LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019053.D
Aca On : 06 Mar 2019 02:26 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K1704-06 PST-028-SW067-022719
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-BM021119.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 5.269 365 371 387 rBVY 4518961 6522579 51.01% 8.280%
2 6.851 633 640 657 rBY 4472774 7269966 56.85% 9.228%
3 7.210 693 701 716 rBVY 4704934 7342126 57.41% 9.320%
4 7.675 773 780 787 rBV 933734 1508116 11.79% 1.914%
5 7.987 825 833 842 rBY 3267084 5183494 40.53% 6.580%

8.840 970 978 999 rBV 2455329 4206991 32.90% 5.340%
10.457 1246 1253 1267 rBV 1138527 1992942 15.58% 2.530%
12.939 1668 1675 1691 rBV 6135284 8980933 70.23% 11.400%
13.792 1815 1820 1833 rBV 242362 391582 3.06% 0.497%
14.327 1904 1911 1928 rVB2 1660376 2593030 20.28% 3.292%

=
QO ~NO®

11 15.827 2159 2166 2184 rBV 5108796 7651498 59.83% 9.713%
12 17.080 2373 2379 2385 rBV 2149218 3103055 24.27% 3.939%
13 17.968 2525 2530 2541 rBV 274174 451166 3.53% 0.573%
14 19.256 2744 2749 2754 rBV2 87051 130365 1.02% 0.165%
15 19.715 2821 2827 2841 rBV 10539647 12788087 100.00% 16.233%

16 20.974 3037 3041 3052 rBV 356447 546375 4.27% 0.694%
17 21.280 3087 3093 3104 rBV 3111256 4131221 32.31% 5.244%

18 22.809 3350 3353 3357 rVB 164935 197222 1.54% 0.250%
19 23.521 3467 3474 3481 rBV 2057613 3787813 29.62% 4._.808%

Sum of corrected areas: 78778561

8270-BM021119.M Wed Mar 06 17:22:55 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019053.D

Aca On : 06 Mar 2019 02:26

Operator : JU/SJ

ﬁ?gg le K1704-06 PST-028-SW067-022719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019053.D
1e+07

8000000

6000000

5.27 6.85 /:21

4000000
7.99

2000000
7.67 10.46

ot -t -

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM019053.D

1e+07

19,72

8000000

12.94
6000000

15.83

4000000

17.08
2000000 14.33

13.79 17.97 19.26 |

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019053.D

1e+07

8000000
6000000

4000000 21,28

23.52
2000000

20.97 22.81
N

I R

Time--> 21.00 2150 22.00 2250 23.00 2350 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\BMO30519\

Data File : BM019053.D

Aca On : 06 Mar 2019 02:26

Operator : JU/SJ

3?22 le K1704-06 PST-028-SW067-022719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.21 97.37 ng 7342130 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
Abundance Scan 701 (7.210 min): BM019053.D (-693) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . . . .
8 397 e || m/z 68.10  49.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 R A U L

6.80 7.00 7.20 7.40 7.60
m/z 134.00  33.45%

15 28 39 52 83 77 00 104

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
Rl B R
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.69%
33 44 0 105
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propiony! T ARARRLEEE S
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 19.86%
116
5000 98
m/z--> 20 40 100 120 140 160 180 200 6. 80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019053.D

Aca On : 06 Mar 2019 02:26

Operator : JU/SJ

3?22 le K1704-06 PST-028-SW067-022719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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.
17.97 2.91 ng 451166 Phenanthrene-d10 17.08
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2530 (17.968 min): BM019053.D (-2525) (-) m/z 73.00 100.00%
7B
43 ¢
5000
129
7 213 B B o i e
| ﬂ 01115 | 143157171185 o0 07 256 281 17.60 17.80 18.00 18.20
S m/z 60.00 75.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
51
5000{ 29 256 S AR DU U

17.60 17.80 18.00 18.20
m/z 43.05 57.59%

21
143157171185, 99

Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid

a3 | P

-

57 17.60 17.80 18.00 18.20
5000 m/z 57.10 52.21%

29 -
1

T7 1115 ‘ 171185 214
Lo Ml 30 1| sts7 | 2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #83686: Pentadecanoic acid s SR e
43 57 3 17.60 17.80 18.00 18.20
m/z 55.05 50.66%
B [ v‘,\ﬂﬁ\w\l\
e A R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30519\
Data File : BM019053.D

Aca On : 06 Mar 2019 02:26

Operator : JU/SJ

Sample : K1704-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.97 2.65 ng 546375 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 92
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 83
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 74
4 Cvclotetracosane 336 C24H48 000297-03-0 68
5 1-Tricosene 322 C23H46 018835-32-0 68

Abundance Scan 3040 (20.968 min): BM019053.D (-3037) (-) m/z 57.05 100.00%
57|88
l 139, 2 20,60 20.80 21.00 21.20
167 251 : : : :
AT | 2t em s dolage 475 RSee T 0n 69 01
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 a7
69
20.60 20.80 21.00 21.20
125 m/z 83.10 96.71%
15) l| JJ}§4182210238266
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_
83 20.60 20.80 21.00 21.20
5000 m/z 55.05 86.45%
111
29 169 238
b RS o s
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecy! ester AR EEEaL R L et
43 20.60 20.80 21.00 21.20
83 m/z 43.05 85.47%
5000
111
I | 1 {1%9‘ 182 210
miz—-> 0 50 100 150 200 250 300 350 400 450 20,60 20.80 21.00 2120
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019053.D

Acq On : 06 Mar 2019 02:26

Operator : JU/SJ

3?22 le - K1704-06 PST-028-SW067-022719
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .21 7.21 97.4 ng 7342130 1 7.67 1508120 20.0
n-Hexadecanoic acid 17.97 2.9 ng 451166 4 17.08 3103060 20.0
1-Nonadecene 20.97 2.6 ng 546375 5 21.28 4131220 20.0
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