LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41
Operator : JU/CG

Sample : M4191-02

Misc :

ALS Vvial : 14 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125851.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.451 567 572 575 rBV 3752222 3540817 82.67% 10.517%
2 6.457 738 743 746 rBV 3223506 3598693 84.02% 10.688%
3 6.834 803 807 810 rBV 1154569 954597 22.29%  2.835%
4 7.392 897 902 905 rBV 2556603 2278462 53.20% 6.767%
5 8.016 1004 1008 1020 rBV 949784 812577 18.97%  2.413%

6 8.110 1020 1024 1028 rBV 1554029 1337076 31.22% 3.971%
7 9.186 1202 1207 1210 rBV 4785818 4282965 100.00% 12.721%
8 9.863 1318 1322 1326 rBV 1851221 1528352 35.68% 4.539%
9 10.651 1452 1456 1459 rBV 3045426 2678448 62.54%  7.955%
10 11.345 1570 1574 1576 rBV 1940868 1556948 36.35% 4.624%
11 11.369 1576 1578 1581 rVV 654662 478293 11.17% 1.421%
12 11.416 1581 1586 1590 rVB 143704 143458 3.35% 0.426%
13 11.575 1608 1613 1615 rBV2 53674 48372 1.13% 0.144%
14 11.739 1636 1641 1649 rVB 87031 75434  1.76%  0.224%
15 11.845 1656 1659 1661 rBV 65998 56526 1.32% ©0.168%
16 11.875 1661 1664 1668 rVV 395057 359621 8.40% 1.068%
17 11.957 1675 1678 1681 rBV 109076 111861 2.61% ©.332%
18 12.445 1756 1761 1764 rVB4 32504 50815 1.19% ©.151%
19 12.557 1776 1780 1783 rBV 858617 695982 16.25% 2.067%
20 12.657 1793 1797 1803 rBV2 128706 154017 3.60% 0.457%
21 12.780 1812 1818 1822 rBV 639914 691491 16.15%  2.054%

22 12.933 1840 1844 1847 rVB 3711722 3554381 82.99% 10.557%
23 12.998 1850 1855 1859 rBV2 35548 63334 1.48% 0.188%
24 13.086 1863 1870 1872 rBV5 37027 50631 1.18% ©.150%
25 13.110 1872 1874 1877 rVB 81446 65503 1.53% ©.195%
26 13.174 1881 1885 1888 rVB2 41933 46488 1.09% ©.138%
27 13.216 1888 1892 1895 rBV2 59471 63218 1.48% ©.188%
28 13.504 1935 1941 1944 rBV6 32421 58841 1.37% ©.175%
29 13.616 1953 1960 1964 rVB 54558 61298 1.43% 0.182%
30 13.727 1974 1979 1982 rBV2 48998 66219 1.55% 0.197%
31 13.827 1992 1996 2002 rVB3 101377 146197 3.41% 0.434%
32 13.980 2013 2022 2024 rBV2 1302984 1440679 33.64% 4.279%
33 14.004 2024 2026 2032 rVB 302028 256591 5.99% 0.762%
34 14.451 2097 2102 2106 rBV3 41877 49621 1.16% ©.147%
35 14.833 2163 2167 2169 rBV 50267 52655 1.23% ©.156%

36 15.004 2192 2196 2200 rBV 240246 381887 8.92% 1.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41
Operator : JU/CG

Sample : M4191-02

Misc :

ALS Vvial : 14 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.304 2243 2247 2253 rVB 141061 174732 4.08% ©.519%
38 15.363 2253 2257 2263 rVB 200017 232565 5.43% ©.691%
39 15.427 2263 2268 2272 rBV 896323 1132550 26.44%  3.364%
40 16.862 2506 2512 2521 rVB2 91107 184190 4.30% 0.547%

41 17.292 2580 2585 2598 rVB 70273 152458 3.56% ©.453%

Sum of corrected areas: 33668843
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 14 Oct 2021 18:41
: M4191-02

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
BF125851.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41

Operator Ju/caG

Sample : M4191-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.016 12.15 ng 812577 Naphthalene-d8 8.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59

Abundance Scan 1008 (8.016 min): BF125851.D\data.ms (-1004) (-) m/z 57.10 100.00%
57.1

5000
e 760 7,60 8.0 6.20 8 40
39 Lo m 2 a5.10 8858
0 Ml s m/z 45.1@  88.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 I L L B
7.60 7.80 8.00 8.20 8.40
T 750 m/z 41.10  31.65%
100.0
O \\\‘\M\\‘\\\MH\\‘M‘\‘\“\‘\\“\\\\’}\3\2\0‘ \\\%?3\\()\
m/z--> 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
P e
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 20.83%
29.0 75.0
100.0
0 Mw\”_wt\‘wum,???zﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R A RRARaRRET
57.0 7.60 7.80 8.00 8.20 8.40
m/z 56.10 16.01%
5000
29.0 75.0
I T
VR [ 1 T T A . .
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41
Operator : JU/CG

Sample : M4191-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.874 4.62 ng 359621  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1664 (11.875 min): BF125851. D\data ms (-1661) (- m/z 192.05 100.00%

73.0 P.1
43.1
5000 129.1
P b,
H H‘ 157. 1‘ ‘227.2 256.1 1150 12.00
0 HwH“‘MM “”u““w‘l‘l‘“M‘H“‘ w‘h‘““‘m}“” bbbk m/z 73.00 92.39%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11. 50 12 00
. 151018502130 256.0 m/z 60.00 76.73%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67021: Anthracene, 1-methyl-
192.0
11 50 12 00
83.0 165.0
o300 | juso ||
reprrp e b e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67024: Anthracene, 2-methyl-
192.0 1150 1200
m/z 57.05 65.31%
5000
165.0
ol 320 530 1s0 b M
PR e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41
Operator : JU/CG

Sample : M4191-02

Misc :

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.827 2.03 ng 146197 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 60
3 11H-Benzo[a]fluoren-11-one 230 C17H1e00 000479-79-8 55
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 55
5 Hexadecyl propyl ether 284 C19H400 1000406-27-9 53
Abundance Scan 1996 (13.827 min): BF125851.D\data.ms (-1992) (-  m/z 230.10 100.00%
57.1 230.1
5000
AL M
% ” 13.50 14.00
0 _H\‘MMMMH bt e M/z 57.10 98.20%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000
13. 50 14 OO

m/z 43.10 67.22%

Nl FF,..‘ 2520 3600 648,
‘\\H‘H\w\\ﬂHH‘HH‘HH‘HH‘HH‘HH‘\\\\‘H\\‘\\H‘H\w\\
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

13.50 14.00
5000 m/z 71.10  63.44%
L ‘ .0196.0
ol
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #111819: 11H-Benzola]fluoren-11-one P ——
230.0 13.50 14.00
m/z 83.05 62.49%
5000
101.0 N
O‘Hupﬂmku‘_mwu T T T T o —
m/z--> 0 50 100150200 250300 350400 450500550600650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125851.D

Acqg On : 14 Oct 2021 18:41
Operator : JU/CG

Sample : M4191-02

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.016 12.2 ng 812577 2 8.110 1337080 20.0
n-Hexadecanoic ... 11.874 4.6 ng 359621 4 11.345 1556950 20.0
Pentadecafluoro... 13.827 2.0 ng 146197 5 13.980 1440680 20.0
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