LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135552.D

Acqg On : 03 Oct 2023 20:46

Operator : CG\JU

Sample : 04627-13 :
Misc : 280-300FB-BACKFILL-07

ALS Vvial : 11 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135552.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.375 555 559 582 rBV 3326371 3406973 100.00% 13.869%
2 6.387 727 731 751 rBV 3372489 3386922 99.41% 13.787%
3 6.581 761 764 777 rBV 59248 94417 2.77% 0.384%
4 6.734 787 790 799 rBV 886481 819894 24.07%  3.338%
5 7.304 882 887 890 rBV 2304378 2112609 62.01% 8.600%

6 8.016 1004 1008 1026 rBV 1273047 1101323 32.33%
7 9.092 1186 1191 1194 rBV 3729507 3395056 99.65% 13.
8 9.210 1208 1211 1220 rVB 73602 70026 2.06%

9 9.769 1303 1306 1315 rVB 1337460 1161867 34.10%
10 10.569 1438 1442 1445 rBV 2132912 2057913 60.40%

o hoOWwWSH
N
(o]
u1
R

11 11.263 1556 1560 1564 rBV 1424359 1198652 35.18%
12 11.798 1646 1651 1664 rBV 396321 511179 15.00%
13 12.586 1783 1785 1797 rBV 67791 114224  3.35%
14 12.863 1827 1832 1835 rBV 3162884 3108879 91.25% 1

RNON D
IS
o
vy
3R

15 13.786 1983 1989 2004 rBV6 98766 336549 9.88% 370%

16 13.921 2008 2012 2019 rVB 862461 764846 22.45% 3.113%

17 15.027 2196 2200 2204 rVB 42251 47775 1.40% 0.194%

18 15.380 2256 2260 2272 rBV 590311 802204 23.55% 3.265%

19 15.833 2334 2337 2347 rVB2 47359 74743 2.19% 0.304%
Sum of corrected areas: 24566051
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Oct 2023 20:46
¢ CG\JU
: 04627-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
BF135552.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135552.D

Acqg On : 03 Oct 2023 20:46

Operator : CG\JU

Sample : 04627-13 :
Misc 280-300FB-BACKFILL-07

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.581 2.30 ng 94417 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
3 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 36

4 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 28
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 28

Abundance Scan 764 (6.581 min): BF135552.D\data.ms (-761) (-) m/z 45.00 100.00%

45.0
5000

72.0 “HHWH,HHWHW
6.20 6.40 6.60 6.80 7.00

‘ 89.1 104.0 o
om_m_m_m_‘mH‘,‘m_‘mWWW‘,WW,HW m/z 59.00  31.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
48.0
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘\\

720 6.20 6.40 6.60 6.80 7.00
29/0 m/z 72.00 19.10%

104.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10529: Ethanol, 2-(2-methoxyethoxy)-
45.0

6.20 6.40 6.60 6.80 7.00

o

5000 ITI z 73.00 11.71%
29,0 75.0 90.0
60.0
olaso L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17233: Propanoic acid, 2-(methoxymethoxy)-
45.0 6.20 6.40 6.60 6.80 7.00

m/z 43.00 11.45%

5000
89.0
29.0 73.0
0 ] L, Iy 105.0 133.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135552.D

Acqg On : 03 Oct 2023 20:46

Operator : CG\JU

Sample : 04627-13 :
Misc : 280-300FB-BACKFILL-07

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.798 8.53 ng 511179  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1651 (11.798 min): BF135552.D\data.ms (-1646) (- m/z 43.10 100.00%
43.1 73.0
5000 L
—r= T
‘ 11.50 12.00
Y m/z 60.00  93.92%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T U
129.0 11.50 12.00
213.0 m/z 73.00 93.90%
L] HH 157.0185.0
O \H’\EHM‘HH\H \HM\‘H!\H“‘\\‘”‘M\H\‘\\‘HH‘H‘H‘\‘H‘\“HH‘\H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—— =
11.50 12.00
5000 129.0 m/z 57.10 81.92%
199.0
ks e
0%§9H“AWNWMNWAWJMNﬁwmﬂwﬂ‘wuquh‘uuwHW‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109279: Tetradecanoic acid P TS
73.0 11.50 12.00
43.0 m/z 41.05 74.27%
5000 129.0
185.0
228.0
0159?5 s ]
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135552.D

Acqg On : 03 Oct 2023 20:46

Operator : CG\JU

Sample : 04627-13 :
Misc 280-300FB-BACKFILL-07

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.786 8.80 ng 336549 Chrysene-d12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1989 (13.786 min): BF135552.D\data.ms (-1983) (- m/z 57.05 100.00%
57.0
97.0
5000
1555 1o
153.1 - .
ob— M w “‘ Ady T2 2009 2809 . 5s.ee  98.74%
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 —r —
13.50 14.00
25.0 m/z 43.05 82.61%
ol M \“ ‘\ ‘\\\ J L | F67.0 2100 2800
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
13.50 14.00
5000 ITI/Z 83.10 76.65%
0190 L1 L1112 1620 2200 260
miz--> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene T —
43.0 97.0 13.50 14.00
m/z 97.05 75.62%
- 'V/\NJ\\/\/WM
oﬁ9°wwzmo%“ e
m/z--> 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135552.D

Acqg On : 03 Oct 2023 20:46

Operator : CG\JU

Sample . 04627-13 :
Misc : 280-300FB-BACKFILL-07

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-e... 6.581 2.3 ng 94417 1 6.740 819894 20.0
n-Hexadecanoic ... 11.798 8.5 ng 511179 4 11.263 1198650 20.0
Behenic alcohol 13.786 8.8 ng 336549 5 13.921 764846 20.0
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