LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121691.D

Aca On : 24 Sep 2020 19:56

Operator : JU/CG

Sample - L4133-05

Misc :

ALS Vial : 15 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-BF091020.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 4.516 408 413 422 rBV 853638 948823 13.99% 2.770%
2 5.428 564 568 586 rBY 1969063 2025057 29.87% 5.913%
3 6.440 736 740 753 rBVY 1477003 1354071 19.97% 3.954%
4 6.804 799 802 806 rBY 1036117 896395 13.22% 2.617%
5 6.869 810 813 825 rBV 917978 838409 12.37% 2.448%

7.375 893 899 902 rBV 2924636 2970738 43.81% 8.674%
8.092 1017 1021 1035 rVB 1249955 1209143 17.83% 3.531%
4919600 4772157 70.38% 13.934%
9.563 1267 1271 1274 rBV 81692 75533 1.11% 0.221%
9.845 1314 1319 1327 rBV 1634151 1442183 21.27% 4.211%
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11 10.639 1449 1454 1457 rBV 3460562 3419107 50.43% 9.983%
12 11.328 1567 1571 1579 rBV 1668064 1573634 23.21% 4 _595%
13 11.869 1658 1663 1672 rBV 661549 723735 10.67% 2.113%
14 12.663 1792 1798 1818 rBV 1229001 1639302 24.18% 4.787%
15 12.922 1836 1842 1845 rBV 5817742 6780484 100.00% 19.798%

16 13.833 1992 1997 2013 rBV 196363 422733 6.23% 1.234%
17 13.969 2015 2020 2031 rVB 1749253 1642983 24.23% 4.797%

18 14.816 2160 2164 2167 rVB 106921 111941 1.65% 0.327%
19 15.415 2260 2266 2279 rVB 1035135 1401245 20.67% 4.092%

Sum of corrected areas: 34247673
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092420\
Data File : BF121691.D

Aca On 1 24 Sep 2020 19:56

Operator : JU/CG

Sample : L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091020.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: BF121691.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121691.D

Aca On : 24 Sep 2020 19:56

Operator : JU/CG

Sample : L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Hexanol, 2-ethyl- Concentration Rank 3

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

6.87 18.71 ng 838409 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 72
3 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 45
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 813 (6.869 min): BF121691.D (-810) (-) m/z 57.05 100.00%
57
5000 a1
| o 8 6.60 6.80 7.00 7.20
98 - - - -
o...,....,....,....',!..?,O.'.J:,....',|-....,.|.'..,....',....1,1..2..,....,....,....,. m/z 41.05 37.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 —Av—v—v—rv—v—v—v—rvLLrﬁ-H-rh-ﬁ
o 6.60 6.80 7.00 7.20
70 83 m/z 43.05 32.88%
s il 5
0"'I""'I""I""i""l""'I"''II""I""I""I""I:'"I""I""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
6.60 6.80 7.00 7.20
5000 43 m/z 55.05 25.42%
29 69 83
o 18 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50341: 1-Isobutoxy-2-ethylhexane R E L RRaan e
57 6.60 6.80 7.00 7.20
42 m/z 56.10 20.46%
5000
29
71
. | \‘ Lo %8 M2 1 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

8270-BF091020-M Fri Sep 25 11:50:25 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121691.D

Aca On : 24 Sep 2020 19:56

Operator : JU/CG

Sample : L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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.
11.87 9.20 ng 723735 Phenanthrene-d10 11.33
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1663 (11.869 min): BF121691.D (-1658) (-) m/z 73.00 100.00%
60 73
5000
129 L
97 213 R E e e e S
115 143157171185, oo 207, 256 1f60 11%0 1£oo 1220
ol 41 m/z 43.05 95.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R DR BN BN B
11. 60 11. 80 12. oo 12 20
m/z 60.00 90.38%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12,00 12.20
5000 29 129 m/z 57.05 73.08%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo L
Abundance #95851: Pentadecanoic acid R T T
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 72.70%
5000 129
29
199
L4u 143157171185 242
015 B AEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092420\
Data File : BF121691.D

Aca On : 24 Sep 2020 19:56

Operator : JU/CG

Sample : L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 19.96 ng 1639300 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1798 (12.663 min): BF121691.D (-1792) (-) m/z 43.10 100.00%

43 57 7B

5000 129

LAl

:

12.40 12.60 12.80 13.00

199513227
m/z 73.00 99.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78

12.40 12.60 12.80 13.00
m/z 60.00 87.69%

185

241 284
) 14357171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.05 84 .43%
29 g7
199
101115 14315711185 ) 242
0 15 13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T T
73 12.40 12.60 12.80 13.00
43 m/z 55.10 74 .99%
5
5000 129
185 228
115
o1t 143157171 ‘
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\BF092420\
Data File : BF121691.D

Aca On : 24 Sep 2020 19:56

Operator : JU/CG

Sample : L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.15 ng 422733 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 94
Abundance Scan 1996 (13.827 min): BF121691.D (-1992) (-) m/z 43.05 100.00%
48 83
6
RIS BRI SO B I
13.60 13.80 14.00 14.20
167
I 183199216 238 m/z 57.10 98.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 UL BRI SO B B
13.60 13.80 14.00 14.20
29 m/z 83.05 88.77%
167182 210 238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
Stk S M
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 87.18%
29 139

167182 210 238 264280 308

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #131391: n-Nonadecanol-1 L Bt S LR,

55 13.60 13.80 14.00 14.20
m/z 69.10 77 .30%

5000
29
0 I il 182 210 238 266

 BAaasansazany LA I S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF092420\
Data File : BF121691.D

Acq On : 24 Sep 2020 19:56

Operator : JU/CG

Sample - L4133-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
1-Hexanol, 2-ethyl- 6.87 18.7 ng 838409 1 6.80 896395 20.0
n-Hexadecanoic acid 11.87 9.2 ng 723735 4 11.33 1573630 20.0
Octadecanoic acid 12.66 20.0 ng 1639300 5 13.97 1642980 20.0
1-Heneicosanol 13.83 5.2 ng 422733 5 13.97 1642980 20.0
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