LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49012.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.161 15 21 30 rW 78431 156568 8.29%  1.585%
2 3.237 30 34 38 rvB 17454 24440 1.29% 0.247%
3 5.670 441 448 457 rVB 439011 733259 38.82% 7.422%
4 7.274 713 721 731 rBV 458690 801769 42.45%  8.115%
5 8.120 859 865 872 rVB 118380 206105 10.91% 2.086%

6 9.289 1055 1064 1073 rBV 269254 502385 26.60% 5
7 10.705 1298 1305 1320 rBV 208434 353926 18.74% 3.582%
8 10.946 1339 1346 1353 rVB 158737 286312 15.16% 2
9

898%

13.384 1754 1761 1769 rVB 663159 1022529 54.14% 10.349%

10 13.649 1801 1806 1812 rBV3 12520 19651 1.04% 0.199%
11 13.954 1852 1858 1861 rBV4 13140 19849 1.05% ©0.201%

12 14.759 1988 1995 2003 rBV 255485 411526 21.79% 4.165%
13 16.246 2242 2248 2257 rBV 688054 1035900 54.84% 10.485%
14 17.509 2457 2463 2473 rBV 381165 578792 30.64% 5.858%

15 18.173 2570 2576 2582 rVB 36858 50254 2.66% ©0.509%
16 18.390 2607 2613 2619 rBV 91108 127856 6.77%  1.294%
17 19.336 2770 2774 2779 rVB2 36865 39592 2.10% ©0.401%
18 19.465 2792 2796 2800 rBV3 16726 21300 1.13% ©.216%
19 19.659 2824 2829 2834 rBV2 43663 66453 3.52% 0.673%

20 20.118 2900 2907 2913 rBV 1389582 1888844 100.00% 19.118%

21 20.793 3017 3022 3027 rBV8 10892 19380 1.03% 0.196%
22 21.428 3126 3130 3141 rBV3 71740 130228 6.89% 1.318%
23 21.686 3170 3174 3179 rVB2 23465 34678 1.84% 0.351%
24 21.798 3187 3193 3201 rBV 370955 651578 34.50% 6.595%
25 22.004 3224 3228 3235 rVB7 16371 28030 1.48% 0.284%

26 25.135 3749 3761 3772 rBV2 231850 668889 35.41% 6.770%

Sum of corrected areas: 9880093
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abum?dbcgo TIC: BG049012.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40

Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3237 2370 24440 1,4-Dichlorobenzene-d4  8.126
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 ceH140 000994-05-8 53

,4-Butanediamine 88 C4H12N2 000110-60-
»2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-
ilane, ethyltrimethyl- 102 C5H14Si 003439-38-
utanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-

uhwNnpR
NN R W
W R R R o
v vV wYvu

Abundance  Scan 34 (3.237 min): BG049012.D\data.ms (-30) (-) m/z 73.10 100.00%

73.1
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L

& \ ‘ 1990 a3s:

OHH A o B R NN A A S S m/z 43.10 45.75%
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Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L I B

3.20 340 3.60
‘ ‘ m/z 55.10 27.94%

29.0 ‘

\\h‘\\“\\‘\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\
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Abundance #1965: 1,4-Butanediamine

30.0

Mo,
L B L B
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o

5000 m/z 87.20 24.99%
I
miz--> 50 100 150 200 250 300
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T A‘
73.0 3.20 340 3.60

m/z 41.10 13.39%

5000
29.
0 H\ \‘\‘ Il ‘1120

m/z--> 50 100 150 200 250 300 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.705 24.72 ng 353926 Naphthalene-d8 10.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
5 1-Methoxy-3-methyl-3-butene 100 C6H120 034752-58-4 47

Abundance Scan 1305 (10.705 min): BG049012.D\data.ms (-1298) (-  m/z 45.10 100.00%

