LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc :

ALS vial : 8 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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7135.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 398 405 414 rBV 3691792 5527886 47.94% 6.723%
2 7.063 667 676 694 rBV 3512398 5703230 49.46% 6.937%
3 7.893 810 817 825 rBV 1081701 1691459 14.67% 2.057%
4 9.052 1006 1014 1027 rBV 2223827 3663466 31.77% 4.456%
5 10.475 1250 1256 1268 rBV 135610 282560 2.45% 0.344%

6 10.693 1285 1293 1299 rBV 1398894 2391962 20.74%
7 13.145 1703 1710 1724 rBV 6158467 8924533 77.39% 10.
8 14.522 1936 1944 1950 rBV 2207864 3198482 27.74%

9 14.581 1950 1954 1962 rVB 79129 128093 1.11%
10 14.934 2006 2014 2020 rBV2 51812 124778 1.08%
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11 16.010 2190 2197 2208 rBV 4764397 7030496 60.97%
12 17.269 2404 2411 2415 rBV 2684263 3702525 32.11%
13 17.310 2415 2418 2424 rVV 892975 1183951 10.27%
14 17.398 2425 2433 2438 rVB 191237 308638 2.68%

©O®r Moo
IS
N
IS
xR

15 17.675 2474 2480 2484 rBV2 88284 131565 1.14% 160%
16 18.157 2554 2562 2572 rBV2 1102883 2006709 17.40%  2.441%
17 18.322 2585 2590 2594 rBV3 182925 303755 2.63% ©0.369%
18 18.616 2636 2640 2644 rBV 91153 129827 1.13% ©.158%
19 18.657 2644 2647 2652 rVB2 91346 116741 1.01% 0.142%
20 19.157 2728 2732 2736 rBV 79356 127247 1.10% ©0.155%

21 19.275 2747 2752 2759 rBV 2046986 2681306 23.25%
22 19.392 2766 2772 2783 rBV 2072821 3078363 26.70%
23 19.598 2803 2807 2808 rBV 317284 367975 3.19%
24 19.627 2808 2812 2820 rVB 1671900 2252443 19.53%
25 19.827 2840 2846 2850 rBV 9424283 11531580 100.00% 14.025%
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26 20.110 2891 2894 2900 rVB3 218938 335007 2.91% 0.407%
27 20.210 2908 2911 2914 rVB 128867 141899 1.23% ©0.173%
28 20.839 3015 3018 3025 rVB 150724 187953 1.63% ©.229%
29 21.063 3053 3056 3063 rVB3 524657 891066 7.73% 1.084%
30 21.127 3064 3067 3072 rVW 446792 536659 4.65% ©.653%

31 21.351 3098 3105 3109 rBV2 3454638 5637870 48.89%
32 21.386 3109 3111 3120 rVB 933327 1128596 9.79%
33 23.021 3385 3389 3395 rBV 740984 1662830 14.42%
34 23.651 3492 3496 3505 rVB 683944 1296808 11.25%
35 23.763 3509 3515 3521 rVB2 1878371 3811314 33.05%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92321\
Data File : BP0@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc

ALS vial : 8 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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 82219572
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Sep 2021 21:02
: CG/JU
: M3886-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092321\
BP007135.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BP007135.D\data.ms

5.469 7.063

9.052

10.693

7.893
10.47

0
Time-->
Abundance

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP0O07135.D\data.ms
19.827

13.145

16.010

17.269

14.522

14/5814.934

0
Time-->
Abundance

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP007135.D\data.ms

21.351

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP092121.M Fri Sep 24 12:14:54 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP@@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.475 2.36 ng 282560 Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 (S)-Methyl 2,3-dihydroxypropanoa... 134 C5H1004 354578-58-8 52

Abundance Scan 1256 (10.475 min): BPO07135.D\data.ms (-1250) (-  m/z 57.05 100.00%
57.0

5000 ]\\wr&u\
T
| H 130.9 10.50
o UL ESPOIOLL 2819 388945245133 ./, 45,05  89.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
m/z 41.00 31.67%
|’| oo
O‘\\\ ’1ff\[\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 ITI/Z 75.10 20.22%
ko
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10.50
m/z 56.05 17.15%
N1V J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP@@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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.

18.157 10.84 ng 2006710  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2562 (18.157 min): BPO07135.D\data.ms (-2554) (-  m/z 73.00 100.00%

3

%

5000
213 2
’ ”} H 18.00 18.50
0l L “M Iyl 820 3550414.9 488.9547. ./, 69 00  82.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— —
18.00 18.50
\ 57.0 m/z 43.10 71.00%
O‘\\ll\l\“J h‘“‘h“\l\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 ITI/Z 57.10 63.79%
171.0
o} ; ]HJIJ.\HM ““““
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = ]
73.0 18.00 18.50
m/z 55.10 62.35%
5000
tL 199.0
L5. m “
0 \ m ép\” e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP@@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.392 10.92 ng 3078360 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2772 (19.392 min): BP007135.D\data.ms (-2766) (- m/z 73.00 100.00%

-

5000
241.2
‘ J } | 171 \ | 19.00 19.50
o MMUAAMAL LV L), 18269 43004889548, /) ¢ 0o  82.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘_
185.0 19.00 19.50
‘} m/z 43.10 78.90%
()li MM\“H ‘\\\\\‘\‘\L!Hl\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
= ——
19.00 19.50
5000 ITI/Z 57.10 74 .98%
185.0

OLS.&)\\ “HMM L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #126199: Pentadecanoic acid
73.0 19.00 19.50
m/z 55.05 68.14%
5000
é ‘ 199.0
o“?:““ Mép\\‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP092121.M Fri Sep 24 12:14:56 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©92321\
Data File : BP@@7135.D

Acqg On : 23 Sep 2021 21:02
Operator : CG/JU

Sample : M3886-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.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 4 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.063 3.16 ng 891066 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3056 (21.063 min): BP007135.D\data.ms (-3053) (- m/z 57.10 100.00%

57.1
5000
%5.1 R T
21.00
‘ 208.0281.1 . . o
ob—AA MU ke oo 2%l 5208 m/z 43.10  70.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
5.0 m/z 83.10 67.62%
| ‘ \ 196.0 294.0
O\H ‘\TI'WT‘\I\!“I\‘H‘\“\'\H‘\‘H\l‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T \
21.00
5000 ITI/Z 55.05 66.72%
F'O 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #259982: Pentacos-1-ene T ‘
55.0 21.00
m/z 71.10 58.95%
5000
5.0
350.0
IR S — -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library

TIC Top Hit

Ethanol, 2-(2-

n-Hexadecanoic ...

Octadecanoic a

1-Heneicosyl fo...

BP007135.D

: 23 Sep 2021 21:02
: CG/JU
: M3886-02

Tentatively Identified Compound (LSC) summary

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092321\

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

name RT
b... 10.475
18.157
cid 19.392
21.063

| --Internal Standard---|

EstConc Units Response |#

ng 282560
ng 2006710
ng 3078360
ng 891066

8270E-BP092121.M Fri Sep 24 12:14:57 2021

RT Resp Conc|

10.693 2391960
17.269 3702530
21.351 5637870
21.351 5637870

Pa



