LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample 1 M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

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-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6014.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.493 402 409 423 rBV 565802 882980 19.13% 4.747%
2 7.093 675 681 696 rBv 346208 602042 13.05% 3.236%
3 7.922 812 822 829 rBV 236676 389524 8.44% 2.094%
4 9.087 1012 1020 1039 rBV 649429 1133477 24.56% 6.093%
5 10.522 1259 1264 1281 rBV2 27170 84212 1.82% 0.453%
6 10.722 1291 1298 1312 rVB 292704 517191 11.21% 2.780%
7 11.987 1497 1513 1526 rBV2 27542 78923 1.71% 0.424%
8 13.175 1706 1715 1732 rBV 1836710 2750665 59.60% 14.786%
9 13.969 1839 1850 1853 rBV2 29797 53255 1.15% 0.286%

10 14.010 1853 1857 1869 rVB 146771 234594 5.08% 1.261%

11 14.545 1941 1948 1963 rBV 438616 695733 15.08% 3
12 16.040 2195 2202 2222 rBV 1586731 2536239 54.96% 13.
13 17.292 2407 2415 2427 rBV 554854 861200 18.66% 4.629%
14 18.175 2560 2565 2575 rBV 151741 234508 5.08% 1
15 19.404 2769 2774 2781 rBV 83371 128111 2.78% ©

16 19.839 2843 2848 2863 rBV 3797488 4615016 100.00% 24.808%

17 21.075 3054 3058 3067 rBV 238513 397990  8.62% 2.139%
18 21.363 3103 3107 3118 rBV 827403 1149674 24.91% 6.180%
19 23.769 3510 3516 3532 rVB2 568406 1257354 27.24% 6.759%

Sum of corrected areas: 18602688
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample : M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP006014.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample : M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.522 3.26 ng 84212 Naphthalene-d8 10.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 52
5 5-0-Methyl-d-gluconic acid dimet... 237 C9H19NO6 013096-67-8 47

Abundance Scan 1264 (10.522 min): BP006014.D\data.ms (-1259) (-  m/z 57.05 100.00%
57.0

5000 ]\y
1050 |
131.9 208.9 : :
O hhLL 319 2089 281.0341.1 4327 8211 o, 45,05 78.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
43.0
5000 — :
10.50
‘ m/z 41.00 42.66%
O'M"V\L}].\SVZ.’O"
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
e
10.50
5000 ITI/Z 75.00 29.73%
otz
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether e ‘
57.0 10.50
m/z 87.00 24.02%
) JMM
o'd‘\*l,,‘ S
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\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample : M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexasiloxane, dodecame... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.087 3.esng 78923 Naphthalene-ds 16.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclohexasiloxane, dodecamethyl- 444 CI2H3606Si6  00540-97-6 86

2 Acetic acid, [bis[(trimethylsily... 356 C11H2905PSi3 053044-27-2 50
3 Silane, [[(3.beta.,11.beta.,20S)... 638 C33H6604Si4 032221-72-0 47
4 5-Amino-7-(4-methoxy-phenyl)-2-p... 341 C2@H15N50 1000294-65-4 35
5 Silane, dimethyl(dimethyl(dimeth... 476 C24H4004Si3 1000347-25-6 32

Abundance Scan 1513 (11.987 min): BP006014.D\data.ms (-1497) (- m/z 72.95 100.00%

