LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 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-BM100221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@32321.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.578 121 126 133 rVB 173665 241026 1.44% 0.114%
2 5.207 396 403 423 rBV 6686504 9585129 57.32% 4.549%
3 6.648 643 648 654 rVB 178124 256133 1.53% 0.122%
4 6.837 670 680 682 rBV 5524626 11156530 66.72% 5.295%
5 6.860 682 684 697 rVB 6363016 7898957 47.24% 3.749%
6 7.207 734 743 752 rBV 6504263 10496266 62.77% 4.981%
7 7.637 805 816 824 rVB2 1227354 2012108 12.03% 0.955%
8 7.889 852 859 868 rBV 260501 444634  2.66% 0.211%
9 8.095 887 894 900 rBV 4843953 7285067 43.56% 3.457%
10 8.201 907 912 916 rBvV 168825 249621 1.49% 0.118%
11  8.431 941 951 961 rVV 8305972 13901641 83.13% 6.598%
12 8.795 1004 1013 1019 rBV 3900339 6374514 38.12% 3.025%
13 9.548 1132 1141 1147 rBV 4362248 6917684 41.37% 3.283%
14  9.625 1147 1154 1170 rVB 8213775 13303563 79.56% 6.314%
15 10.083 1225 1232 1244 rBV 5330536 8487228 50.75% 4.028%

16 10.425 1283 1290 1298 rBV 1574098 2496600 14.93%
17 10.613 1310 1322 1334 rBV 7778252 13127936 78.51%
18 11.725 1503 1511 1524 rVB 4846942 7833601 46.85%
19 12.713 1672 1679 1685 rBV 4535593 6734197 40.27%
20 12.783 1685 1691 1704 rVV 4630254 6695206 40.04%
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21 12.901 1704 1711 1718 rVB 8997402 13438958 80.37%
22 13.730 1843 1852 1861 rBV 88467 241138 1.44%
23 14.283 1939 1946 1952 rBV 2272922 3160539 18.90%
24 14.513 1976 1985 1997 rBV 5031196 7944484 47.51%
25 14.913 2048 2053 2059 rBV 123868 168651 1.01%
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26 15.401 2130 2136 2151 rBV 3627040 4842492 28.96%
27 15.771 2192 2199 2216 rVB 6570563 9756267 58.34%
28 16.677 2347 2353 2367 rBV 5519443 7507904 44.90%
29 17.012 2403 2410 2419 rBV 2671350 3674842 21.98%
30 19.630 2848 2855 2859 rBV 12271088 16722308 100.00%  7.936%
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31 20.383 2979 2983 2989 rBV 674932 720858 4.31% 0.342%
32 21.177 3113 3118 3124 rBV 2885630 3640137 21.77% 1.728%
33 23.336 3479 3485 3495 rVB2 1883934 3390704 20.28% 1.609%

Sum of corrected areas: 210706923
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Oct 2021 13:28
: CG/IU
: M3702-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
BM032321.D

PT-ACIDS-WP

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07
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TIC: BM032321.D\data.ms
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3.578 6.64 }\ 7.88%.201 L L

10.42]'

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2,2-Dimethoxybutane

Concentration Rank 6

PT-ACIDS-WP

R.T. EstConc Area Relative to ISTD R.T.
35758 2.8 241626  1,4-Dichlorobenzene-dd  7.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethoxybutane 118 CoH1402 003453-99-4 74
2 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 59

3 Isobutyl (2-(2-(2-methoxyethoxy)... 264 C12H2406
4 Isobutyl 2,5,8,11-tetraoxatridec... 308 C14H2807
5 Propane, 2,2',2''-[methylidynetr... 190 C10H2203

