LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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 2.216 17 22 28 rBv 104123 130542 2.01% 0.254%
2 5.046 495 503 509 rBV 125614 155558 2.40% 0.303%
3 5.440 565 570 574 rBVY 5569021 5831400 89.91% 11.345%
4 6.451 737 742 745 rBVY 5342678 5887104 90.77% 11.453%
5 6.828 803 806 810 rBVY 1733066 1576755 24.31% 3.068%
6 6.987 829 833 837 rBVY 4918542 4393508 67.74% 8.547%
7 7.393 897 902 905 rBVY 4214057 3839604 59.20% 7.470%
8 8.116 1020 1025 1028 rBV 2495617 2109459 32.53% 4.104%
9 9.198 1203 1209 1212 rBVY 6611398 6485508 100.00% 12.617%
10 9.586 1267 1275 1285 rBV 798092 643391 9.92% 1.252%

11 9.875 1317 1324 1327 rBV 2802459 2400147 37.01% 4._.669%
12 10.663 1453 1458 1461 rBV 4105457 3764258 58.04% 7.323%
13 11.363 1573 1577 1580 rBV 2547461 2275375 35.08% 4.427%
14 11.892 1663 1667 1677 rBV 303727 365185 5.63% 0.710%
15 12.675 1797 1800 1807 rBV2 94987 113365 1.75% 0.221%

16 12.951 1842 1847 1850 rBV 6779578 6095597 93.99% 11.859%
17 13.433 1925 1929 1932 rBV 85347 78644 1.21% 0.153%
18 13.857 1997 2001 2020 rBV 549018 1039369 16.03% 2.022%
19 13.998 2021 2025 2029 rBV 1835231 1829265 28.21% 3.559%
20 14.174 2052 2055 2058 rBV 105229 88717 1.37% 0.173%

21 14.480 2103 2107 2110 rBV 145912 132042 2.04% 0.257%
22 14.786 2156 2159 2164 rVB 158643 148261 2.29% 0.288%
23 15.127 2213 2217 2222 rVB 154260 174223 2.69% 0.339%
24 15.463 2269 2274 2278 rBV 1156260 1423174 21.94% 2.769%
25 15.510 2278 2282 2290 rVB 124635 184806 2.85% 0.360%

26 15.945 2351 2356 2362 rVB 90017 138174 2.13% 0.269%
27 16.451 2437 2442 2449 rBV3 52679 97951 1.51% 0.191%

Sum of corrected areas: 51401382
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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: BF119602.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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.
11.80 3.21ng 365185  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1667 (11.892 min): BF119602.D (-1663) (-) m/z 60.00 100.00%
6Q.0
5000
831 e 213.2
] I RREEE RS e S
391D 4“ 0 1001 256.2 11.60 11.80 12.00 12.20
0! p m/z 43.00 95.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 k““”‘“‘“’”““
11.60 11.80 12.00 12.20
97.0 m/z 73.00 92 .84%
| 157.0 185.0
O.H,J.Wld
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730 X
I A RRAREEEEE S LR LR
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 84 .86%
0}§?n.w.”.. '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.00 76.20%
5000 129.0
olzsoll 1l 4 LMW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF031820.M Tue Mar 31 02:02:11 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.86 11.36 ng 1039370 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Cvcloeicosane 280 C20H40 000296-56-0 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
Abundance Scan 2002 (13.863 min): BF119602.D (-1997) (-) m/z 57.00 100.00%
57.0
5000 or.0
39.1 13.60 13.80 14.00 14.20
o A L J‘ i3 1811 2241 2803 m/z 43.05 78.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 97.0
13.60 13.80 14.00 14.20
‘ m/z 55.00 76.77%
023,b 1 L 139.0 1820 223.0 280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 56.65%
ot A A g, 1000 2330 a3 434.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0 13.60 13.80 14.00 14.20
m/z 97.05 51.27%
97.0
5000
169.0
oL i LI jagip " 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.08 ng 148261 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
5 1-lodoundecane 282 C11H231 004282-44-4 81
Abundance Scan 2160 (14.792 min): BF119602.D (-2156) (-) m/z 57.05 100.00%
57.0
5000 85.0
13.0 207.0 14.40 1460 14.80 15.00 15.20
155.1
ol A LT IR T 2832ty L7 43,10 66.11%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LSRRI BURRUL BN BRI B
85.0 14.40 14.60 14.80 15.00 15.20

m/z 71.00 57 .65%

29.0
ol [ ﬂ130141016901970225025302810 323.0351.0380.0
A B Sl e
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.00 42.86%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
: e e o e e
m/z--> 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 19.58%
5000 85.0
29.0 20
ol L ) [179141.0160.017.0225,0254.0
i i S
mz--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032720\
Data File : BF119602.D

Aca On : 28 Mar 2020 7:48

Operator : CG/JU

Sample : L2053-06

Misc :

ALS Vial : 35 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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.45 ng 174223 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentacosane 352 C25H52 000629-99-2 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2217 (15.127 min): BF119602.D (-2213) (-) m/z 57.00 100.00%
57.0
5000
T T 1460 15,00 15,20 1540
ob it Al gy 1830 192828 m/z 43.00 51.79%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 L SRR BRI BRI B

14.80 15.00 15.20 15.40
m/z 71.00 49.73%

99 0
. 27}0|‘ L L, 1410 1830 2250 2820
e A o e I B ML B e e o e B
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.10 37.98%
OQM] lJlMOBWZEO%M3%0%M
—— et e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 19.47%
5000
99.0
0 27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032720\
Data File : BF119602.D

Acq On : 28 Mar 2020 7:48

Operator : CG/JU

Sample - L2053-06

Misc :

ALS Vial : 35 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 11.89 3.2 ng 365185 4 11.36 2275380 20.0
5-Eicosene, (E)- 13.86 11.4 ng 1039370 5 14.00 1829270 20.0
Heptacosane 14.79 2.1 ng 148261 6 15.46 1423170 20.0
Eicosane 15.13 2.5 ng 174223 6 15.46 1423170 20.0
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