LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc :

ALS Vvial : 18 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140934.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.452 396 401 411 rBV 19297 36792 3.70% 0.365%
2 5.069 502 506 525 rVB 34239 57206 5.76% 0.567%
3 5.493 573 578 604 rBV 445763 715611 72.06%  7.094%
4 6.122 680 685 689 rvB 23304 28740  2.89% 0.285%
5 6.287 709 713 719 rVB 37790 47444 4.78% 0.470%
6 6.498 744 749 763 rBV 506137 820345 82.60%  8.132%
7 6.593 763 765 776 rVB2 8704 13874 1.40% 0.138%
8 6.845 804 808 816 rBV 203766 264174 26.60%  2.619%
9 6.957 823 827 831 rVB 15157 17958 1.81% 0.178%
106 7.410 899 904 915 rBV 392380 551376 55.52% 5.466%
11 7.669 945 948 955 rVB 9433 13513 1.36% 0.134%
12 8.034 1005 1010 1017 rBV3 15447 32515 3.27% 0.322%
13 8.098 1017 1021 1022 rW 16982 19114 1.92% 0.189%
14  8.128 1022 1026 1032 rVV 252423 329558 33.18% 3.267%
15 8.416 1070 1075 1080 rBV4 6345 11568 1.16% ©0.115%
16 8.534 1092 1095 1103 rVB 10107 13405 1.35% 0.133%
17 8.628 1107 1111 1114 rBV3 8714 11258 1.13% 0.112%
18 8.704 1118 1124 1129 rBV2 45222 71580 7.21% ©.710%
19 8.792 1136 1139 1145 rVBS5S 5620 9938 1.00% 0.099%
20 8.945 1161 1165 1169 rBv4 10126 13744 1.38% 0.136%
21 9.069 1182 1186 1190 rBV3 11826 14935 1.50% 0.148%
22 9.134 1194 1197 1201 rVB2 13676 15227 1.53% 0.151%
23 9.198 1203 1208 1216 rBvV 799081 993144 100.00% 9.845%
24 9.269 1216 1220 1224 rBV 63570 77556  7.81% 0©.769%
25 9.528 1258 1264 1270 rBV6 18462 46775 4.71% 0.464%
26 9.586 1270 1274 1282 rVV5 31441 69399 6.99% 0.688%
27 9.651 1282 1285 1294 rVB5 15578 28558 2.88% 0.283%
28 9.728 1295 1298 1303 rBV6 5442 11168 1.12% 0.111%
29 9.798 1304 1310 1314 rBV 79471 105815 10.65% 1.049%
30 9.881 1319 1324 1331 rVB 275011 352597 35.50%  3.495%
31 9.986 1338 1342 1345 rBV6 7046 10637 1.07% 0.105%
32 10.034 1346 1350 1352 rBv3 10150 15271 1.54% 0.151%
33 10.122 1362 1365 1369 rBV4 17991 26831 2.70% 0.266%
34 10.204 1374 1379 1382 rBV6 8942 18091 1.82% 0.179%
35 10.298 1390 1395 1399 rBV 86351 117598 11.84% 1.166%
36 10.333 1399 1401 1404 rVB2 12119 12889 1.30% 0.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc :

