LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc :

ALS Vvial : 14 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138474.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 9 13 22 rVB3 11911 16950 1.26% 0.169%
2 3.316 205 209 217 rBV 8333 18647 1.38% 0.186%
3 5.063 503 506 513 rVB 132615 146216 10.84% 1.461%
4 5.487 574 578 589 rBV 1455855 1257493 93.23% 12.565%
5 6.504 747 751 754 rBV 1536506 1290708 95.69% 12.897%
6 6.869 810 813 817 rBV 390843 289723 21.48%  2.895%
7 7.434 905 909 912 rBV 909703 800488 59.35%  7.998%
8 8.151 1028 1031 1035 rVB 499008 370115 27.44%  3.698%
9 8.463 1081 1084 1088 rBV 24917 22875 1.70% 0.229%
10 9.228 1210 1214 1217 rBV 1765082 1348833 100.00% 13.478%
11  9.304 1224 1227 1230 rBV 56254 43803 3.25% 0.438%
12 9.622 1277 1281 1284 rBV4 32837 44911 3.33% 0.449%
13 9.834 1314 1317 1321 rVB 102943 78151 5.79% 0.781%
14  9.904 1326 1329 1334 rVB 451540 379519 28.14%  3.792%
15 10.004 1342 1346 1349 rVB3 29459 38619 2.86% ©0.386%
16 10.151 1368 1371 1376 rBV3 26270 35675 2.64% 0.356%
17 10.228 1381 1384 1387 rBV5 12673 19196 1.42% 0.192%
18 10.334 1399 1402 1405 rVB 135095 98097 7.27% ©.980%
19 10.551 1434 1439 1442 rBV 48510 67997 5.04% 0.679%
20 10.692 1460 1463 1467 rVB 784234 621574 46.08% 6.211%
21 10.804 1480 1482 1492 rVB 147020 167731 12.44% 1.676%
22 10.998 1512 1515 1517 rBV2 17139 17976 1.33% 0.180%
23 11.251 1555 1558 1561 rBV 111253 100116 7.42% 1.000%
24 11.286 1561 1564 1570 rVB 58048 66346 4.92% 0.663%
25 11.392 1578 1582 1585 rBV 434836 344482 25.54%  3.442%
26 11.681 1628 1631 1634 rVB 117109 87070 6.46% 0.870%
27 11.916 1668 1671 1674 rBV2 57843 60451 4.48% 0.604%
28 12.086 1697 1700 1703 rBV 100327 78961 5.85% ©.789%
29 12.369 1745 1748 1751 rBV3 19989 22618 1.68% 0.226%
30 12.439 1758 1760 1763 rBV2 19201 21057 1.56% 0.210%
31 12.475 1763 1766 1773 rVB2 97747 127888 9.48% 1.278%
32 12.604 1785 1788 1793 rBV 57753 60833 4.51% 0.608%
33 12.698 1801 1804 1808 rBV6 23983 35673 2.64% 0.356%
34 12.845 1822 1829 1834 rBV2 68140 140422 10.41% 1.403%
35 12.975 1847 1851 1855 rBV 1332644 1089361 80.76% 10.885%
36 13.204 1887 1890 1892 rBV 47066 37028 2.75% 0.370%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS Vvial : 14 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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 13.545 1945 1948 1951 rBV 43629 38818 2.88% 0.388%
38 13.875 2001 2004 2012 rVB 61556 79938 5.93% 0.799%

39 14.027 2026 2030 2033 rBV 249580 245980 18.24%  2.458%
40 15.498 2277 2280 2288 rVB 136610 195686 14.51%  1.955%

Sum of corrected areas: 10008025
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Jul 2024 18:05
¢ CG\JU
. P3159-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
BF138474.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BF138474.D\data.ms

6.504
5.487

7.434

6.869

5.063

2.163
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Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF138474.D\data.ms
9.228

12.975

10.692

8.151

0
Time-->

11.50

o T — — — —
10.00 10.50 11.00 12.00 12.50 13.00

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF138474.D\data.ms

14.027

15.498

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 10.09 ng 146216 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 506 (5.063 min): BF138474.D\data.ms (-503) (-) m/z 43.10 100.00%
59.1
5000
R AREEEERE SR
‘ 83.0 101.1 4.80 5.00 5.20 5.40

Ol el Sl m/z 590100 53.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B B R R
4.80 5.00 5.20 5.40
59.0 m/z 101.1@  15.86%
101.0

