LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\

Data File : BF121499.D

Aca On : 1 Sep 2020 16:32 Instrument :
Operator : JU/CG BNA_F

Sample  : L3848-17 Gl
Misc i LINDEN-BH-03-A
ALS Vial : 6 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 25 rvB 1908573 2612938 41.73% 5.499%
2 5.069 504 507 516 rVB 82506 100631 1.61% 0.212%
3 5.469 570 575 578 rBVY 4732506 4396865 70.22% 9.254%
4 6.475 741 746 750 rBVY 4187556 4604560 73.54% 9.691%
5 6.681 778 781 794 rBV 407750 370572 5.92% 0.780%
6 6.851 807 810 814 rBVY 1933850 1568196 25.05% 3.301%
7 7.416 901 906 909 rBVY 3449866 3196382 51.05% 6.727%
8 8.139 1024 1029 1034 rBv 2278218 2064041 32.97% 4.344%
9 9.216 1207 1212 1215 rBV 6637603 6087143 97.22% 12.811%
10 9.334 1227 1232 1236 rVB2 64125 71647 1.14% 0.151%

11 9.610 1275 1279 1287 rVB 1211529 1001646 16.00% 2.108%
12 9.892 1323 1327 1331 rBV 2645931 2435877 38.90% 5.127%
13 10.680 1457 1461 1465 rBV 3842061 3705560 59.18% 7.799%
14 11.380 1576 1580 1584 rBV 2910752 2545846 40.66% 5.358%
15 11.910 1667 1670 1681 rBV 418492 437490 6.99% 0.921%

16 12.592 1783 1786 1789 rBV 107526 99827 1.59% 0.210%
17 12.698 1800 1804 1808 rBV2 78478 104943 1.68% 0.221%
18 12.822 1822 1825 1827 rBV 80710 65178 1.04% 0.137%
19 12.974 1846 1851 1854 rBV 6289117 6261283 100.00% 13.178%
20 13.198 1886 1889 1894 rBvV4 49532 78750 1.26% 0.166%

21 13.874 2000 2004 2012 rBV 1035194 1466970 23.43% 3.087%
22 14.021 2025 2029 2033 rVB 2239702 1971073 31.48% 4.148%
23 15.498 2275 2280 2285 rBV 1532631 1946133 31.08% 4._.096%
24 16.039 2369 2372 2378 rBV6 120230 223084 3.56% 0.470%
25 17.998 2704 2705 2707 rBV 262666 96730 1.54% 0.204%

Sum of corrected areas: 47513365
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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\

BF121499.D
1 Sep 2020 16:32
JU/CG
L3848-17
6 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 : BF121499.D

Aca On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 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 33.32 ng 2612940 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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 7 (2.128 min): BF121499.D (-3) (-) m/z 73.05 100.00%

73
5000 43
55 87

220 230 240 2.50

Ol 0Ll v m/z 43.10  38.55Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L L L LB
43 2.20 2.30 2.40 2.50
55 87 m/z 55.10 27.10%
29
o L1l 1|, 80
N o b L o e N e BRRREREEESEans
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 It
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.05 25.36%
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-dimethyl- A m

73 220 230 2.40 2.50
m/z 41.10 12.62%

5000 e
15 ‘\ \W\ 1 63 ||, 83 8 115
S N S S L M .- N - S - B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121499.D

Aca On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

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

6.68 4.73 ng 370572 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 43
4 2-Butanol. 3-methvl-. (S)- 88 C5H120 001517-66-4 43
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 781 (6.681 min): BF121499.D (-778) (-) m/z 45.05 100.00%
45
5000 59
7|2 640 6.60 6.80 7.00
104 : : : :
O S8 8 | m/z 59.05 36.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 59 SRR AR U AR
31 72 6.40 6.60 6.80 7.00
m/z 72.10 22 .33%
0 s9|| 53 | es ‘|,79 go 104 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
640 6.60 680 7.00
5000 5o m/z 73.10 13.87%
31 -3
39
o 25 51 67 85 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2115: 2-Butanol, 3-methyl-
45 6.40 6.60 6.80 7.00
m/z 43.05 12 _.89%
5000
55 73
0 "|'%§'|"%zl”"??hw"|'J"|""|J"'l"Q?l""|""|""|"' ISR SRR RN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121499.D