ALS Vvial : 18 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-BF121624.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.516 1427 1432 1439 rBV 41457 70678 7.12% 0.701%
38 10.592 1441 1445 1450 rVvwV 89355 116649 11.75% 1.156%
39 10.681 1455 1460 1470 rVvV 210845 307279 30.94% 3.046%
40 10.775 1471 1476 1485 rVB 87439 145316 14.63% 1.440%
41 10.969 1505 1509 1511 rBV3 9286 14336 1.44% 0.142%
42 11.092 1526 1530 1535 rBv4 11721 18274 1.84% 0.181%
43 11.222 1547 1552 1555 rBV 67745 97750 9.84% 0.969%
44 11.251 1555 1557 1563 rVB 37892 45972 4.63% 0.456%
45 11.375 1573 1578 1590 rBV 241503 375893 37.85% 3.726%
46 11.645 1620 1624 1629 rVB 69955 85663 8.63% 0.849%
47 11.892 1662 1666 1672 rBv4 35756 72539 7.30% 0.719%
48 12.051 1690 1693 1698 rBV 69227 87276  8.79% 0.865%
49 12.439 1755 1759 1765 rVB 61012 82940 8.35% 0.822%
50 12.592 1781 1785 1790 rBV 27096 47374 4.77% 0.470%
51 12.816 1819 1823 1830 rBV2 48902 79064 7.96% 0.784%
52 12.957 1842 1847 1854 rVB 730396 940389 94.69% 9.322%
53 13.169 1881 1883 1889 rVB 28661 34004 3.42% 0.337%
54 13.386 1917 1920 1924 rVB3 27629 34135 3.44% 0.338%
55 13.516 1939 1942 1945 rBV2 25233 30987 3.12% 0.307%
56 13.845 1994 1998 2010 rVB 78134 145051 14.61% 1.438%
57 14.027 2024 2029 2040 rVB 283169 393503 39.62% 3.901%
58 14.474 2102 2105 2113 rBV 57354 94593  9.52% 0.938%
59 15.121 2210 2215 2225 rVB 497139 718746 72.37% 7.125%
60 15.521 2279 2283 2295 rVB 161366 278454 28.04% 2.760%
61 15.933 2348 2353 2359 rBV 142342 230577 23.22%  2.286%

62 17.586 2628 2634 2647 rVB3 130478 387345 39.00% 3.840%
63 18.021 2702 2708 2717 rBV3 46913 156946 15.80% 1.556%

Sum of corrected areas: 10087937
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 19 Dec 2024 18:41
: RC/JU
: P5312-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
BF140934.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance
800000
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600000

500000

400000

300000
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0

TIC: BF140934.D\data.ms
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Time-->
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TIC: BF140934.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.069 4.33 ng 57206 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 45
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 506 (5.069 min): BF140934.D\data.ms (-502) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1 R RRREENEENEE S
4.80 5.00 5.20 5.40
L ‘ 83.0 o
\\\’\\\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\ m/z 59.16 62.860
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I NI AL LR
590 4.80 5.00 5.20 5.40
m/z 101.10 24.10%
0 gao 1019
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
A R RAR
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.94%
310 43.0 101.0
: 83.0
“‘,1“5:9‘”w"J‘H‘Mww‘um?‘l:‘?wm‘,w_m_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.37%
5000
101.0
150 310 | %80 400 geo | |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.704 4.34 ng 71580 Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 76
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
5 Tetradecane 198 C14H30 000629-59-4 62

Abundance Scan 1124 (8.704 min): BF140934.D\data.ms (-1118) (-) m/z 57.05 100.00%

57.0
 ARRRARE ST
| h %5'0 1361 8.40 8.60 8.80 9.00
(I ‘\ ‘H\ H\“ ‘\“‘ \‘HH’ il \‘ Ly T \18\4\1‘ L B e m/Z 43.05 77 .09%
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
5000 L B L R IR R |
8.40 8.60 8.80 9.00
m/z 71.05 61.90%
27.0‘ 99.0
T “\ ‘\“ ‘H‘\ ‘!‘ \“‘\ “’ T ‘]\-4\-‘1‘0\ \18\4\0‘ L B e
m/z--> 50 100 150 200 250
Abundance #184136: Octadecane, 1-chloro-
57.0
A
8.40 8.60 8.80 9.00
5000 m/z 41.05 41.91%
1.0
210) | “\‘ [y 1330 1750 217.0 252.0 288.C
el e e S
m/iz--> 50 100 150 200 250
Abundance #59049: Undecane, 2,3-dimethyl- AR R RRE
43.0 8.40 8.60 8.80 9.00
m/z 85.10 36.25%
5000 85.0
140.0
mlz--> 50 100 150 200 250 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.269 4.40 ng 77556  Acenaphthene-di1e 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1220 (9.269 min): BF140934.D\data.ms (-1216) (-) m/z 57.05 100.00%

