77 00 104
mzs 1 % 3 4 0 8 o B 8 100 110 150 130 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051319\
Data File : BM020325.D

Aca On : 13 May 2019 20:33

Operator : JU/SJ

Sample : K2769-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.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 1-Tetracosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.04 2.08 ng 67181 Chrysene-d12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 87
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 87
3 Cvclopentadecane 210 C15H30 000295-48-7 86
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
5 1-Nonadecanol 284 C19H400 001454-84-8 70

Abundance Scan 3069 (21.039 min): BM020325.D (-3066) (-) m/z 57.10 100.00%
83
5000
111
208
3 34 178 21 e 20.80 21.00 21.20 21.40
" .|.|'1.'.'-, L uFE 3 h7z 83.05  87.62%
m/z--> 50 100 150 200 250 300 350
Abundance #142901: 1-Tetracosanol
5000 83
20.80 21.00 21.20 21.40
18 ” m/z 69.10 85.17%
6 I L ,140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
" 20.80 21.00 21.20 21.40
5000 111 m/z 43.05 80.14%
29
139 250
A ,LU,H,“I AT 68 104 24 27 360
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane T
55 20.80 21.00 21.20 21.40
83 m/z 71.00 76.27%
5000
29 111
|11 e ae 20
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051319\

Data File : BM020325.D

Acq On : 13 May 2019 20:33

Operator : JU/SJ

ﬁ?ggle i K2769-02 P026-SS017-0206-01
ALS Vial : 16 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .29 7.29 107.1 ng 1178580 1 7.76 220169 20.0
1-Tetracosanol 21.04 2.1 ng 67181 5 21.34 645424 20.0
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