LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35892.D

Acqg On : 21 Jul 2022 17:02

Operator : CG/JU

Sample : N3786-07 :
Misc . 0718-WC-TP-WC3A

ALS vial : 4 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 M\Methods\8270-BM071822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35892.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.993 319 324 333 rBV 71978 115868 1.38% 0.226%
2 5.457 396 403 418 rBV 4108308 5761893 68.59% 11.239%
3 7.063 668 676 690 rBV 3861786 5929825 70.59% 11.567%
4 7.898 811 818 826 rVB 1041896 1627713 19.38% 3.175%
5 9.063 1008 1016 1023 rBV 2276174 3610339 42.98% 7.042%

6 10.704 1287 1295 1303 rBV 1310012 2164143 25.76%  4.221%
7 13.163 1704 1713 1724 rBV 5288084 7453680 88.73% 14.540%
8 14.527 1937 1945 1955 rBV 1666691 2432499 28.96%
9

4.745%
16.010 2191 2197 2209 rBV 3360646 4647212 55.32% 9.065%
10 17.268 2404 2411 2417 rBV 1832852 2522916 30.03% 4.921%

11 18.168 2557 2564 2574 rBV 351452 544891 6.49% 1.063%
12 19.445 2777 2781 2791 rBV 142097 234296 2.79% 0.457%
13 19.892 2851 2857 2869 rBV 7345724 8400504 100.00% 16.386%
14 20.662 2985 2988 2998 rVB2 204944 340252 4.05% ©0.664%
15 21.168 3070 3074 3080 rBV 190612 267695 3.19% ©.522%

16 21.444 3116 3121 3131 rBV 2040972 2538784 30.22% 4.952%
17 23.815 3518 3524 3537 rVB2 1321055 2672515 31.81% 5.213%

Sum of corrected areas: 51265025
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jul 2022 17:02
: CG/IU
: N3786-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
BM@35892.D

0718-WC-TP-WC3A

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM035892.D\data.ms

5.457
7.063

9.063

10.704
7.898

4.993

Time-->

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035892.D\data.ms
19.892

13.163

16.010

14527 17.268

18.168 19.445

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035892.D\data.ms

21.444
23.815

662 21.168

Time-->

21.00 21.50 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\

Data File : BM@35892.D

Acqg On : 21 Jul 2022 17:02

Operator : CG/JU

Sample : N3786-07 :
Misc 0718-WC-TP-WC3A

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.168 4.32 ng 544891 Phenanthrene-d10 17.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
172 C1eH2002

000057-10-3 99
000638-53-9 93
001002-84-2 90
000544-63-8 81
000334-48-5 47

Abundance Scan 2564 (18.168 min): BM035892.D\data.ms (-2557) (- | m/z 73.00 100.00%
430 |
5000
129.0
213.1 LT T
‘ H ‘ 171.0 a6l 18.00 18.50
oL—— W‘$‘ JMNM‘M\N N“\A\‘w\\‘\M "L ‘ m/z 59.95 81.96%
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 s ——
213.0 18.00 18.50
H 171.0 m/z 43.00 79.63%
ol— \“ w ‘H‘H“ h!\‘ \‘H‘\‘\‘ ‘M . M} “\L ‘ ‘\‘ “‘ “\‘\“ ‘\ , “ — “ ——
miz--> 50 100 150 200 250
Abundance
73.0
—— —
43.0 18.00 1850
5000 129.0 m/Z 57.00 66.25%
171.0
214.0
oLl iy il Ll b
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid == T
43.0 73.0 18.00 18.50
m/z 41.00 60.97%
5000 129.0
‘ 199.0 2420
oL 167.0 w" ‘ _— —
miz--> 50 100 150 200 250 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
BM@35892.D

: 21 Jul 2022 17:02
: CG/IU
: N3786-07

: 4 Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

0718-WC-TP-WC3A

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

2 Hexanedioic acid, bis(2-eth...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.662 2.68 ng 340252 Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 83
2 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 64
3 Adipic acid, 2-hexyl octyl ester 342 C20H3804 1000353-71-5 64
4 Adipic acid, cycloheptyl isohexy... 326 C19H3404 1000324-71-8 59
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 59

Abundance Scan 2988 (20.662 min): BM035892.D\data.ms (-2985) (- | m/z 129.00 100.00%
129.0
5000
70.0 /A\
— ==
20.50 21.00
0 Wi [ 10292415 3572 4149 o000 35624
miz--> 50 100 150 200 250 300 350 400
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 s e
570 20.50 21.00
m/z 55.00 31.84%
241.0
0 \“‘\ ‘\ \'h‘\ }L \‘l‘ \1\8\3\-?\ T \‘ T \3‘1\3\.(\)\ (L
m/z--> 50 100 150 200 250 300 350 400
Abundance
129.0
20.50 21.00
5000 ITI/Z 112.05 26.89%
84.0 213.0
0 29.0 259.0
i R e BB
m/z--> 50 100 150 200 250 300 350 400
Abundance #251044: Adipic acid, 2-hexyl octyl ester T oty
129.0 20.50 21.00
m/z 41.00 19.53%
5000 241.0
43.0
ol Ll s, | el e
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35892.D

Acqg On : 21 Jul 2022 17:02

Operator : CG/JU

Sample : N3786-07 :
Misc . 0718-WC-TP-WC3A

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM071822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.168 2.11 ng 267695  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 3074 (21.168 min): BM035892.D\data.ms (-3070) (- | m/z 57.10 100.00%
57.1
|| ULJ
— —
207.0 21.00 21.50
281.0 ‘
ol dbidilgs00, |7 2810 sse1 430. . i e 81.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #155959: 1-Nonadecene
57.0
5000 111.0 i ——
21.00 21.50
266.0 m/z 83.00  80.50%
67.0
0 \L\ ‘ “\“\‘\ \“ J ‘.‘]‘m\‘“\ \"\“‘ T T T LML L L BB
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
=T —
21.00 21.50
5000 111.0 m/z 43.05 78.30%
0 167.0 222.0 294-0340_0
o R L e M
m/z--> 50 100 150 200 250 300 350 400
Abundance #267412: Trichloroacetic acid, tetradecyl ester —— —
43.0 21.00 21.50
m/z 97.05 73.00%
7.0
5000
OJJM LB0 aaro e
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72122\
Data File : BM@35892.D

Acqg On : 21 Jul 2022 17:02

Operator : CG/JU

Sample : N3786-07 :
Misc . 0718-WC-TP-WC3A

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@71822.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|
n-Hexadecanoic ... 18.168 4.3 ng 544891 4 17.268 2522920 20.0
Hexanedioic aci... 20.662 2.7 ng 340252 5 21.445 2538780 20.0
1-Nonadecene 21.168 2.1 ng 267695 5 21.445 2538780 20.0
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