LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8140.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.928 324 330 340 rBV 199556 276776  5.71% 1.093%
2 5.393 402 409 418 rBV 1565381 2260568 46.62% 8.927%
3 6.987 671 680 693 rBV 1425016 2394719 49.39% 9.457%
4 7.805 810 819 827 rBV 330684 520847 10.74% 2.057%
5 8.963 1008 1016 1027 rBV 928953 1528940 31.53% 6.038%

6 10.393 1252 1259 1278 rBV 119930 244695 5.05% 0.966%
7 10.599 1286 1294 1303 rBV 410670 696390 14.36% 2.750%
8 13.069 1707 1714 1727 rBV 2192148 3247414 66.97% 12.824%
9 14.445 1940 1948 1955 rBV 606658 916436 18.90% 3.619%
10 15.945 2196 2203 2212 rBV 1809081 2627467 54.19% 10.376%

11 17.204 2411 2417 2422 rBV 776072 1124345 23.19%  4.440%
12 17.251 2422 2425 2430 rVB 65049 91228 1.88% 0.360%
13 18.110 2563 2571 2579 rBV2 209057 317250 6.54%  1.253%
14 19.228 2755 2761 2768 rBV 201605 295305 6.09% 1.166%
15 19.345 2777 2781 2790 rBV2 149962 222012 4.58% ©.877%
16 19.575 2816 2820 2830 rVB 167713 253904 5.24% 1.003%
17 19.780 2849 2855 2860 rBV 3745412 4848706 100.00% 19.148%
18 20.527 2979 2982 2986 rBV 142541 169678 3.50% ©.670%
19 20.869 3037 3040 3044 rBV2 52404 58300 1.20% 0.230%
20 21.027 3063 3067 3073 rVB2 213907 289109 5.96% 1.142%
21 21.086 3075 3077 3083 rVB2 64986 82150 1.69% ©.324%

22 21.304 3109 3114 3119 rBV 1047350 1508062 31.10% 5.956%
23 23.698 3515 3521 3529 rBV2 670699 1347768 27.80% 5.323%

Sum of corrected areas: 25322069
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008140.D\data.ms
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Abundance TIC: BP008140.D\data.ms
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Abundance TIC: BP008140.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.928 10.63 ng 276776  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 330 (4.928 min): BP008140.D\data.ms (-324) (-)
43.0

5000
101.0

ob ol f 1908 2668 3407 4151 a022

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000

101.0

‘H”\H\“ \\‘\HHH‘\\H’\H\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
5000
)., 1200
R R R R RN R R A ARRRARE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9187: 4-Hydroxy-3-hexanone
59.0
5000
| 117.0

m/z 43.00 100.00%

4.60 4.80 5.00 5.20
m/z 59.00 65.76%

4.60 4.80 5.00 5.20
m/z 101.00 21.79%

|

4.60 4.80 5.00 5.20
m/z 57.95 16.09%

4.60 4.80 5.00 5.20
m/z 40.95 9.98%

R B R e B

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.393  7.031ng 244695 Naphthalene-ds 16.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 CgH1803 000112-34-5 90

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
4 Ethylene glycol monoisobutyl ether 118 C6H1402

054446-78-5 83
018912-80-6 56
004439-24-1 53

5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
Abundance Scan 1259 (10.393 min): BP008140.D\data.ms (-1252) (-  m/z 57.10 100.00%
57.1
5000 J\\
— =
‘\1311 10.00 10.50
ol hLLASLL 200.1 2808340.8 411.34753 5451 ./, 4598  95.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = o
10.00 10.50
‘ m/z 41.e0  37.31%
‘\\U‘ ’!If‘i“\‘uf]\-:\g%.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
= —r
10.00 10.50
5000 ITI/Z 74.95 17.98%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — ot
45.0 10.00 10.50
m/z 56.00 16.16%
(L s

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.110 5.64 ng 317250  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2571 (18.110 min): BP008140.D\data.ms (-2563) (-
73.0

