LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc :

ALS Vvial : 19 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-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7859.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.487 367 374 387 rBV 2932075 4404909 48.75% 8.929%
2 7.087 638 646 661 rBV 2749356 4433567 49.07% 8.987%
3 7.911 778 786 794 rBV 660358 1067596 11.82% 2.164%
4 9.069 973 983 994 rBV 1649514 2719686 30.10% 5.513%
5 9.981 1129 1138 1144 rBV 88391 190934 2.11% 0.387%

6 10.493 1218 1225 1236 rBV 850683 1339786 14.83% 2.716%
7 10.710 1254 1262 1272 rBV 879839 1426718 15.79%  2.892%
8 13.175 1671 1681 1693 rBV 4237209 6254104 69.22% 12.677%
9 13.457 1722 1729 1736 rBV 286103 434024 4.80% 0.880%
10 14.546 1907 1914 1921 rBV 1226250 1888061 20.90% 3.827%

11 16.040 2162 2168 2176 rVV 3526501 4991627 55.25% 10.118%
12 16.134 2180 2184 2193 rVB 57907 97389 1.08%
13 17.304 2377 2383 2388 rBV 1595318 2253259 24.94%
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14 17.986 2494 2499 2505 rBV 173113 224852  2.49% 456%
15 18.145 2521 2526 2531 rBvV2 148788 228765 2.53% 464%
16 18.204 2531 2536 2544 rVV 292270 425602 4.71% 0.863%
17 19.116 2687 2691 2695 rVB 572051 598926 6.63% 1.214%
18 19.245 2710 2713 2718 rBV 166513 177226  1.96% ©.359%
19 19.316 2721 2725 2733 rVB 166920 241672  2.67%  0.490%
20 19.433 2742 2745 2754 rBV3 83958 154525 1.71% ©.313%
21 19.669 2781 2785 2793 rVB2 139536 289632  3.21% ©.587%

22 19.869 2813 2819 2824 rBV 7682001 9034910 100.00% 18.314%

23 21.110 3026 3030 3037 rBV2 457470 595583  6.59% 1.207%
24 21.316 3062 3065 3067 rBV 129158 143307 1.59% ©.290%
25 21.398 3074 3079 3084 rVB 2107684 2733330 30.25% 5.540%
26 23.827 3486 3492 3500 rVB2 1460615 2984100 33.03% 6.049%

Sum of corrected areas: 49334090
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2021 21:25
: CG/IU
: M4475-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
BP007859.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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: BP007859.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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.
10.493 18.78 ng 13397960  Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 58
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1225 (10.493 min): BP007859.D\data.ms (-1218) (- m/z 57.10 100.00%

57.1
5000
.
“ 132.0 10.50
o b LI9201015 2669 369.44288 5001 /7 45.05 95.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
‘ m/z 41.85 37.25%
JMJHM%Fsgo

RS EAREER NN RN RN R R RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-

>

45.0
=
10.50
5000 ITI/Z 75.05 20.67%
IV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether =
57.0 10.50
m/z 56.05 15.65%
5000 jL
1 L
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\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.457 4.60 ng 434024  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 53
4 Metacetamol 151 C8HINO2 000621-42-1 53
5 N-Cyclopropyl-p-fluorobenzylamine 165 C10H12FN 1000250-88-9 47

Abundance Scan 1729 (13.457 min): BP007859.D\data.ms (-1722) (-  m/z 43.05 100.00%
43.0 109.1

5000

IM\ 691 2820 3552 446.5504.9 1350
Y B e m/z 109.18  90.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0
5000 ‘/\‘ T
13.50
m/z 151.05 61.01%
H ’ 69.0
‘\\“\\\F‘\ﬂ\u\l\\w"l\‘\u\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0
13.50
5000 m/z 41.05 22.03%

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

Abundance #100078: Butanamide, N-acetyl-N-(4-hydroxyphenyl)-
109.0 13 50

m/z 85.10  18.26%

5000
43.0
221.0
L bl | L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 14-Pentadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.145 2.03 ng 228765  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Pentadecenoic acid 240 C15H2802 017351-34-7 93
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 93
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 90
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 90

