LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.946 483 486 497 rBV 29586 45400 1.39% 0.209%
2 5.351 551 555 581 rBV 2308519 2509715 76.92% 11.544%
3 6.381 726 730 759 rBV 2458915 2559814 78.45% 11.775%
4 6.581 762 764 773 rBV 37205 67681 2.07% 0.311%
5 6.728 786 789 797 rVB 722060 611743 18.75% 2.814%

6 7.298 882 886 889 rBV 1870416 1678211 51.43% 7.719%
7 8.010 1003 1007 1021 rBV 891616 822875 25.22%  3.785%
8 9.086 1185 1190 1201 rBV 3172345 3014640 92.39% 13.867%
9 9.481 1254 1257 1269 rBV 412305 377003 11.55% 1.734%

9

10 .757 1301 1304 1320 rVB 1023186 965994 29.61% 4.443%
11 10.551 1435 1439 1455 rBV 1880168 1973368 60.48% 9.077%
12 11.245 1553 1557 1564 rBV 1109430 1018066 31.20% 4.683%
13 11.775 1644 1647 1654 rBV3 74439 74734  2.29%  0.344%
14 12.463 1760 1764 1770 rBV 80359 76391 2.34% ©.351%
15 12.692 1798 1803 1806 rVB 67125 68821 2.11% ©0.317%

16 12.827 1822 1826 1830 rBV 3273683 3262831 100.00% 15.
17 13.721 1975 1978 1988 rBV 246944 497471 15.25%
18 13.886 2002 2006 2009 rBV 845097 771421 23.64%

[CRCHRTE SR
Ul
A
o
R

19 13.910 2009 2010 2015 rVB2 53596 47173 1.45% 217%
20 14.339 2080 2083 2085 rBvV2 37954 38788 1.19% 178%
21 14.374 2085 2089 2096 rvv8 27833 64247 1.97% 0.296%
22 14.633 2130 2133 2138 rBV 33250 33269 1.02% 0.153%
23 14.774 2154 2157 2161 rVB 58491 56731 1.74% 0.261%
24 14.915 2178 2181 2184 rBV 31478 40244 1.23% 0.185%
25 14.951 2184 2187 2191 rVvVv2 58592 71120 2.18% 0.327%
26 15.015 2192 2198 2207 rVVe 40057 110372 3.38% 0.508%
27 15.321 2245 2250 2258 rBV 490068 682363 20.91% 3.139%
28 15.715 2313 2317 2323 rVB 55484 77566 2.38% 0.357%
29 15.804 2326 2332 2333 rBvV3 36421 61498 1.88% 0.283%
30 16.733 2485 2490 2498 rVB6 26155 60660 1.86% 0.279%
Sum of corrected areas: 21740210
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 22 Oct 2020 13:56

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
BF122081.D

Ju/CaG
L4436-08

: 9 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.21 ng 67681 1,4-Dichlorobenzene-d4 6.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 36
Abundance Scan 764 (6.581 min): BF122081.D\data.ms (-762) (-) m/z 45.00 100.00%
45.0
5000

T 620 6.40 6.60 650 7.00

O Y
0“_HW‘HWH‘WHH‘HH_H‘_Hw‘uwHH‘HHM‘HMH‘_HW“ m/z 59.00  31.95%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 U L L R
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 21.17%
0140 Ll ‘M 89.0 1040 1350
H‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #32644: Diethyl carbitol
45.0
TR
6.20 6.40 6.60 6.80 7.00
5000 720 m/z 43.00 12.93%
29.0
o M‘ 87,0 103.0
H_H‘_HWH‘WHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- T
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.00 12.54%
5000
890
o i H 104.0119.0
H_H‘_HWH‘WHH‘HH_H‘_HW‘HWHH‘HHM‘HMHW‘HWH R e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 2 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.721 12.90 ng 497471 Chrysene-d12 13.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 1978 (13.721 min): BF122081.D\data.ms (-1975) (- m/z 57.05 100.00%

