LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020279.D
Aca On : 11 May 2019 19:08 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2763-02 P021-SS004-1824-01
ALS Vial : 13 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

5.346 395 401 416 rBV 839905 1259537 64.92% 9.659%
6.934 664 671 689 rBvV 778352 1277564 65.85% 9.797%
rBv 836077 1338250 68.98% 10.263%
7.769 806 813 821 rBV 155416 260453 13.43% 1.997%
8.081 860 866 883 rBvV 613198 985580 50.80% 7.558%
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8.934 1004 1011 1028 rBV 434528 779820 40.20% 5.980%
10.557 1280 1287 1299 rBV 156117 288718 14.88% 2.214%
13.027 1701 1707 1726 rBV 923898 1432749 73.85% 10.987%
13.868 1845 1850 1859 rBV 97746 140010 7.22% 1.074%
14.410 1936 1942 1955 rBV2 231726 376189 19.39% 2.885%

=
QO ~NO®

11 15.904 2190 2196 2215 rBV 796926 1205602 62.14% 9.245%
12 17.162 2404 2410 2424 rBV2 290176 443087 22.84% 3.398%
13 18.045 2555 2560 2569 rBV2 35617 58102 2.99% 0.446%
14 19.327 2774 2778 2783 rBV5 17168 25010 1.29% 0.192%
15 19.786 2851 2856 2867 rBV 1442218 1940038 100.00% 14.878%

16 21.050 3067 3071 3074 rBv4 30152 41742 2.15% 0.320%
17 21.350 3117 3122 3130 rBV 432481 581153 29.96% 4._.457%
18 23.638 3505 3511 3520 rVvB2 301797 606369 31.26% 4 _.650%

Sum of corrected areas: 13039973
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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\HPCHEMI\BNA M\DATA\BMO051119\

BM020279.D

11 May 2019 19:08

JussJ

K2763-02

13 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

P021-SS004-1824-01

Abundance
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TIC: BM020279.D
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Time--> 3.00
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Abundance
1400000

1200000

1000000

800000
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TIC: BM020279.D

13.03
15.90

17.16
14.41

13.87
18.04
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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
1400000

1200000

1000000

800000

600000

400000

TIC: BM020279.D

21.35 23.64

200000

0

21.05

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BMO051119\

Data File : BM020279.D

Aca On : 11 May 2019 19:08

Operator : JU/SJ

3?22 le K2763-02 P021-55004-1824-01
ALS Vial : 13 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 unknown7.30 Concentration Rank 1

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

7.30 102.76 ng 1338250 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 733 (7.298 min): BM020279.D (-726) (-) m/z 132.00 100.00%
132
i /\
5000
6 MR L LR I R
40 854 62| | 85 | 103 7.00 7.20 7.40 7.60
0 S i Y A ...,..':-.,....,....,.'!..,....,....,'...,.. m/z 68.10 54.23%
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #13681. 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.00 7.20 7.40 7.60
21 70 m/z 66.10 36.04%
. 44 51 €0 7 8 | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 104 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.25%
78
31 35 44
OH'WM“wwl“JL'w'“lw'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- R EE e A REaas m
132 7.00 7.20 7.40 7.60
m/z 69.10 24 .43%
5000
67
80 a1
45 54
o....,....,..‘..,....6,%..,.7.4H.l....,‘i.??,.l.ﬁ)(.3 A N
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020279.D

Aca On : 11 May 2019 19:08

Operator : JU/SJ

3?22 le K2763-02 P021-55004-1824-01
ALS Vial : 13 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.62 ng 58102 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 47
Abundance Scan 2559 (18.039 min): BM020279.D (-2555) (-) m/z 73.00 100.00%
78
43
5000
97 129
115 185, .. 213
| 157171189199 256 281 17.80 18.00 18.20 18.40
0,.”.,”.“.. m/z 60.00 66.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
48
60 A
5000 LRI DAL SRR SN B
17.80 18.00 18.20 18.40
83 12 - m/z 43.10 61.14%
. |hMm%%|mmmmmmMml
m/z--> ﬁo 45 60 80 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #83686: Pentadecanoic acid
43 g T8
17.80 18.00 18.20 18.40
5000 - m/z 55.00 59.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73 17.80 18.00 18.20 18.40
m/z 57.00 56.81%
43 5
5000 129
185 228
115
01 143167171 ‘ ‘
0, T TN MLl W2 2 S SN | B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051119\

Data File : BM020279.D

Acq On : 11 May 2019 19:08

Operator : JU/SJ

3?22 le K2763-02 P021-SS004-1824-01
ALS Vial : 13 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]
unknown? .30 7.30 102.8 ng 1338250 1 7.76 260453 20.0
n-Hexadecanoic acid 18.04 2.6 ng 58102 4 17.16 443087 20.0
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