LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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 4.928 478 483 491 rVB 473768 609478 10.70% 1.435%
2 5.346 549 554 557 rBY 4185714 3991465 70.06% 9.399%
3 6.369 723 728 731 rBVY 3953202 4108662 72.12% 9.675%
4 6.734 787 790 794 rVB 1513021 1222568 21.46% 2.879%
5 6.892 813 817 820 rBVY 3933564 3347877 58.77% 7.884%
6 7.298 881 886 889 rBVY 2693091 2844366 49.93% 6.698%
7 8.022 1004 1009 1012 rBvY 1876448 1629985 28.61% 3.838%
8 9.098 1187 1192 1195 rBV 5245842 5251195 92.18% 12.366%
9 9.492 1255 1259 1262 rBV 649428 502876 8.83% 1.184%
10 9.775 1302 1307 1311 rVB 2205810 1881127 33.02% 4._.430%

11 10.569 1436 1442 1445 rBV 3353126 3328310 58.42% 7.838%
12 11.263 1556 1560 1563 rBV 2494107 2002956 35.16% 4.717%
13 11.798 1647 1651 1655 rBV 268387 265454 4.66% 0.625%
14 12.580 1781 1784 1788 rBV 104292 102877 1.81% 0.242%
15 12.857 1825 1831 1834 rBV 5845356 5696973 100.00% 13.416%

16 13.757 1980 1984 2001 rBV 598584 1130406 19.84% 2.662%
17 13.904 2004 2009 2012 rBV 1923901 1861833 32.68% 4 _.384%

18 14.380 2087 2090 2093 rBV 60296 62039 1.09% 0.146%
19 14.416 2093 2096 2103 rVB7 32836 66803 1.17% 0.157%
20 14.680 2138 2141 2144 rBV 77767 71249 1.25% 0.168%

21 15.004 2192 2196 2201 rBV 102110 112981 1.98% 0.266%
22 15.327 2245 2251 2255 rBV 1531717 1771343 31.09% 4.171%
23 15.368 2255 2258 2264 rVB 84313 97277 1.71% 0.229%
24 15.780 2324 2328 2334 rVB 71730 104958 1.84% 0.247%
25 15.862 2334 2342 2362 rBV6 75585 339326 5.96% 0.799%

26 16.262 2405 2410 2414 rBV3 39764 60693 1.07% 0.143%

Sum of corrected areas: 42465077
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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 1 unknown4.93 Concentration Rank 3

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

4.93 9.97 ng 609478 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(l-methvleth... 116 C7H160 017348-59-3 42
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF119923.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 520
0 ...,....,....,..?7.','::..,??:I,...‘?g,....,??..,...:,l....,. m/z 59.00 60.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 DSBS SRR SRR
a 460 4.80 5.00 5.20
101 m/z 101.00 17.22%
29
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 5 m/z 58.00 15.96%
15 101
o 25 31 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester O EAmEE B N e
43 460 4.80 5.00 5.20
m/z 41.00 9.03%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95 )
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.65 ng 265454 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1651 (11.798 min): BF119923.D (-1647) (-) m/z 60.00 100.00%
43 73
5000
129
97 213
LIS | 4157171185 | 507 256 11.40 11.60 11.80 12.00 12.20
NN m/z 73.00 99.63%
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
11.40 11.60 11.80 12.00 12.20
21 m/z 43.00 95.57%
m/z--> "éb” 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 89.76%
29 87
115 | 143 199 242
101 185
L1 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #84453: Tetradecanoic acid R S e o B e S
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.00 74 .53%
5000 129
185 228
01115 | 14325171
0: |||||||||| \m H‘ - |‘||:|I-|57|||| |‘||1|99||2:|L|3||‘|||||||||| St hihtesha o ek —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.76 12.14 ng 1130410 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
Abundance Scan 1985 (13.763 min): BF119923.D (-1980) (-) m/z 57.00 100.00%
g7
83
5000
‘ 111 N
R REEEE e e
139 13.40 13.60 13.80 14.00
ol i JJL.A:,J..l?ZZ,‘”. 248 280 v | m/z 55.00 82.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl! trifluoroacetate
57
97
5000 AR AR UL SRS B
13.40 13.60 13.80 14.00
29 125 m/z 43.05 77 -.93%
0 L \‘ ! H m ‘\ \ ‘\ l 154 182 210 238 283 334
m/z--> 50 200 250 300 350 400
Abundance
57
NN A SR
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 67 .90%
o 147 196 224 269 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester L L e AR
57 13.40 13.60 13.80 14.00
97 m/z 97.00 60.18%
5000
125
29
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\BF041320\
Data File : BF119923.D

Aca On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample : L2215-02

Misc :

ALS Vial : 13 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 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.86 3.83 ng 339326 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Octacosanol 410 C28H580 000557-61-9 93
3 n-Tetracosanol- 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 1-Dodecanol, 2-octyl-, acetate 340 C22H4402 074051-84-6 91

Abundance Scan 2342 (15.862 min): BF119923.D (-2334) (-) m/z 56.95 100.00%
57
83
5000
111
139 1o 221 265 15.60 15.80 16.00 16.20
0 e e e e e e T e S m/z 43.00 87.31%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 TT T[T T T T[T T rrrrrrr1
125 15. 60 15. 80 16. OO 16. 20
m/z 83.00 71.90%
L2 M M ‘ 193 181 200 236 264 202 320 350 378
T . : e
m/z--> 50 5 200 250 300 350
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
15.60 15.80 16.00 16.20
5000 m/z 55.00 71.14%
125
29
o 77 153 181 209 236 264 292 322 364 392
L B e L BB Bt
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L B
8, 15.60 15.80 16.00 16.20
m/z 97.10 65.65%
5000 i
o ‘ \} ] ,1§7 195 222 250 280 308 336
. — — e R
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119923.D

Acq On : 13 Apr 2020 19:02

Operator : MA/SJ

Sample - L2215-02

Misc :

ALS Vial : 13 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]
unknown4 .93 4.93 10.0 ng 609478 1 6.73 1222570 20.0
n-Hexadecanoic acid 11.80 2.6 ng 265454 4 11.26 2002960 20.0
Heptadecyl triflu... 13.76 12.1 ng 1130410 5 13.90 1861830 20.0
1-Heptacosanol 15.86 3.8 ng 339326 6 15.33 1771340 20.0
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