45.1
5000
el 10.50 11.00
00.1 : :
Obrrrprres) wwwﬁ;u‘“,1‘3‘2;‘2‘m_m,wwﬁ?ﬁ'? m/z 57.20 93.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
43.0
5000 —— —
10.50 11.00
75.0 m/z 41.10  39.23%
00.0
0 19# \““\‘\ \MHHM\“ \“iﬂ-\\“\ T \\’]-\3\\2\.‘0\H:L\?:\g\.(\)\’uu‘uu‘uu‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
psmy —
10.50 11.00
5000 m/z 75.10  17.49%
29.0
‘ ‘87.0
T AL S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21957: Methoxyacetic acid, 2-butyl ester e 1
45.0 10.50 11.00
m/z 56.20 16.51%
5000
‘ ‘ 89.0
o""MWWm“"“‘w‘1‘1‘53,"0”wHH_m,wwww e f\‘ ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.390 4.42 ng 127856  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2613 (18.390 min): BG049012.D\data.ms (-2607) (- m/z 60.10 100.00%
60.1
5000
129.1 }L‘;
18. 00 18. 50
m/z--> 50 150 200 250 300
Abundance #107548.n-Hexadecanok:add
5000 256.0
3.0 213.0 m/z 43.20 89.50%
‘ 17LO
O\\‘ “\\‘H ‘H‘\ Al \ \\\‘\”“ ‘\‘\““““““‘
m/z--> 100 150 200 250 300
Abundance #131261: Octadecanoic acid
73.0

um 213.2
ol “h“““““““‘m“mm‘””‘um]‘ m/z 73.10 95.01%
129.0 18. 00 18 50
1800 1850
5000 129.0 m/z 55.10 84.23%
1850 241.0 284.0
ol dL bt ‘\““um I /LM
A

miz--> 50 100 150 200 250 300
Abundance #84452: Tetradecanoic acid e e

73.0 18.00 18.50
m/z 57.20 79.27%

5000 129.0
185.0
228.0
o= ““ ﬂh” \‘\H ] ‘ \‘\‘ .. \‘ ; “\‘ T
mlz--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.659 2.04 ng 66453 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 2829 (19.659 min): BG049012.D\data.ms (-2824) (- m/z 73.10 100.00%
73.1

5000
129.2 185.2 2413 oy
. —
‘ 284.3 19.50 20.00
0 H“‘p Al ‘}HM Mm‘u_m_w m/z 43.15  96.01%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0
129.0

5000 — ——
3.0 19.50 20.00
1850 54q o 2200 m/z 57.15  84.73%
0 \“\H‘ “}‘““\‘H \““\ \L\“\“ \‘\‘\ \““\ L B
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
N —
19.50 20.00
5000 129.0 m/z 55.10 78.74%
29.0
‘ 199.0 2420
oL ‘L‘ H‘ M\‘u} ““ “ “ ;“ ‘i - “\‘ A I AR
m/z--> 50 100 150 200 250 300 350

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —— ——
43.0 19.50 20.00
m/z 60.10 73.50%

5000 284.0

3.0 129.0
1850 2410

0 \‘\M ‘uh\“‘ “\\‘\‘ML ‘\‘\‘ ‘\ “‘ | “‘h‘ “ [ “‘ - ‘3‘7‘2;' N VU

m/z--> 50 100 150 200 250 300 350 19.50 20.00

=8

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.428 4.00 ng 130228 Chrysene-d12 21.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3130 (21.428 min): BG049012.D\data.ms (-3126) (- m/z 57.20 100.00%

57.2
5000
——
‘H \H “ ‘1470 1911 267.0 355 21.50
ob—— b Bl T m/z 43.10  89.48%
mlz--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
590
5000 L
21.50
m/z 55.10 87.30%
39.0 210.
OL\S\Q‘\ \‘ H “ 1 T ‘\ “\‘ L ‘\ T \‘ T ‘ ?\O\ \25‘5\.0\ T ‘ LI \35‘6\(
miz--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
97.0 ! e
21.50
5000 ITI/Z 69.15 67.55%
40.0
otso | L1 | \w 14001820 2550 aeo
Miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol e 7 s
55.0 21.50
97.0 .
m/z 83.10 58.53%
5000
st L LLLLLER 20 zzn0asso
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49012.D

Acqg On : 17 Jun 2021 13:40
Operator : CG/JU

Sample : M2735-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.237 2.4 ng 24440 1 8.126 206105 20.0
Ethanol, 2-(2-b... 10.705 24.7 ng 353926 2 10.946 286312 20.0
n-Hexadecanoic ... 18.390 4.4 ng 127856 4 17.509 578792 20.0
Octadecanoic acid 19.659 2.0 ng 66453 5 21.798 651578 20.0
Pentafluoroprop... 21.428 4.0 ng 130228 5 21.798 651578 20.0
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