LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\
Data File : BF122489.D

Acqg On : 25 Nov 2020 17:28

Operator : JU/CG

Sample : L4880-08 :
Misc : KENS-B4-112320-6-8

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122489.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 14 rVB 268969 343584 10.18%  1.351%
2 5.063 498 506 514 rBV 89428 110944 3.29% 0.436%
3 5.475 571 576 579 rBV 2998195 2639489 78.24% 10.375%
4 6.487 743 748 751 rBV 2973677 2750552 81.53% 10.812%
5 6.681 778 781 794 rBV 45003 57815 1.71% 0.227%

6 6.851 807 810 814 rBV 1209310 1083195 32.11% 4

7 7.416 901 906 909 rBV 2068908 1766949 52.38% 6

8 8.139 1025 1029 1045 rBV 1688355 1435213 42.54% 5.642%

9 9.216 1208 1212 1215 rBV 3882345 3373619 100.00% 13.
9.610 1275 1279 1290 rBV 489985 447766 13.27% 1

11  9.898 1323 1328 1340 rBV 1699259 1665683 49.37%
12 10.680 1457 1461 1472 rBV 1742599 1699444 50.37%
13 11.380 1576 1580 1586 rBV 1751531 1602528 47.50%
14 12.969 1846 1850 1853 rBV 3714624 3280244 97.23% 1
15 13.451 1928 1932 1937 rBV2 33840 45631 1.35%
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16 13.874 2000 2004 2018 rBV2 191444 409087 12.13%

1.
17 14.021 2025 2029 2041 rVB 1354344 1241010 36.79% 4.878%
18 14.798 2156 2161 2165 rBV4 32934 55761 1.65% 0.219%
19 15.139 2216 2219 2225 rVB3 30201 38952 1.15% 0.153%
20 15.492 2273 2279 2293 rBV 994125 1354133 40.14% 5.323%
21 15.962 2355 2359 2363 rBv4 23768 38583 1.14% 0.152%
Sum of corrected areas: 25440182
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :
Quant Title

TIC Library

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\
BF122489.D

: 25 Nov 2020 17:28

Ju/CaG
L4880-08

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

KENS-B4-112320-6-8
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\
Data File : BF122489.D

Acqg On : 25 Nov 2020 17:28

Operator : JU/CG

Sample : L4880-08 :
Misc : KENS-B4-112320-6-8

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.122 6.34 ng 343584 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF122489.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.0 j\
87.0 \\\’\\\\‘\\\\‘\\\\‘\\\\‘\
9.0 2.202.302.402.50
0 H‘_‘H‘H‘wm‘_‘HM‘:"wmm}mwuwwwww m/z 43.05 36.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T T T[T T[T
430 2.202.302.402.50
' 87.0 m/z 55.10 25.19%
29.0
M‘ | ‘\‘ ‘ %90 ‘ |
O \\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\“\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
R RN ama R R
2.202.302.402.50
5000 m/z 87.05 25.16%
43.0
ol 20 150 299 59.0 88.0
T T T e T e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- R RRRs e R
73.0 2.202.302.402.50
m/z 41.05 11.78%
5000
45.0
29.0
0 590 101.0
T Ra L e ARAREREREEEE S T R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\

Data File : BF122489.D

Acqg On : 25 Nov 2020 17:28

Operator : JU/CG

Sample L4880-08 :
Misc KENS-B4-112320-6-8

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.063 2.05 ng 110944  1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
Abundance Scan 506 (5.063 min): BF122489.D\data.ms (-498) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 RN e RN ERERN R
4.80 5.00 5.20 5.40
N N a
O R e e m/z 59.10 56.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B A L BN R
4.80 5.00 5.20 5.40
59.0 m/z 101.10  22.23%
101.
o 270 | gm0 %0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.99%
20.0 101.0
0 150 73.0 85.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- A mmma
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.09%
41.0
5000
86.0
O prrrprrreprrer bty F29 ] 2010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\
Data File : BF122489.D

Acqg On : 25 Nov 2020 17:28

Operator : JU/CG

Sample : L4880-08 :
Misc : KENS-B4-112320-6-8

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.59 ng 409087 Chrysene-d12 14.021
Hit# of 5 Tentative ID MW MolForm CASH# 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 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 2004 (13.874 min): BF122489.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
97.0
5000
1350 1400
39.1 . .
ob— ‘\““‘ \‘ | u‘H\ | ‘El b 1928 28LL ., 43.05  99.70%
miz-> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55.0
97.0
5000 — ——
13.50 14.00
m/z 83.05 99.25%
39.0
O ]\-g\.q ‘\“ “ T \‘ \‘H“ ‘H‘ \‘Ek\ ‘h ‘h T }8\2.\0‘ \22\4\.0\ ‘2\66\0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance
83.0
43.0
T —
13.50 14.00
5000 m/z 55.05 98.49%
125.0
0 167.0 210.0 280.0
— e
miz--> 50 100 150 200 250 300
Abundance #131393: n-Nonadecanol-1 - T
43.0 83.0 13.50 14.00
m/z 69.10 86.52%
5000
25.0
L e o
0 \\Mh‘ﬁhw\ m\me\M‘”whw\“w\\‘\‘\u T o —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112520\
Data File : BF122489.D

Acqg On : 25 Nov 2020 17:28

Operator : JU/CG

Sample : L4880-08 :
Misc : KENS-B4-112320-6-8

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : 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-metho... 2.122 6.3 ng 343584 1 6.857 1083200 20.0
2-Pentanone, 4-... 5.063 2.0 ng 110944 1 6.857 1083200 20.0
1-Heneicosanol 13.874 6.6 ng 409087 5 14.021 1241010 20.0
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