0\\‘\\\\‘\2\3\.$1\\\“w}\\‘\\w\‘\\?\o‘lg\\?%\-0\\‘\\\}“\\\\’\

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.80 5.00 5.20 5.40

5000 ITI/Z 58.10 13.87%
41.0
29.0 101.0
Ol 730 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- A REARERL
59.0 4.80 5.00 5.20 5.40

m/z 41.10 9.14%

5000

101.0
41.0

27.0
ol 180 =00 1) 710 830
N RN SR R 1/ L R

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\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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.
9.304 2.31 ng 43803  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane 170 C12H26 000112-40-3 90
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 86
Abundance Scan 1227 (9.304 min): BF138474.D\data.ms (-1224) (-) m/z 57.05 100.00%
57.0
5000
85.1
R RAsnEEE e
h 1121 1411 103.0 9.00 9.20 9.40 9.60
0“w“HHHWM‘NHHM‘ﬂ‘mu_u‘w‘u‘_‘u‘u“_‘u‘u“ m/z 43.10 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B LR R IR R
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 47.52%
d h H |, 11801410 184.0
O \\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
J\\V[\\\\‘\\\\‘\\\\‘\\\\’
9.00 9.20 9.40 9.60
5000 m/z 41.10 41.87%
85.0
29.0
oL L) 1120 1410 1700
R RAREE e e e  RRARERERREES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane R aEaaE R
57.0 9.00 9.20 9.40 9.60
m/z 85.10  29.15%
5000
85.0
29.0
o \‘ | || 1130 1410 1690 226.0
“w“H“H"H“_“w“u“H“H“‘H“_“w“u“u‘ A AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.622 2.37 ng 44911  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 80
2 Octadecane 254 C18H38 000593-45-3 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
4 Eicosane 282 (C20H42 000112-95-8 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1281 (9.622 min): BF138474.D\data.ms (-1277) (-)| | m/z 43.10 100.00%

m/z--> 50 100 150 200 250

431
5000 85.0
T —
‘ 119.0 45q. 1 9.50 10.00
ob—— J\W“MWWWMWLWm”‘ L T m/z 57.05 99.70%
m/z--> 50 100 150 200 250
Abundance #45480: Dodecane
57.0
5000 T T T T
9.50 10.00
m/z 71.10 75.62%
98 0 170.0
O \z\aj\o‘\ ‘H‘\ ‘\“ \“ T \H T H\ T ‘ T 1 T T ‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
O e
9.50 10.00
5000 m/z 41.05 47 .81%
‘ 99.0
0,260 | || | 1410 1830 2540
m/z--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- — —
57.0 9.50 10.00
m/z 85.05 43.78%
5000 Mﬂwk
99.0
154.0
0 L 1970 239.0 281.0 : ‘/NMNN~A‘
9
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.834 4.12 ng 78151  Acenaphthene-d1e 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 64
Abundance Scan 1317 (9.834 min): BF138474.D\data.ms (-1314) (-) m/z 57.10 100.00%
57.1
5000
85.1
= B
9.50 10.00
113.1 145.1

o‘,‘HwH‘H‘_JMwwuH‘_HwHH_Hw‘1”77_1”wwm_m_m m/z 43.10  81.44%

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #107218: Hexadecane

57.0
5000 = pas
9.50 10.00
290 85.0 m/z 71.10  49.91%
0 “ ‘ L H‘ 113.0141.0169.0197.0 226.0
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane
57.0
= R
9.50 10.00
m/z 41.10 35.69%
5000 85.0
29.0
w‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #74006: Tetradecane T —
57.0 9.50 10.00
m/z 85.10 35.19%
5000
85.0
29.0
‘W‘H‘HH‘H‘wH‘w‘Hw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘H‘ - =5
m/z--> 20 40 60 80 100120140160 180 200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05

Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl®.004 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.004 2.04 ng 38619  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Octen-1-0l1, 3,7-dimethyl-, iso... 226 C14H2602 1000132-45-6 23
2 Decanoic acid, 2-propenyl ester 212 C13H2402 057856-81-2 12
3 9-Octadecanone 268 C18H360 018394-00-8 10
4 (1S,2R,4R,7R)-4-Isopropyl-7-meth... 168 C10H1602 001619-26-7 10
5 Methyl 3,4,6-tri-0O-acetyl-2-acet... 361 C15H23NO9 002595-39-3 10

