LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc . RCA-3-COMP

ALS Vvial : 17 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137568.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.251 21 28 37 rVB 1183073 1624915 37.69% 4.819%
2 5.569 588 592 622 rBV 4400528 4310745 100.00% 12.783%
3 6.545 754 758 761 rBV 4083955 4129508 95.80% 12.246%
4 6.904 815 819 835 rBV 1460077 1319007 30.60% 3.911%
5 7.457 909 913 925 rBV 2627197 2716272 63.01% 8.055%
6 8.175 1029 1035 1041 rBV 1697046 1668652 38.71% 4.948%
7 8.769 1132 1136 1138 rBV 58959 52223 1.21% 0.155%
8 9.198 1206 1209 1214 rBV4 71526 70814 1.64% 0.210%
9 9.251 1214 1218 1221 rBV 5026388 4310275 99.99% 12.782%
10 9.333 1228 1232 1236 rVB 135242 117410 2.72% 0.348%
11  9.392 1240 1242 1249 rVB3 35905 52644 1.22% 0.156%
12 9.657 1284 1287 1289 rVB 73846 58864 1.37% 0.175%
13 9.869 1320 1323 1327 rVB 128042 109732 2.55% 0.325%
14  9.927 1330 1333 1337 rVV 1809461 1524561 35.37% 4.521%
15 10.033 1348 1351 1355 rVB 82310 98234  2.28% 0.291%
16 10.192 1373 1378 1381 rVB4 43083 55268 1.28% 0.164%
17 10.369 1405 1408 1411 rVB 150394 118506 2.75% 0.351%
18 10.592 1440 1446 1451 rVB2 104770 115818 2.69% 0.343%
19 10.722 1464 1468 1480 rBV 2012316 1975136 45.82% 5.857%
20 10.845 1486 1489 1496 rVB2 180403 293042 6.80% 0.869%

21 11.298 1564 1566 1569 rBV 117410 91830 2.13%
22 11.327 1569 1571 1579 rVB 120699 120605 2.80%
23 11.427 1584 1588 1590 rBV 1358458 1247514 28.94%
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24 11.451 1590 1592 1596 rVB 178399 151201  3.51% 448%
25 11.680 1627 1631 1634 rBv4 46567 67401 1.56% 200%
26 11.727 1637 1639 1643 rBV 76483 62500 1.45% 0.185%
27 11.969 1677 1680 1685 rBv2 141936 188555 4.37% ©.559%
28 12.139 1707 1709 1712 rVB 60962 53276 1.24% ©.158%
29 12.221 1721 1723 1728 rVB2 65446 63067 1.46% 0.187%
30 12.486 1765 1768 1771 rBV 56023 58335 1.35% ©0.173%
31 12.533 1774 1776 1780 rVB2 71056 75835 1.76% ©.225%
32 12.645 1792 1795 1800 rBV 340393 351502 8.15% 1.042%
33 12.880 1830 1835 1838 rBV ~ 359205 372098 8.63% 1.103%
34 13.033 1856 1861 1864 rBV 3510375 3299148 76.53% 9.783%
35 13.210 1889 1891 1895 rVB 61936 62888 1.46% 0.186%
36 13.274 1899 1902 1905 rVB2 62748 73398 1.70% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20
Operator : CG\JU

Sample : P1701-03

Misc

ALS Vvial : 17 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.951 2014 2017 2024 rVB2 179137 228177 5.29% ©.677%
38 14.092 2036 2041 2044 rBV2 1239408 1366279 31.69% 4.052%

39 15.180 2223 2226 2230 rBV 105386 166388 3.86% 0.493%
40 15.645 2301 2305 2315 rVB 618954 900389 20.89% 2.670%

Sum of corrected areas: 33722012
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc . RCA-3-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF137568.D\data.ms
5000000
5.569

6.545
4000000

3000000
7.457

2000000

6.904
2.251

1000000

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF137568.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc RCA-3-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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.
2.251 24.64 ng 1624920 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37

4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 28 (2.251 min): BF137568.D\data.ms (-21) (-) m/z 73.05 100.00%

