LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040320\

Data File : BF119758.D

Aca On 4 Apr 2020 11:12 Instrument :
Operator : MA/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i L2100-08 23&0%304%41
ALS Vial : 47 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-BF031820.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 5.034 497 501 510 rvB 61673 90750 1.57% 0.218%
2 5.428 562 568 571 rBVY 5445869 5787274 100.00% 13.916%
3 6.439 734 740 743 rBVY 4540493 5658869 97.78% 13.607%
4 6.804 799 802 806 rBVY 1301245 1003295 17.34% 2.412%
5 6.963 825 829 832 rBVY 5056181 4480003 77.41% 10.772%
6 7.369 892 898 901 rBVY 3360341 3610554 62.39% 8.682%
7 8.086 1016 1020 1024 rBVvV 1373005 1235162 21.34% 2.970%
8 9.169 1199 1204 1207 rBvY 6278073 5691977 98.35% 13.687%
9 9.557 1267 1270 1274 rBV 576348 502929 8.69% 1.209%
10 9.845 1315 1319 1322 rBV 1535519 1186918 20.51% 2.854%

11 10.633 1448 1453 1457 rBV 3033901 2977818 51.45% 7.160%
12 11.333 1568 1572 1574 rBV 1325320 1048677 18.12% 2.522%
13 11.357 1574 1576 1579 rVB 94146 71904 1.24% 0.173%
14 11.863 1659 1662 1668 rBV 433852 411754 7.11% 0.990%
15 12.545 1775 1778 1781 rBV 307356 261281 4_.51% 0.628%

16 12.592 1783 1786 1792 rVB4 52346 64029 1.11% 0.154%
17 12.645 1792 1795 1801 rBV2 138699 186109 3.22% 0.448%
18 12.774 1810 1817 1820 rBV 242868 253490 4._.38% 0.610%
19 12.921 1838 1842 1846 rBV 4546387 4151108 71.73% 9.982%
20 13.404 1921 1924 1930 rVB 145905 126153 2.18% 0.303%

21 13.821 1992 1995 2005 rVB 469346 522043 9.02% 1.255%
22 13.974 2016 2021 2024 rBV 1065151 1051726 18.17% 2.529%

23 13.998 2024 2025 2030 rVB 127522 87822 1.52% 0.211%
24 14.451 2099 2102 2106 rBV3 99836 126109 2.18% 0.303%
25 14.751 2151 2153 2157 rBV 68354 68949 1.19% 0.166%

26 15.003 2194 2196 2204 rVB 117219 196372 3.39% 0.472%
27 15.427 2264 2268 2272 rBV 625212 734763 12.70% 1.767%

Sum of corrected areas: 41587838
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119758.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 7.85 ng 411754 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1662 (11.863 min): BF119758.D (-1659) (-) m/z 60.00 100.00%
43 73
5000 129
7 192 213 L e e
011° | 4587171 207 256 11.60 11.80 12.00 12.20
SN m/z 72.95 97.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L B BN SULILE U

11. 60 11. 80 12.00 12.20

213 m/z 43.00 96.17%
L, 143157171185 199
R R SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 87.15%
29 g7 115 171
185 214
15 101 143157 198
T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 79.20%
5000 129
199
143 157171 185 242 LmeMANMvA-

29
||||||||||| T L L L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 4
R.T. EstConc Area Relative to ISTD R.T.

12.64 3.55 ng 186109 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1794 (12.639 min): BF119758.D (-1792) (-) m/z 43.00 100.00%

43 57 73 202

5000

12.40 12.60 12.80 13.00
m/z 57.00 89.23%

217232

97 115
”‘ 129 45, 171185

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

Abundance #131261: Octadecanoic acid
43 57 73

5000 129 R B e
12.40 12.60 12.80 13.00

m/z 60.00 82.06%

185

241 284

143457171

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

Abundance
43 0
12.40 12.60 12.80 13.00
5000 129 m/z 72.90 81.68%
83 97
115 157171185 213 256
143 199 | 22754
Trmwmwmﬁwwwﬁrﬁrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
43 m/z 202.10 81.65%
5
5000 129
185 228
01115 | 143 171 ‘
L “H‘\ T b ST 199213

n i ) A
|||||| ||||||||||||||||||||||||||||||||||||| LI L L L L L L L LB

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 unknownl13.40 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.40 ng 126153 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl dodecvyl ether 214 C14H300 007289-37-4 38
2 Ethvl tetradecvl ether 242 C16H340 1000130-99-7 35
3 3-Hexadecanol 242 C16H340 000593-03-3 35
4 Tetradecanamide 227 C14H29NO 000638-58-4 27
5 3-Decanol, 6-ethyl-, 186 C12H260 019780-31-5 27
Abundance Scan 1923 (13.398 min): BF119758.D (-1921) (-) m/z 59.00 100.00%
o
4