Abundance Scan 126 (3.578 min): BM032321.D\data.ms (-121) (-)
87.0

1000378-28-5 45
1000378-27-9 45

004447-60-3 42

m/z 87.05 100.00%

55.0
5000
R RRRaR R S RARRR!
‘ 3.20 3.40 3.60 3.80 4.00
P — “ ~1331 17882100 2830  n/; 89.05  90.24%
miz--> 50 100 150 200 250
Abundance #10029: 2,2-Dimethoxybutane
43.0 81.0
5000 L L LI B I RN B
3.20 3.40 3.60 3.80 4.00
m/z 55.05 59.36%
0 T T ““ “““\ \‘ T “ }h “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #2450: Methanethioamide, N,N-dimethyl-
89.0
A RaaREE S R
44.0 3.20 3.40 3.60 3.80 4.00
5000 m/z 43.10 57.25%
0149M; ‘\HL L B SRR R
m/z--> 50 100 150 200 250
Abundance #152478: Isobutyl (2-(2-(2-methoxyethoxy)ethoxy)ethyl) ¢ R ERER AR EEEE R
89.0 3.20 3.40 3.60 3.80 4.00
m/z 45.05 18.08%
59.0
5000
29.0 177.0
0 0 I a0
m/z--> 100 150 200 250 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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 2 Octane, 2,2,6-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.648 2.55 ng 256133 1,4-Dichlorobenzene-d4 7.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 74
2 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
3 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 64
4 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 64
5 Tetradecane, 2,2-dimethyl- 226 Cl6H34 ©059222-86-5 64
Abundance Scan 648 (6.648 min): BM032321.D\data.ms (-643) (-) m/z 57.10 100.00%
57.1
5000
R R
H ‘ 9. | 6.40 6.60 6.80 7.00
ot “‘ A4t 2070 2671 3400 n/; 56,10 35.51%
miz--> 50 100 150 200 250 300
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
6.40 6.60 6.80 7.00
m/z 43.05 26.16%
NS ‘ 89 1410
\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
6.40 6.60 6.80 7.00
5000 m/z 71.10 23.13%
ob i), toroseso
miz--> 50 100 150 200 250 300
Abundance #33099: Octane, 2,5,6-trimethyl- B RRmEN R
57.0 6.40 6.60 6.80 7.00
m/z 41.05 22.62%
5000
o A1 P90 aseo
m/z--> 50 100 150 200 250 300 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.889 4.42 ng 444634  1,4-Dichlorobenzene-d4 7.637

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 78
2 Pentadecane 212 C15H32 000629-62-9 78
3 Hexacosane 366 C26H54 000630-01-3 72
4 Pentacosane 352 (C25H52 000629-99-2 72
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 72
Abundance Scan 859 (7.889 min): BM032321.D\data.ms (-852) (-) m/z 57.05 100.00%
57.0 H
5000
127 1 7.60 7.80 8.00 8.20
ol “‘ “ Aol 2090 2689 m/z 71.85  60.34%
mlz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000
7.60 7.80 8.00 8.20
00 m/z 43.05 46.18%
0 \“‘\ ‘\““ “ \”‘\ ““ \“ \%4}‘0\1\8\2\0‘ t \2\410‘0\ LB L B B
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
e ARAERAEE SR S
7.60 7.80 8.00 8.20
5000 m/z 85.10 40.83%
9.0
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0 7.60 7.80 8.00 8.20
m/z 41.10 27.75%
5000
9.0
oL L Ly L || 3083022502670 3000 366,
iy e O ARBBERSREEESS T
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

