LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample 1 M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 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-BG111321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51050.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.759 379 386 396 rBV 335258 556847 19.22%  4.537%
2 7.369 652 660 672 rBvV 224396 416185 14.37% 3.391%
3 8.221 799 805 817 rBV 151447 268937 9.28% 2.191%
4 9.402 997 1006 1015 rBV 507909 940923 32.48% 7.667%
5 10.289 1150 1157 1162 rBV2 16110 33249 1.15% 0.271%

6 10.801 1238 1244 1256 rBV 79329 155393 5.36% 1.266%
7 11.e53 1279 1287 1295 rBV 218113 401771 13.87%  3.274%
8 13.474 1689 1699 1707 rBV 1327213 2083321 71.91% 16.976%
9 14.849 1925 1933 1941 rVB 380818 605006 20.88% 4.930%
10 16.341 2180 2187 2199 rVB 870785 1400163 48.33% 11.409%

11 17.598 2394 2401 2414 rVB 463475 737826 25.47% 6.012%
12 18.227 2503 2508 2517 rBV 25694 35826 1.24% 0.292%
13 18.450 2541 2546 2556 rBV 74063 122145 4.22%  0.995%
14 19.708 2755 2760 2770 rBV3 27822 53476 1.85% ©.436%
15 20.190 2835 2842 2847 rBV 2080714 2896985 100.00% 23.606%

16 21.488 3058 3063 3076 rVB3 79899 172122 5.94%
17 21.893 3126 3132 3140 rVB 370574 650686 22.46%
18 23.615 3421 3425 3431 rVB 38613 77118 2.66%
19 25.301 3703 3712 3725 rVB3 216154 664259 22.93%
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Sum of corrected areas: 12272238
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Nov 2021 20:46
: CG/IU
. M4674-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
BGO51050.D

MFE-WATER-COMP

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0

TIC: BG051050.D\data.ms

9.402

5.759
7.369 11.053

8221 10.801
I 10.289 }\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

TIC: BG051050.D\data.ms
20.190

13.474

16.341

17.598
14.849 Ses

21.488

18,}%‘?0 19.708

0
Time-->
Abundance

2000000

1500000

1000000

500000

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG051050.D\data.ms

25.301
23.615

07

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\

Data File : BG@51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc MFE-WATER-COMP
ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
10.801 7.74 ng 155393  Naphthalene-d8 11.053
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 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1244 (10.801 min): BG051050.D\data.ms (-1238) (- m/z 57.10 100.00%
57.1
5000 /k
“E 75.0
39 ‘ 1011 1514 1050 11. oo
] —— u“l”gmh‘h A B wz 4s.e0  97.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 10 50 11 00
29.0
75.0 m/z 41.00 %
101.0
0 \\\‘\H“\ \“‘h‘\ \m\ \‘H\ T U\ L ’ \]_\3}2\0‘ T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50 11. 00
5000 ITI z 75.00 . %
29.0 75.0
100.0
0 Mw\”_wt\‘wm,???ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether b —
57.0 10.50 11.00
m/z 56.00 13.84%
5000
29.0 75.0
b bl 12000 — —
m/z--> 20 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.450 3.31 ng 122145  Phenanthrene-di10 17.599
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2546 (18.450 min): BG051050.D\data.ms (-2541) (-  m/z 73.00 100.00%

73.0
43.0
5000
129.1
213.1 T
157.0185.0 256.1 18.50
0! m/z 43.05 76.38%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
167.01g5 02130  256.0 m/z 60.00 76.29%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0 n
= ‘
18.50
5000 m/z 41.00 64.42%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 18.50
m/z 55.00 56.08%
5000 129.0
199.0
P ) e T 5
0%§RhHMMMMMﬁWWAWJM_MH_‘JMJH_MH_‘H_‘HM‘H_ —r—
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 Bromoacetic acid, octadecyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.488 5.29 ng 172122  Chrysene-d12 21.894
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 94
2 1-Tricosene 322 C23H46 018835-32-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3063 (21.488 min): BG051050.D\data.ms (-3058) (- m/z 55.00 100.00%

5000 vwwwwWPWw/\kMWMWMMNM
\ "
oLk ‘w‘ ““‘H\ “‘ H‘ k “"““‘929‘9 o, 2811‘ : 3?61 : ‘4‘29.‘: m/z 43.00  96.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #295270: Bromoacetic acid, octadecyl ester
43
7.0
5000 L
21.50
m/z 57.05 94.19%
250.0
O T \“‘\“\ “\ H‘\‘ \ \ M ‘“\‘1 \‘ T ‘ T \“\ T h\ \2\9\7‘.\0\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #227234: 1-Tricosene
43
97.0
e
21.50
5000 m/z 83.10  87.39%
LU st
ol LR T A ‘mm‘HHWHWH_MWH
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol —
55.0 21.50
m/z 69.05 80.81%
5000 11.0 WNMWW%WNWAKMNMWWMmM
o{'6702660 -
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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 5,9,13,17-Tetramethyl 4,8,1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.615 2.32 ng 77118  Perylene-di12 25.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
15,9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 64
2 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 56
3 @lutaric acid, di(geranyl) ester 404 C25H4004 1000405-03-0 56
4 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 3425 (23.615 min): BG051050.D\data.ms (-3421) (- 69.00 100.00%
69.0
200 MJ\\H
121.1
23 50 24 00
187.0 2508 .
0 ““HWA”WM ‘www““uw‘ i ““gfﬁ 81.00 48.52%
miz--> 50 100 150 200 250 300
Abundance #239650: 5,9,13,17-Tetramethyl 4,8,12,16-octadecatetrac
69.0
5000
23 50 24 00
135.0 m/z 41.00 24.97%
4 Lk gl 207.0 2630 3320
O\\“\\‘H\H‘ H“\\\\‘H\‘\\\“\\\\‘\‘\\\‘\\\‘\‘
m/z-> 100 150 200 250 300
Abundance #101988. 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
—— —
23.50 24.00
5000 m/z 121.05 13.97%
29.
oL 54 1) L Gl o
miz--> 50 100 150 200 250 300
Abundance #304901: Glutaric acid, di(geranyl) ester —— ——
69.0 23.50 24.00
m/z 95.05 12.55%
5000
136.0
70 [ Ll o
o] Mt w‘mm‘m_m_m‘m‘ e e
m/z--> 50 100 150 200 250 300 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111621\
Data File : BGO51050.D

Acqg On : 15 Nov 2021 20:46

Operator : CG/JU

Sample : M4674-09 :
Misc . MF-WATER-COMP

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111321.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... 10.801 7.7 ng 155393 2 11.053 401771 20.0
n-Hexadecanoic ... 18.450 3.3 ng 122145 4 17.599 737826 20.0
Bromoacetic aci... 21.488 5.3 ng 172122 5 21.894 650686 20.0
5,9,13,17-Tetra... 23.615 2.3 ng 77118 6 25.301 664259 20.0
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