LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

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_F\METHODS\8270-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126128.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.457 568 573 576 rBV 4332309 4185683 68.53% 11.878%
2 6.469 740 745 748 rBV 4085190 4346191 71.16% 12.333%
3 6.839 805 808 812 rBV 1143169 866717 14.19%  2.459%
4 7.404 898 904 907 rBV 3214903 2803634 45.90% 7.956%
5 8.028 1006 1010 1022 rBV 728688 702135 11.50%  1.992%

.122 1022 1026 1030 rVV 1282524 1113085 18.22% 3.159%
.204 1205 1210 1213 rBV 6208142 5432125 88.94% 15.415%
.880 1321 1325 1328 rBV 1535955 1343820 22.00%  3.813%
10.669 1454 1459 1462 rBV 4197771 3737565 61.19% 10.606%
10 11.363 1573 1577 1581 rBV 1827774 1464103 23.97% 4.155%

O O 0

11 11.433 1583 1589 1592 rVB5 69020 70804 1.16% 0.201%
12 12.951 1843 1847 1850 rBV 6223638 6107750 100.00% 17.332%

13 13.880 1999 2005 2015 rBV3 138608 309405 5.07% ©0.878%
14 14.004 2019 2026 2029 rBV 1306067 1152697 18.87%  3.271%
15 14.639 2130 2134 2138 rBV 331744 297986 4.88% 0.846%

16 14.862 2168 2172 2175 rBV 136837 133570 2.19%
17 15.468 2270 2275 2279 rBV 836342 994304 16.28%
18 15.945 2351 2356 2361 rVB 67430 104363 1.71%
19 18.168 2730 2734 2743 rVB 31769 74306 1.22%

OO NO®
N
O
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R

Sum of corrected areas: 35240243
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2021 16:34

: M4635-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
BF126128.D

Ju/CaG

VWE-B20-11921-0-10

: 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF126128.D\data.ms
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TIC: BF126128.D\data.ms
9.204 12.951
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Time-->
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Time-->

8270-BF110321
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.028 12.62 ng 702135 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50

Abundance Scan 1010 (8.028 min): BF126128.D\data.ms (-1006) (-) m/z 45.10 100.00%
45.1

5000 K\
R R RARER
| 75"0 1010 1394 7.80 8.00 8.20 8.40
bl ‘dﬂ‘}wlum‘h‘;Mm,m:_m,m m/z 57.10  96.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L I L B I B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10 40.42%
O \\\‘\‘H“\‘\“‘H‘\\M“\\‘l“\“\“\‘}\o}o‘.\o\\\’\]_\3\2.\0‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R RREEEE e AR
7.80 8.00 8.20 8.40
5000 ITI/Z 75.00 16.38%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #15680: Di-sec-Butyl ether R RARER
45.0 7.80 8.00 8.20 8.40
m/z 56.10 15.08%
5000 101.0
zﬂo 83.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 5.37 ng 309405 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 2005 (13.880 min): BF126128.D\data.ms (-1999) (- m/z 43.10 100.00%
3.1

83.1
5000
1350  14.00
154.3 207.1 264.9 . :
() M m/z 57.85 97.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 T —
13.50 14.00
25.0 m/z 55.05 89.74%
ol 155.0 196.0225.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179253: n-Nonadecanol-1
83.0
43.0 o -
13.50 14.00
5000 ITI/Z 69.00 75.57%
25.0
ol did A L 1540 1960 23802670
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #280777: Trichloroacetic acid, pentadecyl ester o —
43.0 13.50 14.00
83.0 m/z 83.10 74.86%
5000
25.0
0 182.0211.0

! T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.639 5.17 ng 297986  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 74
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
4 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 35
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 27
Abundance Scan 2134 (14.639 min): BF126128.D\data.ms (-2130) (- m/z 70.05 100.00%
70.0
148.9
261.1
5000
= .
‘ h ‘ 171 | 14.50 15.00
ol— M“ ! w,u‘ﬁ b el b m/z 148.95  81.08%
mlz--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 oot o
14.50 15.00
m/z 261.10 69.80%
0+ \M ‘h‘\”\“\‘h\"“\‘ \L e } \‘\1\8\9.’0\ LI 13\0‘4\(\)\ \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
—— —
14.50 15.00
5000 70.0 m/z 57.05  44.44%
149.0
09, 219.0
o2k A L S L
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) ; ——
70.0 14.50 15.00
m/z 112.10 44.14%
112.0
5000 261.0
‘ 67.0
29.
0 ‘ﬂ i | 2070 | 130403470 DU P
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.862 2.69 ng 133570  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
2 Supraene 410 C30H50 007683-64-9 87
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 2172 (14.862 min): BF126128.D\data.ms (-2168) (-1 m/z 69.10 100.00%

69.1
5000
— T
121.1 2031 14.50 15.00
o“www‘MAWM‘MW\ 22l SAL3  m/z 81.10  49.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
5000 ade -
14.50 15.00
11.0 m/z 41.05 30.87%
N ‘\‘ |y 16102050 273.03150 384.0
\\\‘\ \‘\\\\‘\\T\‘\T\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— —
14.50 15.00
5000 m/z 68.00  13.71%
137.0
o270 d il gl 1910 2730 3410 4l
R o B e R e =
miz--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0 14.50 15.00
m/z 95.00 12.68%
5000
J 136 0
oft L hikadll 4 2P0 02360 26703320 T T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator Ju/caG

Sample : M4635-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

VWE-B20-11921-0-10

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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 5 Pentacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.945 2.10 ng 104363  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2356 (15.945 min): BF126128.D\data.ms (-2351) (-]
57.0

m/z 57.00 100.00%

5000 MAWMNKWWWJ\WANNKMMMJ
16.00
41.0 224.3 .
0l “m Mu‘ H‘ ”ﬁwh‘ ml‘\?mu iy 285‘1 —— m/z 43.05 74.66%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 T T
16.00
9.0 m/z 71.00 61.04%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
——
16.00
5000 ITI/Z 85.05 52.25%
oLLLLL om0 0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 16.00
m/z 55.05 39.00%
o MWMWW
oLl h‘ H | 1419183 0225.0 281.0 337.0 394
N “““‘“““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111121\
Data File : BF126128.D

Acqg On : 11 Nov 2021 16:34

Operator : JU/CG

Sample : M4635-01 :
Misc : VWE-B20-11921-0-10

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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|
Ethanol, 2-(2-b... 8.028 12.6 ng 702135 2 8.122 1113090 20.0
Trichloroacetic... 13.880 5.4 ng 309405 5 14.004 1152700 20.0
1,4-Benzenedica... 14.639 5.2 ng 297986 5 14.004 1152700 20.0
Docosa-2,6,10,1... 14.862 2.7 ng 133570 6 15.468 994304 20.0
Pentacosane 15.945 2.1 ng 104363 6 15.468 994304 20.0
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