Aca On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 3.44 ng 437490 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1670 (11.910 min): BF121499.D (-1667) (-) m/z 73.00 100.00%

43 7B

5000

11.60 11.80 12.00 12.20
m/z 43.10 88.87%

o

o 303320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000 LA L L L L L L L LB
11. 60 11. 80 12. OO 12 20
0
157 15 213 256 m/z 59.95 83.88%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
R ARRAREEEEEE S ey
11. 60 11. 80 12.00 12.20
5000 129 m/z 57.10 72.10%
97 199 242
27
. 113 157 180 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid S S e
4, 73 11. 60 11. 80 12. OO 12 20

m/z 55.10 69.20%

5000 129 /wﬂawwuw-/*A\Nww&w&w&vwf

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121499.D

Aca On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 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 4 1-Heneicosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.87 14.89 ng 1466970 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 2003 (13.868 min): BF121499.D (-2000) (-) m/z 57.10 100.00%
57 83
SR AR SUNRILA SR SR
3 139 13.60 13.80 14.00 14.20
ol AT 167 200 230250270290 312331 | 765 05 90 40%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LR L BULRLE UL U
13.60 13.80 14.00 14.20
29 m/z 43.10 89.83%
139
0 I I, L 167 196 238 266 294
m/z--> 50 160 150 200 2éo 360 '
Abundance
57 83
'13.60 13.80 14.00 14.20
5000 111 m/z 83.10 89.45%
. 139 167 196 220 266 294 30340
m/z--> §0 160 150 260 2éo 360
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T T
4 13.60 13.80 14.00 14.20
69 m/z 69.10 78.40%
97
5000
125
o 2 il ‘\ I ‘\. | 15|3 196 224
m/z--> 50 1(')0 1&'30 2(')0 25'30 3(')0 ' 13.|60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090120\
Data File : BF121499.D

Aca On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 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 5 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.29 ng 223084 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 91
2 Olevl alcohol. trifluoroacetate 364 C20H35F302 1000352-68-4 89
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 87
4 1-Heptacosanol 396 C27H560 002004-39-9 83
5 Behenic alcohol 326 C22H460 000661-19-8 81
Abundance Scan 2372 (16.039 min): BF121499.D (-2369) (-) m/z 57.10 100.00%
I LWJ\MA
5000
191217 259080 S15...350 386 428 15.80 16.00 16.20 16.40
A — 222 1l 330 m/z 83.10 94.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 LR SN SR UL B
15.80 16.00 16.20 16.40
29 m/z 55.10 85.63%
0"]"I'I" T
m/z--> 50 100 150 200 250 300 350 400
Abundance
T 83 R BN R A DA
15.80 16.00 16.20 16.40
5000 m/z 97.10 84 .58%
111
29
. 137 166 104 237 266 204 336 04
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester b RREmE EE e
57 83 15.80 16.00 16.20 16.40
m/z 43.10 75.89%
5000 111 \MVxV/bwuwwmj\/\\VkﬂwwwmeJAk
29
139 250
ol b ML LR 00000 2280 o7 o P
m/z--> 50 100 150 200 250 300 350 400 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\BF090120\
Data File : BF121499.D

Acq On : 1 Sep 2020 16:32

Operator : JU/CG

Sample - L3848-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082720_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]
Butane, 2-methoxy... 2.13 33.3 ng 2612940 1 6.85 1568200 20.0
Ethanol, 2-(2-eth... 6.68 4.7 ng 370572 1 6.85 1568200 20.0
n-Hexadecanoic acid 11.91 3.4 ng 437490 4 11.38 2545850 20.0
1-Heneicosanol 13.87 14.9 ng 1466970 5 14.02 1971070 20.0
Cyclotetracosane 16.04 2.3 ng 223084 6 15.50 1946130 20.0
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