Abundance Scan 1346 (10.004 min): BF138474.D\data.ms (-1342) (- 43.10 100.00%
43.1
101.1
- e M
| 170.1 197.2 10.00
(] ERE—— m/z 57.85 64.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106970: 2-Octen-1-ol, 3,7-dimethyl-, isobutyrate, (Z)-
57.0
5000 85.0 109.0 10 oo
m/z 101.10 47.92%
‘ ‘ 137.0
O \\\‘\\\\‘w\‘\“‘\“\HHMH\‘ g \Hh}\“‘\\\‘\‘}‘\\1‘\1‘-\699\\\\‘2\]\.]\-\.?\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #89811: Decanoic acid, 2-propenyl ester
43.0
L
71.0 1000 1550 10.00 |
5000 ITI z 97.10 46.50%
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #158571: 9-Octadecanone
43.0 71.0 10 00
m/z 59.10 42.05%
5000
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.334 5.17 ng 98097  Acenaphthene-dile 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1402 (10.334 min): BF138474.D\data.ms (-1399) (- m/z 57.10 100.00%
57.1
5000
85.1
e T
h 113.1140.2 169.1 226.2 10.00 1050
Ol 2 20D 10722202~ m/z 43.10  79.68%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — T
10.00 10.50
290 850 m/z 71.10  47.82%
0 “ ‘ L H‘ 1113.0141.0169.0197.0 226.0
\H‘\H\‘HH‘\H\‘\\H‘\H\‘H\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #74005: Tetradecane
57.0
. —r—
10.00 10.50
5000 85.0 m/z 85.10 34.32%
29.0
0 \H_M‘_‘m‘,m‘wﬁ‘lﬁﬁ‘%ﬁ?‘lﬁ%e%?ﬁ?"_HW,‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141056: Octadecane T T
57.0 10.00 10.50
m/z 41.10 32.10%
5000 85.0
29.0 113.0
ol h L] 141.0169.0197.0225,0 2540
H‘_‘H‘HH‘H‘W‘Hw‘H‘_‘HM‘H‘H‘WH‘W‘H‘MH‘_‘H“ P e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 7 Decane, 2,6,8-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.551 3.58 ng 67997  Acenaphthene-di0 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 81
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1439 (10.551 min): BF138474.D\data.ms (-1434) (-] ' m/z 57.10 100.00%
57.1
o MMMMAAMWMka&Aﬁk“Mfﬂ
1050 |
113.2 .
o_m“ Ll 28 m/z 43.10  44.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
5000 e :
10.50
m/z 71.05 41.13%
0 J | 1130 1840
‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
1 \
10.50
5000 m/z 41.10 22.70%
‘ ’ 112.0
(SRS ... ——
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T ‘
57.0 10.50
m/z 85.20 20.63%
5000
ol } \ h ‘ ‘\ | ‘1‘690 225.0  309.0 365.0 436.(
e H““w““_““u‘“‘H““H““w e
m/z--> 0 50 100 150 200 250 300 350 400 10.50

8270-BF062824.M Mon Jul 08 07:08:23 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Nonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.804 9.74 ng 167731  Phenanthrene-di10 11.392
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 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1482 (10.804 min): BF138474.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
o w
— T
99.1 402 1832 ‘ 10.50 11.00
ol b Al 1402 1832 24083  33L .., 43.10 77.05%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — s
10.50 11.00
m/z 71.10 55.56%
99.0
0 Il \‘“\ L H‘ 1 :\]'4\10‘ 183.0 268.0
T ‘ T T T ‘ T T T T ‘ T T T ‘ L ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
— B
10.50 11.00
5000 m/z 41.05 37.02%
99.0
0 J\“\W . |, 141.0 1830 240.0
A
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane “ T
57.0 10.50 11.00
m/z 85.10 35.51%
023M | | “‘99'0‘ 141.0 183.0 226.0
A e S e e — o
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF062824.M Mon Jul 08 07:08:23 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.251 5.81 ng 100116  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 1558 (11.251 min): BF138474.D\data.ms (-1555) (- m/z 57.10 100.00%

57.1
5000

sl =
‘ 1 11.00 11.50
O erthochy db o b AL, 1BL1 2141 2582 s 10 75,23y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123961: Heptadecane
57.0
5000 s e
11.00 11.50

m/z 71.10 48.96%
Hh

27| .
0 HQﬁOd }4;0 183.0 2400
\‘HH‘\H\‘\H\‘H\\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0

