LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121500.D

Aca On : 1 Sep 2020 17:03

Operator : JU/CG

Sample : L3859-03

Misc :

ALS Vial : 7 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-BF082720.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 2.134 3 8 19 rVB 1594799 2000465 37.17% 4.626%
2 5.069 503 507 515 rVB 59263 79787 1.48% 0.184%
3 5.469 570 575 578 rBVY 4255073 4025430 74.79% 9.308%
4 6.475 741 746 762 rBVY 4049859 4244346 78.85% 9.815%
5 6.681 779 781 787 rBV 52151 59348 1.10% 0.137%
6 6.851 807 810 814 rBVY 1970498 1617057 30.04% 3.739%
7 7.416 901 906 909 rBVY 3143095 2865308 53.23% 6.626%
8 8.139 1024 1029 1035 rBVY 2319744 2085727 38.75% 4.823%
9 9.216 1207 1212 1215 rBVY 6215658 5382512 100.00% 12.446%
10 9.610 1275 1279 1286 rBV 485554 429145 7.97% 0.992%

11 9.892 1321 1327 1331 rBV 2556951 2437108 45.28% 5.636%
12 10.680 1457 1461 1465 rBV 3482122 3268983 60.73% 7.559%
13 11.380 1576 1580 1583 rBV 2677625 2483435 46.14% 5.743%
14 11.404 1583 1584 1588 rVV 454148 296342 5.51% 0.685%
15 11.457 1591 1593 1596 rVB 82730 68070 1.26% 0.157%

16 11.915 1667 1671 1677 rBV 472164 494615 9.19% 1.144%
17 11.992 1681 1684 1687 rBV2 87949 104629 1.94% 0.242%
18 12.474 1763 1766 1771 rVB3 100071 108729 2.02% 0.251%
19 12.592 1783 1786 1789 rBV 453944 419570 7.80% 0.970%
20 12.698 1801 1804 1807 rBV3 109105 118016 2.19% 0.273%

21 12.821 1822 1825 1828 rVB 402801 347926 6.46% 0.805%
22 12.974 1846 1851 1854 rBV 5495212 5114991 95.03% 11.828%
23 13.874 2001 2004 2013 rBV2 927888 1247190 23.17% 2.884%
24 14.021 2025 2029 2032 rBV 2125114 2129187 39.56% 4.923%
25 14.045 2032 2033 2036 rVB 178535 136214 2.53% 0.315%

26 15.498 2276 2280 2284 rVB 1368375 1681362 31.24% 3.888%

Sum of corrected areas: 43245492
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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\HPCHEMI\BNA F\DATA\BF090120\

BF121500.D
1 Sep 2020 17:03
JU/CG
L3859-03
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121500.D

Aca On : 1 Sep 2020 17:03

Operator : JU/CG

Sample : L3859-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.13 24.74 ng 2000470 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 7 (2.128 min): BF121500.D (-3) (-) m/z 73.05 100.00%
73
5000 43 /\
¥ 87 U UL A I I
36 o5 2.20 2.30 2.40 2.50
Ol SOl S8 e+ m/Zz 43.05  38.05Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR UL AN LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.05 26.60%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 S UL A I I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.05 24 .49%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4—dimethy|— T T[T T T T[T T T T[T T T T [TTTT]T
73 2.20 2.30 2.40 2.50
m/z 41.05 12 .50%
5000 55 J/\L
43
27
o B M“\ 163 || 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 230 240 250
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121500.D

Aca On : 1 Sep 2020 17:03

Operator : JU/CG

Sample : L3859-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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.
11.92 3.98 ng 494615 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 1672 (11.921 min): BF121500.D (-1667) (-) m/z 73.00 100.00%

43

5000

i

11.60 11.80 12.00 12.20
m/z 43.10 90.30%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 90
5000 LA L L L L L B LB L |
11.60 11.80 12.00 12.20
0
157 jgs 213 256 m/z 60.00 85.85%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 T T T
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 76.85%
171
1 o 152 2
o 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid L B B
3 73 11.60 11.80 12.00 12.20
m/z 41.05 65.46%
5000 129
iiN
0...,.&..%.1..'.‘. s AEREERREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121500.D

Aca On : 1 Sep 2020 17:03

Operator : JU/CG

Sample : L3859-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082720_.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.72 ng 1247190 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2003 (13.868 min): BF121500.D (-2001) (-) m/z 57.10 100.00%
It ,_Ai./\/
5000
111
j 20 1360 1380 1400 1420
3 139 202 : : : :
o L1509 164182207 | 250272295 327 362 | pzy 55.10  92.47%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 L B B UL B
13 60 13. 80 14. oo 14 20
29 m/z 43.10 88.70%
0 1f9 |167 196 233 266 294
m/z--> 50 Io 2éo 360 3éo
Abundance
57
83 '13.60 13.80 14.00 14.20
5000 m/z 83.10 82.37%
111
29
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #194133 Dichloroacetic acid, heptadecy! ester A R B B
57 13.60 13.80 14.00 14.20
m/z 69.10 72.86%
5000
29
oLk, u h 139 168191210 238 266 205
m/z--> 5'0 ' 250 3(')0 35'30 13 60 13. 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090120\
Data File : BF121500.D

Acq On : 1 Sep 2020 17:03

Operator : JU/CG

Sample - L3859-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082720_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]
Butane, 2-methoxy... 2.13 24_.7 ng 2000470 1 6.85 1617060 20.0
n-Hexadecanoic acid 11.92 4.0 ng 494615 4 11.38 2483440 20.0
1-Heneicosanol 13.87 11.7 ng 1247190 5 14.02 2129190 20.0
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