5000

L 213.1
1 m hx 91 lu \ | 281 9342. 2401 04624 530.8

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

Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000
129.0
‘\\\“ “‘ }‘“A‘{MIIIW]\;?ﬂ’“b\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000

15, ;L I Jm |is W\llgro |

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

Abundance #179089: Octadecanoic acid
73.0

5000

” ‘ 185 0 284.0
‘ H Wl

MM | \

m/z 73.00 100.00%

%

18.00 18.50
m/z 59.95 91.12%

%

18.00 18.50
m/z 43.00 81.02%

—

18.00 18.50
m/z 57.05 73.43%

—

18.00 18.50
m/z 55.00 67.75%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 4 Octadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.345 2.94 ng 222012  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2781 (19.345 min): BP0O08140.D\data.ms (-2777) (-
73

5000
241.2

‘ 171
““ |\ I “\ \ 3410 414947515350

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

Abundance #179089: Octadecanoic acid
73.0

5000

‘H 185 0 2840
h “ -

“M | ‘

‘\H\’ H‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

LstL ‘ HHN 1390 | |

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

Abundance #109281: Tetradecanoic acid
73.0

5000

Ll }HﬂﬁL. w

m/z 73.00 100.00%

-

19.00 19.50
m/z 57.10  93.57%

:

19.00 19.50
m/z 43.00 91.38%

:

19.00 19.50
m/z 60.00 90.99%

.

19.00 19.50
m/z 55.00  73.15%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 7

R.T. EstConc Area Relative to ISTD R.T.
20.528 2.25 ng 169678  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 91
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 90
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90

4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604

Abundance Scan 2982 (20.527 min): BP008140.D\data.ms (-2979) (-

129.0
57.0
5000
0 J mm\“ |, 2970 2821 3550 4311 503
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279233: Diisooctyl adipate
129.0
57.0
5000
’ w ‘ 241.0
‘\\\‘\[%\\‘\}\\\ \‘!\\\]\\\J“!\\\3‘1\:3\\()!:‘3\7!1\\()‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0
5000
\\ L] 2410
_“w“ui““‘H‘,H“M“‘_“w“u“u“‘u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279326: Adipic acid, 2-ethylhexyl octyl ester
129.0
5000
241.0
57.0
\IMN\\“ l L 11299.0

000103-23-1 68
004337-65-9 59

m/z 129.00 100.00%

T

20.50
m/z 57.05 63.57%

é

20.50
m/z 55.00 43.77%

b

20.50
m/z 70.05 40.07%

—

20.50
m/z 71.05 39.35%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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 7 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.028 3.83 ng 289109  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Tetracosene 336 C24H48 010192-32-2 93

Abundance Scan 3067 (21.027 min): BP008140.D\data.ms (-3063) (- m/z 57.00 100.00%
57.0

5000

%

Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0 21.00

m/z 97.05 78.13%

1p5.1 226.1
H‘ | 3021 429.0489.2 2109
A 9921363.1 429.0489.2549. ) 55 19 97,85y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — ‘
21.00
1bs 0 m/z 43.05  86.60%
‘\\J\ ’1[[’4‘\\}!9602[6190
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
T
21.00
5000 m/z 83.05 82.16%
{ 125.0
hllul%omo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T

5000

L ‘\ L | 2240 420.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

==
(&)
o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112921\
Data File : BP0@8140.D

Acqg On : 29 Nov 2021 14:16
Operator : CG/JU

Sample : M4844-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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-Pentanone, 4-... 4.928 10.6 ng 276776 1 7.805 520847 20.0
Ethanol, 2-(2-b... 10.393 7.0 ng 244695 2 10.599 696390 20.0
n-Hexadecanoic ... 18.110 5.6 ng 317250 4 17.204 1124350 20.0
Octadecanoic acid 19.345 2.9 ng 222012 5 21.304 1508060 20.0
Diisooctyl adipate 20.528 2.3 ng 169678 5 21.304 1508060 20.0
Trifluoroacetox... 21.028 3.8 ng 289109 5 21.304 1508060 20.0
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