T
11.00 11.50

o

5000 m/z 41.05 36.39%
99.0
‘_Hqu‘wuH_Hw‘HWHH_H‘_HWHH_‘H_HWHH‘HH_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane T ——
57.0 11.00 11.50

m/z 85.10  31.56%

- W
27” L ‘9?0 141.0 183.0 226.0

O ety b e e e e S e st L
miz--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF062824.M Mon Jul 08 07:08:24 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05

Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 10 Dodecane, 1-iodo- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.286 3.85 ng 66346  Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
3 Tetradecane, 4,11-dimethyl- 226 C1l6H34 055045-12-0 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53

Abundance Scan 1564 (11.286 min): BF138474.D\data.ms (-1561) (- m/z 57.10 100.00%
57.1
99.1 1100 1150
h LTy e 1832 ' 63.749
ol b o b b — m/z 71.10 63.74%
miz--> 50 100 150 250
Abundance #193302: Dodecane, 1-iodo-
57.0
5000 meie st
11.00 11.50
m/z 43.10 50.52%
27,0 ‘ 99.0
04 ‘\ U“M\ ‘1‘ T " \‘ T “1\6?(\)\ LA B \2\96‘(
miz--> 50 100 150 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0
—— —
11.00 11.50
5000 ITI/Z 85.15 34.90%
‘ 99.0 1410
ll I \‘\ ul ‘ “ “
ob— bl 4 L e
miz-> 50 100 150 250
Abundance #107241: Tetradecane, 4,11-dimethyl- — T
43.0 11.00 11.50
m/z 41.10 27.66%
5000
85.0
[
ol b Ay FEr | 2260 — -
miz--> 50 100 150 250 11.00 11.50

8270-BF062824.M Mon Jul 08 07:08:25 2024

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.681 5.06 ng 87070  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1631 (11.681 min): BF138474.D\data.ms (-1628) (- m/z 57.10 100.00%

57.1
5000

T
99.2 11.50 12.00

ol by 2wz 43.10 78.06%
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 —— —
11.50 12.00

m/z 71.10 53.98%
A u‘ L1

0 ‘ 141 0 183.0 268.0
L ’ T T T \ ‘ \ LI ‘ L ‘ T T T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane

57.0

T
11.50 12.00

5000 m/z 85.10 35.59%
99.0
150 |||, 1101820 2250 2860
el e e T S
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T —
57.0 11.50 12.00

m/z 41.10 33.64%

5000
99.0

0 LA h\ ) 141.0 183.0 225.0 267.0 338.
R I e e S R

T T
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF062824.M Mon Jul 08 07:08:26 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 12 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.51 ng 60451  Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1671 (11.916 min): BF138474.D\data.ms (-1668) (- m/z 43.10 100.00%
431 730
5000
1290 213.2 LI,
1711 .
256.1 12.00
0! m/z 55.10 85.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
157.0 14502130 256.0 m/z 73.00 85.61%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
12.00
5000 m/z 41.10 81.16%
129.0
‘ 171.0 214.0
101.0
0,WMﬂHwhmwﬂwm%Mmh‘mwhmw‘w‘MH‘_HM_H‘_H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid ——
43.0 73.0 12.00
m/z 60.00 80.79%
5000
129.0 242.0
199.0
LA, |, e
0,JuqJﬂNJWMWHﬂﬁwmwwuﬂ‘w‘uhyu‘wuuw‘u‘wu‘_ . A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF062824.M Mon Jul 08 07:08:27 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.086 4.58 ng 78961  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 80
5 1-Iodoundecane 282 C11H23I 004282-44-4 80
Abundance Scan 1700 (12.086 min): BF138474.D\data.ms (-1697) (-} | m/z 57.10 100.00%
57.1
s do
243.2 :
15501970
o bbb g R . m/z 43.05  72.26%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — :
12.00
m/z 71.10  47.45%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
12.00
5000 m/z 85.10 36.52%
9.0 183
ol o T wmoo
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane T
57.0 12.00
m/z 41.10 32.59%
- M
9.0
0 | F ; 141.0183.0225.0 282.0
s I R e e A N ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.475 7.42 ng 127888  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Octacosane 394 (C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 1766 (12.475 min): BF138474.D\data.ms (-1763) (-} ' m/z 57.10 100.00%
57.1
200 M
99.0 1050
206.2 12.50
ob ok bl 2888 T 2831 2940 s e 73,01
miz-> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 T
12.50
m/z 71.10  50.20%
99.0
O \z\a\\o‘\“ ‘H‘\ ‘!‘ \“‘\ ““ \H T “]\-4}.‘()\ T \1\9?.0\ T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
——
12.50
5000 m/z 85.05 36.04%
99.0
02000 | [ %9 1410 g0 2260
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane —
57.0 12.50
m/z 41.10 34.50%
- W
99.0
0 T “\ [ \14;['0 183.0 268.0
— e e ——
m/z--> 50 100 150 200 250 12.50