73.0
5000
43.0
87.1

L o1 | 220 240 2.60
e e m/z 43.05  36.28%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 L L B B B B
220 240 260
43.0 .
87.0 m/z 55.10 26.40%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N
220 2.40 260
5000 41.0 55.0 m/z 87.10 24.30%
27.0
1], L 112.0 129.0
“““,“‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- T

73.0 220 2.40 260
m/z 41.10 12.14%

5000
55.0
T JL
o [l b 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc RCA-3-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Nonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.845 4.70 ng 293042  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 76
2 Heneicosane 296 C21H44 000629-94-7 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 74
4 Octadecane 254 C18H38 000593-45-3 72
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
Abundance Scan 1489 (10.845 min): BF137568.D\data.ms (-1486) (- m/z 57.10 100.00%
57.1
184.1 T T
99.2 410 ‘ ‘ 10.50 11.00
i 3R L) 2220 8810 n/; 4310 67.78%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — ——
10.50 11.00
m/z 71.10 66.32%
99.0
Il I H\ I u‘ il ;410 183.0 268.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
— —
10.50 11.00
5000 m/z 85.10 41.90%
99.0
15.0‘ L L J )y 1410 1830 2250  296.0
A e e
miz--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- — —
57.0 10.50 11.00
m/z 41.10 31.57%
5000
99.0
b T der0 0 2810
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc RCA-3-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heptadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.969 3.02 ng 188555  Phenanthrene-di10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 25

Abundance Scan 1680 (11.969 min): BF137568.D\data.ms (-1677) (- m/z 72.95 100.00%
43.1 73.0

192.1

5000

F

12.00
_W“M‘!Hl‘w m/z 43.10 97.11%

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #161157: Heptadecanoic acid
430 730
270.0

5000 T
129.0 12.00
227.0 m/z 60.00 86.58%
‘ H 171.0 ‘
‘HH“\‘H“‘\H \u‘h“‘\‘\\c\m“‘\\wl‘\M\‘\\‘HH‘\\‘\\‘\‘]\-?‘9\H\‘HH“HH‘HH‘
m/z--> 20 40 60 80 100120140 160180200 220240260
Abundance #92068: Tridecanoic acid
73.0
43.0
=
12.00
5000 m/z 55.05 74.07%

‘ 1290 171.0 2140
“LH““HH‘H‘ h‘ ?

mlz--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143509: n-Hexadecanoic acid —
43.0 73.0 12.00
m/z 57.10 70.78%

5000 256.0
129.0
213.0
‘\ L M‘l 10 | 157. 0185 0
Il

T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031124\

Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20

Operator : CG\JU

Sample : P1701-03

Misc . RCA-3-COMP

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.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 4 1-Heptacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.951 3.34 ng 228177  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 87
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 87

5 n-Tetracosanol-1

354 C24H500

000506-51-4 87

Abundance Scan 2017 (13.951 min): BF137568.D\data.ms (-2014) (-} | m/z 57.10 100.00%
57.1
5000
14.00
175.1 248.2 .
Hu‘,um\uu‘mmH‘mwm‘3‘1‘7‘9_m_m_m_m m/z 43.10  76.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
5000 L
14.00
1p.0 m/z 71.10 62.63%
iy ‘1mh81023602920 378.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #333983: Nonadecy! heptafluorobutyrate
97.0
P
14.00
5000 4 ITI/Z 55.10 62.46%
1690 266.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate ——
57.0 14.00
m/z 69.10 55.46%
5000
125.0
| ‘ | 181.0236.0  336.0 532.1
H‘M‘H“H‘“H"H‘_‘H“H‘_‘H“H‘_‘H“H‘ —r
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31124\
Data File : BF137568.D

Acqg On : 11 Mar 2024 21:20
Operator : CG\JU

Sample : P1701-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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... 2.251 24.6 ng 1624920 1 6.904 1319010 20.0
Nonadecane 10.845 4.7 ng 293042 4 11.427 1247510 20.0
Heptadecanoic acid 11.969 3.0 ng 188555 4 11.427 1247510 20.0
1-Heptacosanol 13.951 3.3 ng 228177 5 14.092 1366280 20.0
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