Abundance Scan 2526 (18.145 min): BP007859.D\data.ms (-2521) (-  m/z 55.05 100.00%
55.0

5000

~

236.2 18.00 18.50
luhw JW'M“ e 201 1356,1415.1476.9 545.L )7 41,10 52.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123669: 14-Pentadecenoic acid
53.0
5000 — ——
18.00 18.50
m/z 69.10 52.70%
38.0 2220

WH“‘ Mﬁu. |

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

—

Abundance #140806: cis-7-Hexadecenoic acid
55.0
236.0 18.00 18.50
5000 m/z 83.05 44 .44%
‘ }1520
1 \IH “\J"Mkh\ \J} in‘ M\ ) \\

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

-

Abundance #140796: Palmitoleic acid
55.0 18.00 18.50
m/z 97.10 33.78%
5000
’ 236.0
anx e
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\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.204 3.78 ng 425602  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 2536 (18.204 min): BP007859.D\data.ms (-2531) (-  m/z 73.05 100.00%

%

5000
213.2
HH 1y q) \ s 18.00 18.50
O b M‘M L)y PB16341.1401.0460.95222 1/, 6g.95  72.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR 1
18.00 18.50
2130 m/z 43.10 71.15%

1 ”\ ‘H L], |

[Ty o \\H‘1IH‘\\‘H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #92068: Tridecanoic acid
73.0

—

18.00 18.50
5000 m/z 57.10 63.73%

214.0

psa

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

—

Abundance #126199: Pentadecanoic acid
73.0 18.00 18.50
m/z 41.10 58.37%
5000
tL } 199.0
15, H‘N 1390, | el R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP110221.M Tue Nov 09 16:00:08 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 5 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.116 5.32 ng 598926  Phenanthrene-d10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 2691 (19.116 min): BP007859.D\data.ms (-2687) (- m/z 55.10 100.00%

55.1
5000
C o
' " 26?”1 c 19.00 19.50
o ALk by, : L J " M b 24114009 484.5542C 1)y 69.10  66.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
5000 S -
264.0 19.00 19.50
m/z 41.10 65.04%
” 3.0180.0
\‘fl“\\H\\‘\“\"I‘"““\‘\J\l\‘ \J\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
F o
19.00 19.50
5000 ITI/Z 74.05 59.98%
264.0
o,
ETTET] e D
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester — ==
55.0 19.00 19.50
m/z 83.10 53.48%
5000
264.0
Uk eee | Wl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 8 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.110 4.36 ng 595583  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Cyclotetracosane 336 C24H48 000297-03-0 95

Abundance Scan 3030 (21.110 min): BP007859.D\data.ms (-3026) (- m/z 57.10 100.00%
57.1

5000 /\/L\)\\
1p5.1 T T
21.00 21.50
207.0 304.1
ol HHH‘“'! St et oot 8123 m/z 83.10  95.76%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
58.0
5000 e ——
21.00 21.50
125.0 m/z 55.10  89.22%
336.0
‘\\\\\"\ \‘H\\il ‘

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

%

Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 ITI/Z 97.10 83.92%
| Lo s
| I - | \
i H“"H“H“H‘w“u“u“u‘w“u“u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol —— —
55.0 21.00 21.50
m/z 43.10 83.41%
5000
5.0
hh 1\ ‘\ I 1960 266.0
e e e e : ‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110421\
Data File : BP0@7859.D

Acqg On : 04 Nov 2021 21:25
Operator : CG/JU

Sample : M4475-03

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP1160221.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... 10.493 18.8 ng 1339790 2 10.710 1426720 20.0
2,4,7,9-Tetrame... 13.457 4.6 ng 434024 3 14.551 1888060 20.0
14-Pentadecenoi... 18.145 2.0 ng 228765 4 17.304 2253260 20.0
n-Hexadecanoic ... 18.204 3.8 ng 425602 4 17.304 2253260 20.0
12-Octadecenoic... 19.116 5.3 ng 598926 4 17.304 2253260 20.0
1-Tetracosene 21.110 4.4 ng 595583 5 21.398 2733330 20.0
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