PT-ACIDS-WP

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Hexane, 2,2,5-trimethyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.201 2.48 ng 249621 1,4-Dichlorobenzene-d4 7.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 64
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 59
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
Abundance Scan 912 (8.201 min): BM032321.D\data.ms (-907) (-) m/z 57.10 100.00%
57.1
5000 |
‘ ‘ 113.1 7.80 8.00 8.20 8.40 8.60
ol bl T 1769 2490 856 ., 565 41.15%
mlz--> 50 100 150 200 250 300 350
Abundance #14584: Hexane, 2,2,5-trimethyl-
57.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 43.05 26.71%
] 1o
O\\‘\‘\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
e e AR
7.80 8.00 8.20 8.40 8.60
5000 m/z 71.10 25.37%
0190/ ‘ P90 1410
e
miz--> 50 100 150 200 250 300 350
Abundance #14547: Heptane, 2,2-dimethyl-
57.0 7.80 8.00 8.20 8.40 8.60
m/z 41.10 23.72%
5000
150 | || 1130
ot REEEE RS R
m/z--> 50 100 150 200 250 300 350 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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 5 Phenol, 2,6-dichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.613 105.17 ng 13127900  Naphthalene-d8 10.425
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dichloro- 162 C6H4C120 000087-65-0 98
2 Phenol, 2,4-dichloro- 162 C6H4AC120 000120-83-2 97
3 Phenol, 2,5-dichloro- 162 C6H4C120 000583-78-8 94
4 Phenol, 2,3-dichloro- 162 C6H4C120 000576-24-9 94
5 Phenol, 3,5-dichloro- 162 C6H4C120 000591-35-5 64

Abundance Scan 1322 (10.613 min): BM032321.D\data.ms (-1310) (- m/z 162.00 100.00%

162.0
63.1
5000
98.0 126.0
‘ ‘ 10. 50 11.00
e ﬂ‘mMw‘}um_!m‘HH“J‘H‘_m_WWW?F‘??;? m/z 164.00  64.49%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #38222: Phenol, 2,6-dichloro-
162.0
5000 63.0
10 50 11 00
98.0 1260 m/z 63.18 56.77%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #38216: Phenol, 2,4-dichloro-
162.
63.0 62.0
10 50 11 00
126.0
ok _‘9““_1“““‘1‘“MH"HMH‘_‘1Ju‘H",W‘_ww_ww_m
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #38209: Phenol, 2,5-dichloro-
162.0 10 50 11 00
m/z 126.00 22.07%
5000 63.0
99.0
126.0
0 3@\70‘\\\ \“\ \‘H el \HH [ ‘\‘

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM1060221.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 6 Diisooctyl adipate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.383 3.96 ng 720858  Chrysene-di2 21.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 70
4 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 53
5 Adipic acid, di(oct-4-yl ester) 370 C22H4204 1000160-80-1 50

Abundance Scan 2983 (20.383 min): BM032321.D\data.ms (-2979) (-  m/z 129.05 100.00%
129.1

I

s000/ >0t
| s a——
o} ‘-‘W Lo 2h2 8218 4150 503 5710 se.4dx
mizw> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279233: Diisooctyl adipate
120.0
57.0
5000 — -
20.00 20.50
m/z 55.10  39.81%
241.0
LLLLLL | 18300 || 313.0370.0
O‘\\\\[!\\\‘\\ \[\1\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester

%

129.0
—
20.00 20.50
5000 57.0 m/z 70.05 35.99%
241.
oL o0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279246: Hexanedioic acid, dioctyl ester “ =
129.0 20.00 20.50
m/z 71.05 29.77%
57.0
5000
L] 24D
O‘H‘ﬂ_‘w}“‘_"W“J‘m“_‘u“u“u‘W“u“ [ O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100421\
Data File : BM@32321.D

Acqg On : 04 Oct 2021 13:28

Operator : CG/JU

Sample : M3702-06

Misc . PT-ACIDS-WP

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.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|
2,2-Dimethoxybu. .. 3.578 2.4 ng 241026 1 7.637 2012110 20.0
Octane, 2,2,6-t... 6.648 2.5 ng 256133 1 7.637 2012110 20.0
Heptadecane 7.889 4.4 ng 444634 1 7.637 2012110 20.0
Hexane, 2,2,5-t... 8.201 2.5 ng 249621 1 7.637 2012110 20.0
Phenol, 2,6-dic... 10.613 105.2 ng 13127900 2 10.425 2496600 20.0
Diisooctyl adipate 20.383 4.0 ng 720858 5 21.177 3640140 20.0
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