LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020282.D
Aca On : 11 May 2019 20:56 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2763-07 P021-SS005-1824-01
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
1 5.351 395 402 412 rBVY 1269831 1869100 51.78% 8.713%
2 6.934 664 671 694 rBY 1203899 1947182 53.95% 9.077%
3 7.298 726 733 749 rBVY 1281439 2041711 56.56% 9.518%
4 7.763 805 812 821 rBV 213826 360845 10.00% 1.682%
5 8.081 859 866 881 rBV 931378 1507335 41.76% 7.027%

8.933 1003 1011 1033 rBvV 682363 1206046 33.41% 5.622%
10.557 1280 1287 1302 rBV 236202 417461 11.57% 1.946%
13.027 1700 1707 1727 rBV 1568158 2325817 64.44% 10.842%
13.868 1845 1850 1860 rBV 109419 155199 4_30% 0.724%
14.410 1935 1942 1955 rBV2 356104 563891 15.62% 2.629%

=
QO ~NO®

11 15.904 2190 2196 2218 rBV 1459626 2190193 60.68% 10.210%
12 17.162 2404 2410 2423 rBV2 482909 722379 20.01% 3.368%
13 18.045 2554 2560 2571 rBV 141620 212670 5.89% 0.991%
14 19.327 2773 2778 2786 rBV3 31488 51556 1.43% 0.240%
15 19.792 2851 2857 2868 rBV 2882987 3609516 100.00% 16.827%

16 21.044 3066 3070 3081 rBV 261176 347889 9.64% 1.622%
17 21.350 3117 3122 3132 rBV 696743 941822 26.09% 4_.391%
18 23.638 3504 3511 3522 rVB2 508755 980496 27.16% 4.571%

Sum of corrected areas: 21451108
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO051119\
BM020282.D
11 May 2019 20:56

JussJ

K2763-

07

16 Sample Multiplier: 1

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

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

P021-SS005-1824-01

Abundance

2500000

2000000

1500000

1000000

500000

-

5.35

TIC: BM020282.D

10.56

Time--> 3.00
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10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

13.03

|

13.87

14.41

TIC: BM020282.D

15.90

17.16

18.04

1979

19.33

Obr

Time--> 12.00 12,50 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

2500000

2000000

1500000

1000000

500000

21.35

21.04

23.64

N\

TIC: BM020282.D
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0==
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 : BM020282.D

Aca On : 11 May 2019 20:56

Operator : JU/SJ

3?22 le K2763-07 P021-55005-1824-01
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 unknown7.30 Concentration Rank 1

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

7.30 113.16 ng 2041710 1,4-Dichlorobenzene-d4 7.77
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 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 733 (7.298 min): BM020282.D (-726) (-) m/z 132.00 100.00%
132
68
5000
40 | % o4 700 7.20 7.40 7.60
o..,....,....,...:l"“?"eJrl w”bw”?ﬂnlwﬂn,yﬁ,”“,hn,“ m/z 68.10 55.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 L A L R AR

7.00 7.20 7.40 7.60
70 m/z 66.10 36.57%

31 60
o et | 77 s | 105 16 ‘
R R S o e o o e o RRRARAREARSREEEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132

7.00 7.20 7.40 7.60
5000 m/z 134.00 33.39%

63
15 28 39 %2 4 7 90 1M g6 ||
Obr e ettt et e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- A e R
132 7.00 7.20 7.40 7.60

m/z 69.10 24 .22%

5000
. 104
,, 39 51 ‘
1 \‘ \M\ \M\ \“\ \\ ‘ 117 |
e e L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

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

Data File : BM020282.D

Aca On : 11 May 2019 20:56

Operator : JU/SJ

3?22 le K2763-07 P021-55005-1824-01
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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 5.89 ng 212670 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tridecane 184 C13H28 000629-50-5 18
4 Tetradecane 198 C14H30 000629-59-4 18
5 Hexadecane 226 C16H34 000544-76-3 18
Abundance Scan 2559 (18.039 min): BM020282.D (-2554) (-) m/z 73.00 100.00%
73
60
5000 43
129
> 0g 213
115 143 157171185 1 oq 297 256 17.80 18.00 18.20 18.40
0 m/z 60.00 68.41%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 4 )
5000 LRI SR SO SN B
17.80 18.00 18.20 18.40
m/z 55.10 56.97%
. | | | “ It %91}151291431571711851992132272422?6
m/z--> 25 Jo 80 160 150 150 1éo 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43 17.80 18.00 18.20 18.40
5000 29 129 m/z 57.10 52.69%
143 157 214
0 I .‘l - ‘i"‘ ; .”l“l‘. ‘lU.
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45542: Tridecane
43 57 17.80 18.00 18.20 18.40
m/z 43.05 51.38%
71
5000f g 85
0 “ Ll 99113127141 155 169 184
s % g0 6 B a0 1 190 1% 'isc')' 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

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

Data File : BM020282.D

Aca On : 11 May 2019 20:56

Operator : JU/SJ

3?22 le K2763-07 P021-55005-1824-01
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 4 Trifluoroacetic acid, n-oct... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.04 7.39 ng 347889 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 l1-Heptadecanol 256 C17H360 001454-85-9 87
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
4 1-Hexacosanol 382 C26H540 000506-52-5 86
5 Isoheptadecanol 256 C17H360 057289-07-3 86

Abundance Scan 3069 (21.039 min): BM020282.D (-3066) (-) m/z 69.10 100.00%

5000

20.80 21.00 21.20 21.40
m/z 83.05 95.93%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
57

A
LI S I B L N L L O

20.|80 21.00 21.20 21.'40
111 m/z 57.05 90.55%

5000

. 125139154168183 210024 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol
55
ap | 6983

97

20.80 21.00 21.20 21.40
m/z 55.05  79.89%

5000
2 125
0 H\‘M 139154168182 210 238
S RRRRI R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- e A EEamawe
43 97 20.80 21.00 21.20 21.40

m/z 97.05 76 .69%

5000
29

5
139153167 182196210224 252

e

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40

12

o
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM020282.D

Acq On : 11 May 2019 20:56

Operator : JU/SJ

3?22 le K2763-07 P021-SS005-1824-01
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]
unknown? .30 7.30 113.2 ng 2041710 1 7.77 360845 20.0
n-Hexadecanoic acid 18.04 5.9 ng 212670 4 17.16 722379 20.0
Trifluoroacetic a... 21.04 7.4 ng 347889 5 21.35 941822 20.0
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