57.0
A EAREaEE TR S
99.1 1411 198.2 9.00 9.20 9.40 9.60
“‘\MwMWnWM‘JuM‘V‘u“‘ e e m/z 43.10 77.88%
miz-> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 L B L B L LN SR
9.00 9.20 9.40 9.60
m/z 71.05 62.97%
99.0
l\s.\q‘\ ‘\“ ‘ “\ ‘!‘ \“‘\ ““ \H \%4}.‘0\ T \1\9?.\0 LI ‘ L ‘ LI
miz-> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
B AREEEaES RS
9.00 9.20 9.40 9.60
5000 m/z 85.10 42.51%
20.0 “\‘ | 290 1410 1840
e
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester R ERARNEEEES R
57.0 9.00 9.20 9.40 9.60
m/z 41.10 41.51%
5000
7.0
Lm0 ase a0 msy oWl
m/z--> 50 100 150 200 250 300 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 2,6,10-Trimethyltridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.586 3.94 ng 69399  Acenaphthene-di0 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1274 (9.586 min): BF140934.D\data.ms (-1270) (-) m/z 71.10 100.00%
71.1
> JMMAWVFMAAV«NAMWVfN
T \
MY P
W Wy~ m/z 57.10 94.66%
miz--> 50 100 150 200 250 300 350
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 e :
9.50
m/z 43.10 84.14%
113.0
178\.9\‘\“\‘\\“\“\‘\\‘ \]\-8\3\0‘\2?6\0\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
T \
9.50
5000 ITI/Z 85.10 47 .50%
AL MH_1?32””_”‘_”‘_
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane =
57.0 9.50
m/z 41.05 44.14%
5000
990
| ‘ L h | ] 14101830 2250 2950 352
b 1 ——
m/z--> 50 100 150 200 250 300 350 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.798 6.00 ng 105815  Acenaphthene-di10 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 1310 (9.798 min): BF140934.D\data.ms (-1304) (-) m/z 57.10 100.00%

57.1
- o JM
‘9 ‘50‘ 10‘06
‘ 113.1141.2 1741 212.2 : : .
\H‘HH‘\H!‘\\H}\“l‘\H“HH‘\H\H"\‘\H‘\\H‘\H\‘HH’HH‘HH‘HH m/z 43.16 72.070
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90192: Pentadecane
57.0
85.0
5000 e ——
9.50 10.00
29.0 m/Z 71.10 62.70%
11
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
T .
9.50 10.00
m/z 85.10 42.63%
5000 85.0
29.0
“ | h || 113.0141.0169.0197.0 268.(
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane T —
57.0 9.50 10.00
m/z 41.10 35.62%
5000 85.0
29. 0‘
113.0 1
bl M301016001980 e T e
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.298 6.67 ng 117598  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1395 (10.298 min): BF140934.D\data.ms (-1390) (- m/z 57.10 100.00%
57.1
5000 85.1 LAM
1000 1050
113.1 : .
b e BB 2022 4365 66.75%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 i ——
850 10.00 10.50
20.0 m/z 71.10 64.97%
TTT ‘ \‘\‘\ \ T \ ‘ T \“} T “1‘\ T \“‘]\-]\.ﬁ ‘(\)‘\J\-‘i.“]: \C\J\JI\G? \0‘\1\-?8‘\9\ T ‘ TTTT ‘ TTTT ‘\
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
= —
10.00 10.50
m/z 85.10 45.26%
5000 85.0
29.0
113.0
il M0a016901000 2400
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #141056: Octadecane T —
57.0 10.00 10.50
m/z 41.10 38.36%
- i L\/\AM
29.0
L M | [P0141.0169.0107.0225,0 2540
"w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘w‘ —— ——
m/z--> 20 40 60 80 100120140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.516 4.01 ng 70678  Acenaphthene-dile 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Octadecane 254 C18H38 000593-45-3 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1432 (10.516 min): BF140934.D\data.ms (-1427) (- m/z 57.05 100.00%
57.0
e AJVLAA«WVJ\ﬁmAJ\kuj\
99.1 S
‘ 1551 5053 10.50
b ﬂ”‘”‘”‘””u‘w"““ . m/z 71.85 57.83%
miz-> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— ‘
10.50
m/z 43.10 50.29%
[l “ | | 1410 1830 2390
T \ ‘ L T T ‘ T \ \ T ‘ T T T ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
T \
10.50
5000 m/z 85.05 32.37%
99.0
\\‘ i \ | \‘ ‘ 1410 1830 25\40
T T
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T ‘
57.0 10.50
m/z 41.10 30.56%
5000
99.0
Ll )4 1410 1830 2250 267.0 338
A e A e ——
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.592 6.62 ng 116649  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 47
5 Methyl benzilate 242 C15H1403 000076-89-1 47
Abundance Scan 1445 (10.592 min): BF140934.D\data.ms (-1441) (-] ' m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.1 — ‘
10.50
152.0
el 220 L m/z 77.10 68.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 = :
10.50
51.0 m/z 182.05  55.93%
‘2\7‘\.9\‘\\\\‘\\\H}“\\\\‘\‘\\\]‘-2\\7.\(\)‘]\_\5\‘2\.(‘)\\\\‘H\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
N \
77.0 10.50
5000 m/z 51.10 25.52%
51.0
27'0 L luyll ‘ 152.0
o e B R o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- = i
105.0 10.50
m/z 181.10 9.41%
77.0
5000
51.0
2120 ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 9 Tridecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.775 7.73 ng 145316  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1476 (10.775 min): BF140934.D\data.ms (-1471) (- m/z 57.05 100.00%