730 341.0
5000
429.1
146.9 \ —
12.00
250.8
Oyt bbbt b 9890 sz 341,00 84.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #225658: Cyclohexasiloxane, dodecamethyl-
73.0
5000 T
341.0 12.00
429.0 o,
147.0 m/z 429.05 37.38%
271.0
O\\\\“‘\\\\‘\\\\‘\\\\‘l\\\\‘\\\\‘\\\ ‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #187473: Acetic acid, [bis[(trimethylsilyl)oxy]phosphinyl]-,
73.0 341.0
——
12.00
5000 ITI/Z 325.00 31.31%
251.0
1T7.0
0\u\“H\w\\‘w“‘ml\“‘m‘H‘H‘J‘rLﬂ o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241944: Silane, [[(3.beta.,11.beta.,20S)-pregn-5-ene-3,1 Y oo
75.0 251.0 12.00
341.0 m/z 342.00 26.00%
147.0
5000
h [ \ 431.0 5210
AN 111719714100 U O N W Il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample : M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.175 5.45 ng 234508  Phenanthrene-die 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2565 (18.175 min): BP006014.D\data.ms (-2560) (-  m/z 73.00 100.00%

3

%
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213.2
\
m ‘\ 3 \ 610 ass1 18.00 18.50
obr MOAAELTT L[y 2810 3851 4289 5195 0 6o 0p  65.18%
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Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T RN
1290 18.00 18.50
m/z 43.05 61.19%
O‘\\}\ ’ JIM\“I#M““J\}?ﬂ..bl!1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0
s —
18.00 18.50
5000 ITI/Z 41.05 57.80%

2140
0l ‘\‘ \’\ i \m ﬂ\ F ‘.\q |

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

—

Abundance #95851: Pentadecanoic acid ‘ ‘ :
73.0 18.00 18.50
m/z 57.05 57.11%
5000
L } 199.0
olsollllLibo.l | |

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\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample : M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.404 2.23 ng 128111 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2774 (19.404 min): BP006014.D\data.ms (-2769) (- m/z 73.00 100.00%

5000 MLA
185.1
284.1 e
‘ LI \ 357.1 428.9 549, 19:50
o Al L ) 3571 42894871549 43 65 65.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 ——
19.50
’ ‘ 284.0 m/z 59.95 64.11%
O‘\\"\ " \’\h”\“\hl\t‘l\\‘\\“Wl\‘\\‘\1\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

R

43.0
19.50
m/z 56.95 57.40%
5000 284.0 /
129.0
ol WMo B0 ) o
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #195785: Tetracosanoic acid 7
73.0 19.50
m/z 55.00 54.12%
5000 368.0
’ } ‘ 185.0 590
O frrriyh u]‘f‘w}vmwJ‘ML‘H\p‘lww‘uW\m_wwww S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15
Operator : CG/JU

Sample : M2771-02

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 Triacontyl acetate

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.075 6.92 ng 397990 Chrysene-d12 21.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 95
2 Octacosyl acetate 452 C30H6002 018206-97-8 95
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3058 (21.075 min): BP006014.D\data.ms (-3054) (-
83.0

5000
207.0
0 il g0 | 2811 357.0415.9475.0535.0
R R B R R B REAR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43.0
5000
ol l M, | 181.0 250.0 334.0 420.0480.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43.0
5000

J 11.0

1 ‘ | 181.0 250.0 320.0 392.0452.0

m/z 83.05 100.00%

-

21.00
m/z 97.10 91.75%

%

21.00
m/z 57.05 88.69%

%

21.00
m/z 55.05 86.90%

%

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecena
43.0 21.00
m/z 69.05 85.46%
5000
1.0
‘ 182.0 252.0
- ,HH_Jn_‘H_m‘uH‘_m_MW_WW_ .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062221\
Data File : BP0OO6014.D

Acqg On : 22 Jun 2021 20:15

Operator : CG/JU

Sample 1 M2771-02 :

Misc : 0370-COMPOSITE-DC-21-MOD-ELU

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.522 3.3 ng 84212 2 10.722 517191 20.0
Cyclohexasiloxa... 11.987 3.0 ng 78923 2 10.722 517191 20.0
n-Hexadecanoic ... 18.175 5.5 ng 234508 4 17.292 861200 20.0
Octadecanoic acid 19.404 2.2 ng 128111 5 21.369 1149670 20.0
Triacontyl acetate 21.075 6.9 ng 397990 5 21.369 1149670 20.0
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