LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019056.D
Aca On : 06 Mar 2019 04:16 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
a?ggle : K1704-11 PST-028-SW004-022719
ALS Vial : 19 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 5.269 365 371 388 rBVY 3710907 5415149 45.57% 7.441%
2 6.851 633 640 663 rBY 3732149 6242179 52.53% 8.577%
3 7.210 693 701 714 rBVY 3777289 6111755 51.43% 8.398%
4 7.675 773 780 787 rBV 847471 1344867 11.32% 1.848%
5 7.987 822 833 848 rBVY 2736425 4354831 36.65% 5.984%
6 8.840 971 978 995 rBVY 2039133 3486678 29.34% 4_.791%
7 10.457 1246 1253 1267 rBV 1028991 1808606 15.22% 2.485%
8 11.516 1425 1433 1455 rBV2 31902 128906 1.08% 0.177%
9 12.939 1668 1675 1690 rBVY 5274029 7556515 63.59% 10.383%
10 13.792 1811 1820 1832 rBvV 224763 354861 2.99% 0.488%

11 14.327 1904 1911 1928 rVB2 1577144 2405945 20.25% 3.306%
12 15.827 2158 2166 2184 rBV 4458241 6747128 56.78% 9.271%
13 17.080 2369 2379 2384 rBV 2129841 3006412 25.30% 4.131%
14 17.121 2384 2386 2393 rVB 212340 263645 2.22% 0.362%
15 17.968 2524 2530 2534 rBV2 323352 457119 3.85% 0.628%

16 19.145 2725 2730 2740 rVB 265601 385122 3.24% 0.529%
17 19.257 2744 2749 2755 rBV 99864 170480 1.43% 0.234%
18 19.509 2788 2792 2802 rVB 216026 312186 2.63% 0.429%
19 19.715 2821 2827 2838 rBV 9829797 11883684 100.00% 16.329%
20 20.974 3037 3041 3052 rBV 637147 891437 7.50% 1.225%

21 21.274 3086 3092 3097 rBV 3260225 4192661 35.28% 5.761%
22 21.868 3190 3193 3202 rVB6 198278 350704 2.95% 0.482%
23 22.303 3264 3267 3272 rBV 111132 134552 1.13% 0.185%
24 22.433 3285 3289 3295 rVB 162945 224820 1.89% 0.309%
25 22.809 3349 3353 3356 rBvV 183157 261880 2.20% 0.360%

26 23.521 3467 3474 3488 rVB 2075656 3917531 32.97% 5.383%
27 24.021 3555 3559 3568 rVB 200328 366256 3.08% 0.503%

Sum of corrected areas: 72775909
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LSC Report - Integrated Chromatogram

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

Data File : BM019056.D

Aca On : 06 Mar 2019 04:16

Operator : JU/SJ

ﬁ?gg le K1704-11 PST-028-SW004-022719
ALS Vial : 19 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: BM019056.D
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Abundance TIC: BM019056.D
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Library Search Compound Report

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

Data File : BM019056.D

Aca On : 06 Mar 2019 04:16

Operator : JU/SJ

3?22 le K1704-11 PST-028-SW004-022719
ALS Vial : 19 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 90.89 ng 6111760 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 701 (7.210 min): BM019056.D (-693) (-) m/z 132.00 100.00%
32
5000 68
6.80 7.00 7.20 7.40 7.60
0 193207 m/z 68.10 48.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132
5000 R LA U L L
6.80 7.00 7.0 7.40 7.60
104 m/z 134.00 33.13%
51 66
27
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 30.63%
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propiony! e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 19.69%
5000 98 116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.0 7.40 7.60

8270-BM021119.M Wed Mar 06 17:23:41 2019 Page: 3



Library Search Compound Report

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

Data File : BM019056.D

Aca On : 06 Mar 2019 04:16

Operator : JU/SJ

3?22 le K1704-11 PST-028-SW004-022719
ALS Vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 3.04 ng 457119 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Undecanoic acid 186 C11H2202 000112-37-8 52

Abundance Scan 2530 (17.968 min): BM019056.D (-2524) (-) m/z 73.00 100.00%

43
5000

17.60 17.80 18.00 18.20
m/z 60.00 67.94%

213

143157171185 99

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

Abundance #92226: n-Hexadecanoic acid
43 73

50001 29 L L e B
17.60 17.80 18.00 18.20

129 256 m/z 43.10 57.41%
97 115 213
Il 143157171185199" |~ 227

III.III III

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

Abundance #75071: Tetradecanoic acid

73

43 T
57 17.60 17.80 18.00 18.20

5000 m/z 55.05 51.65%

129
29
|| 143157171 ‘ 1993

j‘ ﬁ %Hlfﬁs \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid B
43 57 73 17.60 17.80 18.00 18.20

m/z 57.10 47 .66%

-

185 228

%

5000 129

5

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\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019056.D

Aca On : 06 Mar 2019 04:16

Operator : JU/SJ

3?22 le K1704-11 PST-028-SW004-022719
ALS Vial : 19 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 5 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 4.25 ng 891437 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3040 (20.968 min): BM019056.D (-3037) (-) m/z 83.10 100.00%
57|88
5000 J
R e e
139 207228 281 20.60 20.80 21.00 21.20
— 187 250 842 45 “n/z 57.10 99.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
56
83
20.60 20.80 21.00 21.20
29 \ 111 m/z 69.10 97.31%
196
'd ||m" J'h l'L}%gl}?8" [rrr [rrr Tt
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
69 20.60 20.80 21.00 21.20
5000 m/z 55.10 85.79%
97
LA ] g [0 154 183 204 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- L LN L N L N BN B
57 20.60 20.80 21.00 21.20
83 m/z 97.05 80.00%
5000
29 111
J d ’ J l |139 167 196 224 252 280
Trrrrporrrrrry rrrryrrrryrrrrrr T r T T T T —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM019056.D

Acq On : 06 Mar 2019 04:16

Operator : JU/SJ

3?22 le - K1704-11 PST-028-SW004-022719
ALS Vial : 19 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 90.9 ng 6111760 1 7.67 1344870 20.0
n-Hexadecanoic acid 17.97 3.0 ng 457119 4 17.08 3006410 20.0
Cyclotetradecane 20.97 4.3 ng 891437 5 21.27 4192660 20.0
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