57.0
5000

9.1 L -
10.50 11.00

41.0183.2
T ‘\‘ ‘“‘ H‘ \“‘\ ““ \“ \]T\ t ‘ R [T T T T [T T T T [ T T T [T TTT m/Z 71.10 72. 2700

m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0

5000 —— b
10.50 11.00

m/z 43.10 70.30%

9.0
T \“\ ‘\ “ “ % ““ \‘ \]T\4\]-‘()\]-\8\2\9 T \2\49‘0\ 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-

57.0

T
10.50 11.00

5000 m/z 85.10 43.23%
H ‘ L 0183.0
H‘\“\“‘w WH“‘ ‘\‘]T‘ bl “‘ M ‘3‘1‘0‘0‘ M
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- — ——
57.0 10.50 11.00

m/z 41.10  33.44%

ol 2 MM

l“f}‘l .0 189.0231.0273.0315.0 _ 386.C
s

T T
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 10 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.222 5.20 ng 97750  Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 1552 (11.222 min): BF140934.D\data.ms (-1547) (-} | m/z 57.10 100.00%
57.1

. Jkﬁthwxﬁ\qJ\mAﬂﬂa

L —
99.0 11.00 11.50

41.1 : :
{— ‘\“ T ‘\ ‘H‘ \‘H‘\ ‘H“ \“‘\ H\- f ‘” T %8\‘2\1‘ LI B B R B m/Z 71.10 67.4400

m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0

5000

99.0 '
QL LT a0 1830 260
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0

5000 m/z 85.10 47 .64%
99.0
2slol | [ 14 [ 120 am0 2000
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane . e
57.0 11.00 11.50

5000
99.0

15@‘ Ll 1410 1830 2250 296.(
SO L gy ) e 2830 2250 &6 —

T
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF121624.M Fri Dec 20 06:02:32 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 11 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.645 4.56 ng 85663  Phenanthrene-dle 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentadecane 212 C15H32 000629-62-9 87
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1624 (11.645 min): BF140934.D\data.ms (-1620) (- m/z 57.10 100.00%
57.1
99.1 — ——
11.50 12.00
155.1
T h“‘ \‘h‘\‘ h“ \H‘ ol “\ T \“1\9?2\ L B e m/Z 71.10 71.35%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 — ——
11.50 12.00
99.0 m/z 43.10 67.89%
2610 ““\ ”H‘ \‘h‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 51.32%
99.0
20l | | |1} 240 gas0 200
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane 7 —
57.0 11.50 12.00
m/z 41.10 34.98%
. xﬂ\W/LamﬂﬂwﬂfkﬂﬁvA”
99.0
260 | | | M40 220 IR
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41

Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 12 Docosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.051 4.64 ng 87276  Phenanthrene-d1e 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Octadecane 254 C18H38 000593-45-3 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1693 (12.051 min): BF140934.D\data.ms (-1690) (- m/z 57.10 100.00%
57.1
5000 M
99.1 T I
12.00
243.2
T ‘\“"‘ I “h‘”\hh‘ ‘hhh“ ”“i”‘ %?”ﬁ.”%i%\egwl‘\%l}\]‘_\ \“’ T T m/Z 43.10 71.6900
miz--> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
5000 —— :
12.00
m/z 71.10 69.25%
99.0
L lL L, 1410 1830 2250 2670 30
T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
T
12.00
5000 m/z 85.10 52.42%
‘ 99.0
A L0 o 20
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane 7 ‘
57.0 12.00
m/z 41.10 37.79%
5000
99.0
50| | |1 210 1es0 20 .
mlz--> 50 100 150 200 250 300 12.00

8270-BF121624.M Fri Dec 20 06:02:33 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 13 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.439 4.41 ng 82940  Phenanthrene-dle 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Heneicosane 296 C21H44 000629-94-7 74
3 Tetracosane 338 C24H50 000646-31-1 74
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 1759 (12.439 min): BF140934.D\data.ms (-1755) (- m/z 57.10 100.00%
57.1
5000 m
——
‘ 91 1371 2020 2571 12.50
I \‘\‘ ol \H\u ‘mh . u‘\\ Hhpine ‘u\.‘ - ‘\"‘ . m/z 43.10 77.08%
miz-> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
5000 R
12.50
m/z 71.10 73.65%
99.0
\\‘ | i H‘ \‘ %4%0\ :!'830 25\40
\\\1’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
——
12.50
5000 m/z 85.10 52.07%
99.0
15.0‘ LAdd h\ | 1410 183.0 225.0 2960
= B e R e
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —
57.0 12.50
m/z 41.10 37.67%
5000
99.0
Ll |4 14101830 2250 2670 338
L B e AL B e e e B e ——
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 14 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.816 4.02 ng 79064  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 52
3 Octadecane 254 C18H38 000593-45-3 52
4 Tetradecane 198 C14H30 000629-59-4 52
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 52
Abundance Scan 1823 (12.816 min): BF140934.D\data.ms (-1819) (- m/z 57.10 100.00%
57.1
85.1 202.1
5000
31 12‘56 i3‘od
L h\ [ 340 174y | 253.1 ' ' ;
“HM‘HM‘m‘1HJNHW‘LVHH‘mH‘wmﬁumNHH‘mH‘HH“ m/z 71.10 73.54%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #107219: Hexadecane
57.0
5000 85.0 T T
12.50 13.00
m/z 43.10 66.23%
29.0 ‘ .0
226.0
HH‘\‘\‘\ \“H\!‘\\Hl T “1‘\ T \H“ T \‘1‘\ ‘ \H\]\-‘i.i‘]:\(\)‘\J‘-ég\c‘)\]\_\gz\(\)\\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #287349: Octadecane, 1-iodo-
57.0
— —
12.50 13.00
5000 85.0 m/z 202.10 60.56%
29.0
113.0
\‘ o [T 155018300110 2530
‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141057: Octadecane Pty T
57.0 12.50 13.00
m/z 85.10 54.27%
5000 85.0
29 0 113.0
) [M30141.0160.0197.0 25,0 254.C
HH‘HH‘HH‘HH‘HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘WH‘W‘ — —
m/z--> 20 40 60 80 100120140160 180200220240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 15 1-Dodecanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.845 7.37 ng 145051  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
3 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 87
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
Abundance Scan 1998 (13.845 min): BF140934.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
5000 97.1 W
‘ 13‘50 14.00
“‘$p H”‘ H“‘M Wlfﬁlu‘i‘??%} cw?g?%‘3?9J m/i 43.10 . 70.29%
miz-> 50 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 — ——
97.0 13.50 14.00
m/z 71.10 60.87%
By Ll h i A ‘h‘ ‘\‘%8‘?‘0‘ 2240 2800
miz--> 50 100 150 200 250 300
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
— ——
13.50 14.00
5000 m/z 55.10 54.46%
241.0 W
m“ ‘\ ) u 1480 10 o
miz--> 50 100 150 200 250 300
Abundance #181800: Ethanol, 2-(hexadecyloxy)- “ —
57.0 13.50 14.00
m/z 83.10 47.76%
= W
L Hu 10 1980 2550
\u H Ll W m I
‘ e — ——
m/z--> 50 lOO 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 16 Nonadecane, 9-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.474 4.81 ng 94593  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2105 (14.474 min): BF140934.D\data.ms (-2102) (- m/z 57.10 100.00%
57.1
5000
‘ 1450
1 262.1 .
il L M YD te71 262181113508 . 540 73.48%