57.0
5000
11.1
F —
TR 13.50 14.00
ol Ad “Hh‘wm‘m 8Ll m/z 43.10 90.61%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 e Sl
11.0 13.50 14.00
m/z 55.00 77.91%
169.0
O\J\“\H\f‘\“‘ ‘l “ ‘h“\\\\‘T\Z\s?‘()\z\g\:g\(‘)\\\\‘\\\\‘\4\3\4\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3.0
— —
13.50 14.00
5000 ITI/Z 83.05 69.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate T 7
57.0 13.50 14.00
m/z 69.05 63.98%
5000 11.0
oL ‘ ¥ | ‘\ ,168.0  238.0283.0 334.0
““‘H“ R R e I R S —
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 3 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.951 2.08 ng 71120 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Docosane 310 C22H46 000629-97-0 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2187 (14.951 min): BF122081.D\data.ms (-2184) (- m/z 57.05 100.00%
57.0
5000 JVWﬂMNAwWVA/\vaWJ\AN
15.00
13.1 .
169.1 267.0
0 Hm‘w.‘ MM e m/z 71.10  66.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 R
15.00
m/z 43.10 65.24%
oLl ‘ | | 1130 169.0 225.0 281.0 337.0 394.0
\\\\‘ \\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
——
15.00
5000 m/z 85.05 45.81%
ol LilL h u\ 4 «1?"?9,2??9_‘2‘??9“_“_“
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T
57.0 15.00
m/z 55.05 20.36%
- WMLM\W
o (70 1690 2250 3000 365.0 436
H“““,H“‘H“,H“‘H‘“H“‘H“‘H“, ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 4 9-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.015 3.23 ng 110372 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 90
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 86
3 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 76
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 70

Abundance Scan 2198 (15.015 min): BF122081.D\data.ms (-2192) (- m/z 55.00 100.00%

IHil W\Aﬂmwm/w
5000 2521
T \
i e |
Nl “AWW“u‘ “‘J““““““““ m/z 43.00 96.57%
mlz--> 50 100 150 200 250 300 350 400
Abundance #104187: 9-Octadecene, (E)-
55.0
5000 e :
15.00
m/z 57.65 90.17%
‘ ‘ 39.0 252.0
O\‘\\]‘\‘H\““]h“‘\]_\8\2\()‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #217811: Pentafluoropropionic acid, octadecyl ester
57.0
T \
15.00
5000 111.0 m/z 97.05 87.50%
oL L I Aiugeo By oo o M
miz--> 50 100 150 200 250 300 350 400
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl esi — ‘
83.0 15.00
m/z 83.05 76.72%
41
5000
25.0
252.0
0 \\‘\“‘“‘\h‘ + \‘h “\HHH\ ‘“\‘H‘ L ‘H\‘ . “‘ . “‘ e mare o o P
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 5 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.715 2.27 ng 77566 Perylene-di2 15.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2317 (15.715 min): BF122081.D\data.ms (-2313) (- m/z 57.05 100.00%

57.0
5000
30 1550  16.00
1 . .
obrs u‘““w‘”‘u“h ““ L1 L Ao10 2670 m/z 71.10 67.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 — ——
15.50 16.00
‘ 9.0 m/z 43.05 62.72%
Olwswd\ ‘\““‘ “‘ \“‘\ h“ \“‘ \JT\ \“ “\1\8\3\(‘)2\2\5\(\)| T \?9\6‘\0\ L
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
—— —
15.50 16.00
5000 ITI/Z 85.10 47.22%
9.0
oL 1L || #101830225.0267.0300.0 3660
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane T —
57.0 15.50 16.00
m/z 55.00 24.33%
- MJLMWAMWmA]\W“%MWNA
LU oo 10 s30 s
ey ‘““““““H“““““““““ —— —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102220\
Data File : BF122081.D

Acqg On : 22 Oct 2020 13:56
Operator : JU/CG

Sample : L4436-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Ethanol, 2-(2-e... 6.581 2.2 ng 67681 1 6.728 611743 20.0
Heptadecyl hept... 13.721 12.9 ng 497471 5 13.886 771421 20.0
Octacosane 14.951 2.1 ng 71120 6 15.321 682363 20.0
9-Octadecene, (E)- 15.015 3.2 ng 110372 6 15.321 682363 20.0
Heneicosane 15.715 2.3 ng 77566 6 15.321 682363 20.0
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