LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0©9291.D

Acqg On : 07 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc :

ALS Vvial : 13  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-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9291.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.075 11 15 31 rVB 1097534 1699923 7.20% 1.273%
2 5.416 406 413 431 rBvV 8559809 13741656 58.22% 10.289%
3 6.993 672 681 700 rBV 8225856 13922930 58.99% 10.425%
4 7.822 814 822 830 rBV 1811809 3082365 13.06% 2.308%
5 8.975 1009 1018 1031 rBV 5066087 8933684 37.85% 6.689%

6 10.610 1287 1296 1310 rBV 2264708 4145650 17.57% 3.104%
7 13.081 1709 1716 1729 rVB 11850915 18947613 80.28% 14.187%
8 14.457 1943 1950 1957 rBV 3288250 5008339 21.22% 3.750%
9 15.951 2196 2204 2216 rBV 9178622 14037488 59.48% 10.511%
10 17.216 2412 2419 2424 rBV 3679665 5625257 23.83% 4.212%

11 17.257 2424 2426 2432 rVB 191756 236811 1.00% ©.177%
12 18.122 2569 2573 2582 rBV 484815 657302 2.79% 0.492%
13 19.233 2757 2762 2771 rBV 573048 902025 3.82% ©.675%
14 19.592 2814 2823 2833 rBV2 500490 1312576 5.56% ©0.983%
15 19.798 2852 2858 2868 rVB 16962699 23601026 100.00% 17.672%
16 21.051 3067 3071 3076 rBV 912573 1162938 4.93% 0.871%
17 21.321 3111 3117 3122 rBV 4472607 6557873 27.79% 4.910%
18 21.980 3225 3229 3238 rVB2 321022 553724  2.35% 0.415%
19 22.139 3252 3256 3265 rVB 704871 1090595 4.62% 0.817%
20 23.468 3479 3482 3488 rVB2 300918 479983 2.03% ©.359%
21 23.733 3520 3527 3546 rVB 2982233 6479439 27.45% 4.852%

22 24.992 3736 3741 3753 rVB3 549287 1373541 5.82% 1.028%

Sum of corrected areas: 133552738
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP009291.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.075 11.03 ng 1699920 1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 15 (3.075 min): BP009291.D\data.ms (-11) (-) m/z 73.00 100.00%
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Abundance #5054: Butane, 2-methoxy-2-methyl-
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Abundance #15764: 2,2,4-Trimethyl-3-pentanol
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.122 2.34 ng 657302  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2573 (18.122 min): BP009291.D\data.ms (-2569) (-  m/z 73.00 100.00%
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213.2 = =
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| o A‘ hgdl 2990 36904292 | 5395 ., 59 95 g1.77%
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Abundance #143508: n-Hexadecanoic acid
2
43.0 256.0
5000 — — A
129.0 18.00 18.50
m/z 43.10 74.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 66.61%
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Abundance #179089: Octadecanoic acid
73.0 18.00 18.50
m/z 41.00 59.49%
5000
H 185.0  284.0
ok A Lo el b
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\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.051 3.55 ng 1162940  Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3071 (21.051 min): BP009291.D\data.ms (-3067) (- m/z 83.10 100.00%

83.1
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226.0 =1 1
‘30 J 21.00
or dRLLLERES L3269 4312489.9549) 11y 57 05 99.20%
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Abundance #215083: 1-Heneicosano
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP©©9291.D

Acqg On : @7 Mar 2022 18:26

Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
: 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 1,1'-Biphenyl, 5,2',3',4'-t... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.139 3.33 ng 1090600 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,1'-Biphenyl, 5,2',3',4'-tetram... 274 C16H1804 119101-30-3 56
2 Naphtho[1,2-b]furan-2(3H)-one, 5... 274 C19H1402 @77573-41-2 55
3 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 53
4 3,6-Dibora-2,4,5,7-tetraoxaphena... 274 C12H12B206 1000159-66-2 52
5 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49

Abundance Scan 3256 (22.139 min): BP009291.D\data.ms (-3252) (-~ m/z 218.10 100.00%

218.1
5000
—— —
410 1141 1.0 22.00 22.50
A0 bk FHL0 3551 420.0480.1549. /7 574 19 53.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166055: 1,1'-Biphenyl, 5,2',3',4'-tetramethoxy-
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m/z 202.10 24.57%
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‘\\\\[\\\f‘f\\f‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166319: Naphtho[1,2-b]furan-2(3H)-one, 5-methyl-4-phe
274.0
P
2200 2250
51.0
0 Jﬂ{J“Mf‘L“““, HH‘W“H‘H“_“W‘H“H“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96911: Naphthalene, 2-(phenylmethyl)-
218.0 2200 2250
203.05 16.70%
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29.0 1 l
0‘HLWNHJHLWW‘H‘W‘H‘H“_‘H‘H‘w‘u“u‘w‘u‘_
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 6 Hexadecyl pentadecanoate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.992 4.24 ng 1373540  Perylene-di12 23.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecyl pentadecanoate 466 C31H6202 036617-33-1 50
2 2-Cyano-3-(-3-nitrophenyl)-but-2... 260 C13H12N204 014442-35-4 35
3 Succinic acid, 2,2,3,3-tetrafluo... 328 C14H20F404 1000390-05-3 32
4 1-Methyl-5-phenylsulfanyl-1H-pyr... 215 C11H9N3S 1000311-79-9 27
5 Kinetin 215 C1OHSON50 000525-79-1 27

Abundance Scan 3741 (24.992 min): BP009291.D\data.ms (-3736) (- m/z 57.10 100.00%
57.1 215.2

%

5000
25.00
Oy “‘ “J!“*“‘L WY F *\* gL 5L A248210 4y 4310 92.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #330735: Hexadecyl pentadecanoate
310 243.0
5000 T
25.00
m/z 215.15 87.13%
IHNETR o
ol H‘\J T m L . 344.0 |

PETTHET T \rH[\\H‘\1\1‘!\H‘H\\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147760: 2-Cyano-3-(-3-nitrophenyl)-but-2-enoic acid, et
215.0

A
25.00

5000 m/z 83.10 72.53%
290 1400

u‘h‘\ b AJI i }l JI] b

L1
BEREN RN EEE| \\H‘\\H‘HH‘HH‘HH“H\‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #233525: Succinic acid, 2,2,3,3-tetrafluoropropyl cis-4-me

o

y

215.0 25.00
55.0 m/z 55.10 69.06%
5000
r?;.o
0‘HWwuhJN‘H‘H‘W‘J‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9291.D

Acqg On : @7 Mar 2022 18:26
Operator : CG/JU

Sample : N1806-09

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butane, 2-metho... 3.075 11.0 ng 1699920 1 7.822 3082370 20.0
n-Hexadecanoic ... 18.122 2.3 ng 657302 4 17.216 5625260 20.0
1-Heneicosanol 21.051 3.5 ng 1162940 5 21.321 6557870 20.0
1,1'-Biphenyl, ... 22.139 3.3 ng 1090600 5 21.321 6557870 20.0
Hexadecyl penta... 24.992 4.2 ng 1373540 6 23.733 6479440 20.0
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