5000

-

13.00 13.20 13.40 13.60 13.80
m/z 43.00 93.37%

232 261282301 327 351

m/z--> 50 100 150 200 250 300 350
Abundance #72870: Ethyl dodecy! ether

g

5000 83 | NI LI L L L LB LB L
13.00 13.20 13.40 13.60 13.80
111 168 m/z 41.05 82.87%
J 140
Aoy o | 186 214
m/z--> 50 100 150 200 250 300 350
Abundance
59
LA o s
M 13.00 13.20 13.40 13.60 13.80
5000 83 m/z 55.00 80.77%
111 196
140 168 | 513 4
m/z--> 50 100 150 200 250 300 350
Abundance #95982: 3-Hexadecanol RSN EEEEE RS ES
9 13.00 13.20 13.40 13.60 13.80
m/z 57.00 80.41%
5000 41 83
111 213
T R e e L
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.93 ng 522043 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1995 (13.821 min): BF119758.D (-1992) (-) m/z 57.05 100.00%
57
111
230 1360 13.80 14.00 14.20
139 200 : : : :
o3t A, .i |7 166 200 | 250260 295313332 358 m/z 43.10 86.97%
m/z--> 50 150 200 250 300 350
Abundance #174179: Cyclotetracosane
43
5000 LRI BN BN UM B
11 13.60 13.80 14.00 14.20
m/z 55.00 84 .96%
J , l 1139 167 196 224 250 279 308 336
m/z--> 100 150 200 250 300 3éo
Abundance
55
o7 1360 13.80 14.00 14.20
5000 m/z 83.10 67.38%
29
125
79 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol L R na e
55 83 13.60 13.80 14.00 14.20
m/z 97.05 64.27%
5000 111 NJAb%N-~wmﬁthkkﬂuv/4\f\AMvv
29
Il ‘ ‘ J 1139 167 196 238 266 294
m/z--> 5'0 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040320\
Data File : BF119758.D

Aca On : 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6 unknownl4.45 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.45 2.40ng 126109  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecane. 9-ethvl-9-heptvl- 380 C27H56 055282-27-4 38

2 Docosane. 10-ethvl-10-propvl- 380 C27H56 055282-31-0 25

3 Boric acid. ethvl-. didecvl ester 354 C22H47B02 1000152-34-4 25
4 Tetracosane. 5-ethvl-5-methvl- 380 C27H56 055282-30-9 10
5 1-Heptadecanamine 255 C17H37N 004200-95-7 10
Abundance Scan 2102 (14.451 min): BF119758.D (-2099) (-) m/z 57.00 100.00%
57
5000
397 e
185 514 2% 595302325 353376 14.20 14.40 14.60 14.80
155 : : : :
i m/z 43.00 62.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202666: Octadecane, 9-ethyl-9-heptyl-
57
5000 85 LA B L L L L LB
14.20 14.40 14.60 14.80
13 253 581 251 m/z 71.05 58.87%
| 141
0 e I L 30 I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
T
71 14.20 14.40 14.60 14.80
5000 m/z 85.10 38.72%
9 211 253
351
127 155 183 281 309
T T e T L
m/z--> 50 100 150 200 250 300 350 400
Abundance #186892: Boric acid, ethyl-, didecy! ester T
57 | g5 14.20 14.40 14.60 14.80
m/z 55.10 37.30%
5000
141
185 325
115
29 ‘1‘\ 1L 2l | 215 241 269 297 | 353
T e e T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040320\
Data File : BF119758.D

Acq On 4 Apr 2020 11:12

Operator : MA/SJ

Sample : L2100-08

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
n-Hexadecanoic acid 11.86 7.8 ng 411754 4 11.33 1048680 20.0
Octadecanoic acid 12.64 3.5 ng 186109 4 11.33 1048680 20.0
unknown13.40 13.40 2.4 ng 126153 5 13.97 1051730 20.0
Cyclotetracosane 13.82 9.9 ng 522043 5 13.97 1051730 20.0
unknownl14 .45 14 .45 2.4 ng 126109 5 13.97 1051730 20.0
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