m/z--> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl-
57.0
5000 T
14.50
9.0 140.0 m/z 43.10 59.20%
T ‘\““ T ““ \h‘\ “‘ \h‘\“\ “ j#\8\3\0‘2\2\4'\0\‘2\67\\()\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
——
14.50
5000 ITI/Z 85.10 51.19%
\‘ L F | %41 0183.0 268.0
e T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 14.50
m/z 41.10 25.14%
5000
| ‘L‘ iy M | 141.0183.0225.0267.0309.0  367.0
L e A SR A Se e e R ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 17 Dotriacontane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.121 51.62 ng 718746  Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2215 (15.121 min): BF140934.D\data.ms (-2210) (-} ' m/z 57.10 100.00%
57.1
5000 ¢
1500 1550
169.2 ’ .
0 ‘m‘u “uﬁ‘ | [1,1092 2252073132333714 . 7116 73.16%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 —— —
15.00 15.50
m/z 43.10 60.41%
3.0
\\\\‘ \\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.10 56.52%
I \‘ “\ H‘ \‘ ‘ ‘ \ \ \225 o 295 0 351.0 449.1
i ““‘H . R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229650: Heptadecane, 9-hexyl- 7 R
43.0 15.00 15.50
m/z 55.10 23.47%
5000 ¢
0 0 om0 R
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 18 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.933 16.56 ng 230577  Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2353 (15.933 min): BF140934.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1
5000 Jw
9.1 —
16.00
41.2183.2
- ‘L‘ 1 “L | 141218322252 281132333653 . 7110 72.61%
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 T
16.00
9.0 m/z 43.10 58.03%
Ll 40180205 02670 3380
\\\\‘\\\\‘\\\\‘\‘\\‘\“\‘\‘\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
——
16.00
5000 m/z 85.10 54.53%
9.0
L a0 0225026703090 3650
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane —
57.0 16.00
m/z 55.10 23.28%
5000
‘ 9.0
41.
150 | |11 1013050 2900 -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 19 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.586  27.82 ng 387345  Perylene-d12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 74
2 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 70
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 62
4 .beta.-Sitosterol 414 C29H500 000083-46-5 38
5 3-(3,5-Dimethylpyrazol-1-yl)-4-(... 246 C10H1ON602 1000436-49-9 38
Abundance Scan 2634 (17.586 min): BF140934.D\data.ms (-2628) (- m/z 43.10 100.00%
43.1 231.2
95.1 1611
5000
344.4
414.¢
T I
301. 17.50
m‘,‘ m/z 231.20  93.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0
5000 414.C — :
259.0 17.50
147.0 ‘ 357.0 m/z 55.10  75.96%
Ay "‘ ‘H\h ‘Hu \“‘\\ \H‘“ \Nw\‘wh‘ \“u \ u‘h ‘M‘Hu‘ - \‘ u‘u ‘ \‘ ‘ “ ‘L‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #310605: Stigmastane, 3-one, (5.alpha.)
231.0
T I
17.50
5000 414.( m/z 95.10 66.59%
55.0 123.0
5.0 27403170 3710
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol —— ‘
43.0 17.50
m/z 161.10 64.29%
B ,\/J\/\/«/\
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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 20 .beta.-Amyrin Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.021 11.27 ng 156946  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin 426 C30H500 000559-70-6 96
2 5,6,7,8-Tetrahydrothieno[2,3-b]q... 218 C12H14N2S 134315-44-9 76
3 .alpha.-Boswellic acid, 0,0-bis-... 484 C32H5203 1010507-05-0 74
4 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 62
5 1H-1,3-Benzodiazole-5-carbaldehy... 218 C11H14N20Si 1000478-28-4 58
Abundance Scan 2708 (18.021 min): BF140934.D\data.ms (-2702) (- m/z 218.20 100.00%
218.2
5000 m
R \
hH | \” H\ \‘H I‘I h " ‘\ d 311t 426.3 > g
e A m/z 203.20 73.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316495: .beta.-Amyrin
218.0
5000 — ‘
18.00
69.0 m/z 219.20 20.86%
T WH"J\‘L ‘\\‘ \”"UL U“ \‘i‘l\‘m \‘I \‘\ \\ ’d\ T \%\7\2\.\0’ TTT \3’6\5\.\0\ ‘4\'2\9.2 TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96377: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine,
218.0
R \
18.00
5000 m/z 95.10 20.67%
480 1012 160 P» J
H\wuﬂ“mw““w‘ i
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #335180: .alpha.-Boswellic acid, O,0-bis-methyl —— ‘
218.0 18.00
m/z 55.10 20.37%
w MM
o 119.0
i L s aso e .
m/z--> 50 100 150 200 250 300 350 400 450 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121924\
Data File : BF140934.D

