LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF043020\
Data File : BF120243.D

Aca On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample : L2445-06

Misc :

ALS Vial : 12 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 F\METHODS\8270-BF040820 .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 5.251 535 538 556 rBY 1339864 1359486 30.40% 5.788%
2 6.298 713 716 731 rVB 836961 863464 19.31% 3.676%
3 6.645 772 775 785 rVB 699065 558077 12.48% 2.376%
4 6.804 798 802 805 rBY 2525635 2027420 45.34% 8.631%
5 7.216 867 872 875 rBVY 2198082 1933105 43.23% 8.229%
6 7.934 990 994 1003 rBV 910675 714834 15.99% 3.043%
7 9.016 1174 1178 1181 rBV 4185940 3560736 79.64% 15.158%
8 9.410 1242 1245 1249 rBvV 264215 214892 4.81% 0.915%
9 9.686 1289 1292 1296 rBV 959508 841685 18.82% 3.583%
10 10.480 1423 1427 1431 rBV 2664937 2506869 56.07% 10.672%

11 11.174 1541 1545 1549 rBV 1102021 889954 19.90% 3.789%
12 11.722 1634 1638 1650 rBV 481910 513569 11.49% 2.186%
13 12.504 1768 1771 1779 rBV 159981 176158 3.94% 0.750%
14 12.768 1811 1816 1819 rBV 4453422 4471262 100.00% 19.035%
15 13.251 1896 1898 1903 rVB2 53872 50623 1.13% 0.216%

16 13.680 1968 1971 1982 rBV 361064 428719 9.59% 1.825%
17 13.815 1990 1994 1998 rBV 1048237 899191 20.11% 3.828%

18 14.598 2124 2127 2130 rVB 52817 53310 1.19% 0.227%
19 14.904 2177 2179 2183 rVB 57337 59049 1.32% 0.251%
20 15.221 2228 2233 2237 rBV 771742 888082 19.86% 3.781%
21 15.257 2237 2239 2247 rVB3 60851 85795 1.92% 0.365%
22 15.715 2315 2317 2323 rVB4 42583 61438 1.37% 0.262%
23 15.857 2338 2341 2349 rVB7 26940 52755 1.18% 0.225%
24 16.115 2381 2385 2387 rBV3 28510 44867 1.00% 0.191%
25 16.151 2387 2391 2400 rVB 98946 176902 3.96% 0.753%
26 16.251 2405 2408 2413 rVB5 34048 57788 1.29% 0.246%
Sum of corrected areas: 23490030
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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 F\DATA\BF043020\
BF120243.D

30 Apr 2020 17:00

MA/SJ

L2445-06

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120243.D

Aca On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample : L2445-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.72 11.54 ng 513569 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1638 (11.722 min): BF120243.D (-1634) (-) m/z 60.00 100.00%
48 73
5000
129
97 213 e R B N A
LS 43187171185 0 "1 6 11.40 11,60 11.80 12,00
il m/z 43.00 98.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 3 L
5000 129 T ....,T:J N B SRR
- nmnmnmnm
m/z 73.00 91.52%
15 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.'40 11.|60 11.|80 12.'00 '
5000 129 m/z 57.00 87.26%
97 115 157171185 213 256
143 199 | 227949
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid R RN S AR
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 79.65%
29
5000
L ‘M 143157171185199
m/z--> "55" Ed" 60 80 100 120 140 160 180 200 220 240 260 ii 46 ii éd ii éd ié dd"
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120243.D

Aca On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample : L2445-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.92 ng 176158 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1770 (12.498 min): BF120243.D (-1768) (-) m/z 60.00 100.00%
43 6p
5000
129
85
| T 153 171185 007 297241 284 12.20 12.40 12.60 12.80
e m/z 43.00 99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 RN BN BN U
12.20 12.40 12.60 12.80
185 241 084 m/z 57.00 87 .59%
1JJ 14357171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12!20 12)40 12!60 12)80
5000 129 m/z 55.05 81.66%
8 o7 213 256
115 157 1 51
1437185 06™ o701
mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B A maa e
3 78 12.20 12.40 12.60 12.80
57 m/z 73.00 81.46%
5000 129
29
199
. Lji 143157171185 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120243.D

Aca On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample : L2445-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.68 9.54 ng 428719 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 1971 (13.680 min): BF120243.D (-1968) (-) m/z 57.00 100.00%
g7
83
5000
| 111
—v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
139 13.40 13.60 13.80 14.00
ik AL l Leoglgezl0 o 280 | m/z 55.00 88.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
56
83
5000 LI UL BN L B
29 1340 13.60 13.80 14.00
11 m/z 43.10 87.43%
| l 1139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 SR AR BN SR B
13.40 13.60 13.80 14.00
5000 m/z 83.10 68 .53%
147" 196 224 69 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #115905: 1-Nonadecene S e B B L B B B
4 13.40 13.60 13.80 14.00
m/z 97.05 61.90%
5000
111
‘ L, ’ L 1139 168 266
T T LI (LI L N N B O B B A B B B B A B B B R A B B —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF043020\
Data File : BF120243.D

Aca On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample : L2445-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl6.15 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.98 ng 176902 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 7-methvl- 131 CO9HON 000933-67-5 45
2 1-Cvclohexvildimethvlsilvloxvbutane 214 C12H260Si 1000281-95-6 40
3 3-Trimethvisilvloxv-5-nonvne 212 C12H240Si 1000245-72-4 40
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 220 C10H2403Si 1000364-20-4 39
5 Silane, ethoxytriethyl- 160 C8H200Si 000597-67-1 39
Abundance Scan 2391 (16.151 min): BF120243.D (-2387) (-) m/z 131.00 100.00%
131
5000
43 75 105 15.80 16.00 16.20 16.40
L el A2 205 289281 47T /7 132.00  10.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13981: 1H-Indole, 7-methyl-
131
5000
15.80 16.00 16.20 16.40
77 m/z 105.00 6.62%
51 103
"fﬂj"#" LA SURLALEL SR UARLLEL SURLELL SRR SURE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131
15,80 16.00 16.20 16.40
5000 m/z 43.05 5.66%
75
41 101 199
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #70941: 3-Trimethylsilyloxy-5-nonyne R B .
73 131 15.80 16.00 16.20 16.40
m/z 41.00 4.01%
5000
45
T WTA"“ }?%d' y |%§7'%?7" L LR SN UL SRR SR PN SUNIRA SRR B
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF043020\
Data File : BF120243.D

Acq On : 30 Apr 2020 17:00

Operator : MA/SJ

Sample - L2445-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Tridecanoic acid 11.72 11.5 ng 513569 4 11.17 889954 20.0
Octadecanoic acid 12.50 3.9 ng 176158 5 13.82 899191 20.0
Cycloeicosane 13.68 9.5 ng 428719 5 13.82 899191 20.0
unknownl16.15 16.15 4.0 ng 176902 6 15.22 888082 20.0
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