Acqg On : 19 Dec 2024 18:41
Operator : RC/JU

Sample : P5312-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121624.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|
2-Pentanone, 4-... 5.069 4.3 ng 57206 1 6.851 264174 20.0
Tridecane 8.704 4.3 ng 71580 2 8.128 329558 20.0
Tetradecane 9.269 4.4 ng 77556 3 9.881 352597 20.0
2,6,10-Trimethy... 9.586 3.9 ng 69399 3 9.881 352597 20.0
Pentadecane 9.798 6.0 ng 105815 3  9.881 352597 20.0
Heptadecane 10.298 6.7 ng 117598 3 9.881 352597 20.0
Pentadecane, 2,... 10.516 4.0 ng 70678 3 9.881 352597 20.0
Benzophenone 10.592 6.6 ng 116649 3  9.881 352597 20.0
Tridecane, 1l-iodo- 10.775 7.7 ng 145316 4 11.375 375893 20.0
Nonadecane 11.222 5.2 ng 97750 4 11.375 375893 20.0
Heneicosane 11.645 4.6 ng 85663 4 11.375 375893 20.0
Docosane 12.051 4.6 ng 87276 4 11.375 375893 20.0
Octadecane 12.439 4.4 ng 82940 4 11.375 375893 20.0
Hexadecane 12.816 4.0 ng 79064 5 14.027 393503 20.0
1-Dodecanol, 2-... 13.845 7.4 ng 145051 5 14.027 393503 20.0
Nonadecane, 9-m... 14.474 4.8 ng 94593 5 14.027 393503 20.0
Dotriacontane, ... 15.121 51.6 ng 718746 6 15.521 278454 20.0
Tetracosane 15.933 16.6 ng 230577 6 15.521 278454 20.0
17-(1,5-Dimethy... 17.586 27.8 ng 387345 6 15.521 278454 20.0
.beta.-Amyrin 18.021 11.3 ng 156946 6 15.521 278454 20.0
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