8270-BF062824.M Mon Jul 08 07:08:29 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknownl2.698 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.698 2.07 ng 35673  Phenanthrene-di0 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 43
2 Dodecanoic acid 200 C12H2402 000143-07-7 25
3 Pentadecanoic acid 242 C15H3002 001002-84-2 11
4 1,3-Cyclohexanedione, 2-(phenylm... 202 C13H1402 022381-56-2 11
5 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 11
Abundance Scan 1804 (12.698 min): BF138474.D\data.ms (-1801) (| m/z 57.10 100.00%
57.1
5000 M
— —
12.50 13.00
ob— m/z 43.10 89.32%
miz-> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
43.0 73.0
5000 — ——
1290 284.0 12.50 13.00
' m/z 73.10  81.02%
H ‘ 185.0  241.0
0L h‘ \“‘\\ ‘\\‘u H!‘\ ‘HM‘ u‘\‘\‘ M‘ bty | ““ vt “‘ ““ L
m/z--> 50 100 150 200 250
Abundance #75719: Dodecanoic acid
73.0
43.0 129.0 2000 12.50 13.00
5000 ’ m/z 60.10 62.31%
[o) U“u‘d‘ m } \1“\ ‘1 ‘44‘0‘ . “ —
miz--> 50 100 150 200 250 ﬂ
Abundance #126199: Pentadecanoic acid ‘ﬁ‘ﬁﬂﬂﬁ ‘ Mmmﬂ‘ﬂi
43.0 73.0 12.50 13.00
m/z 202.10 59.87%
5000 129.0
‘ 199.0 2420
oL uM Lo aenol || S
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF062824.M Mon Jul 08 07:08:30 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 1-Iodo-2-methylundecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.204 3.01 ng 37028 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59

Abundance Scan 1890 (13.204 min): BF138474.D\data.ms (-1887) (- m/z 57.10 100.00%
57.1

5000 w\ﬂﬂvamwﬂkaw%wkw%

—r—
2201 13.00 13.50

ol lad Lo 2H0218s0070 " 2810 3260 s 10 6s.83%
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — —
13.00 13.50

m/z 71.10 51.59%

99.0
1\5-\0‘\ ‘H\ ‘!‘ \“‘\ ““ \“ \%4}.’0\ T \1\9?.\0\ T ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #193304: 1-lodo-2-methylundecane

57.0

T
13.00 13.50

o

5000 ITI/Z 85.10 43.90%
99.0
bl 1990210 2060
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T ——
57.0 13.00 13.50
m/z 55.10 30.00%
20 \WJKMﬂMMMVkmeﬂWMﬂwMM
99.0
0 \‘ Ik “ \“\ \‘h h‘ | }4\19 ]\'8‘30 225.0 267.0 338.
e e e — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.545 3.16 ng 38818 Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane, 1-iodo- 268 C1OH21I 002050-77-3 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 1948 (13.545 min): BF138474.D\data.ms (-1945) (- m/z 57.10 100.00%
57.1

%

5000
99.0 13.50
0y Huvh‘ e ‘\ M‘H‘lﬁ}-}ﬁ‘%9“7‘”‘;2‘%‘ e ‘2‘2‘5‘1‘““2“5‘7‘ %3‘0‘1 3 m/z 43.10 82.68%
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 —— :

13.50
m/z 71.10 58.97%

I H\ 1410 183.0 2250 2820

o
o1 ::447
! L
o

m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
\ \
13.50
5000 ITI/Z 85.10 39.30%
99.0
015Q‘ i “H\ \“\ h‘ u‘ %4;0 1830 225.0 296.0
iy R R e A B EREE
m/z--> 50 100 150 200 250 300
Abundance #157263: Decane, 1-iodo- T
43.0 13.50
m/z 41.10 26.94%
- T W
41.0
ol A | ] 1830 2680 —
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Carbonic acid, octadecyl pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.874 6.50 ng 79938  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 74
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 74
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
4 Heneicosane 296 C21H44 000629-94-7 70
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 68
Abundance Scan 2004 (13.874 min): BF138474.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
5000 M
7.1
— ——
230.1 13.50 14.00
oLl h“” “ ol w o u???u A ZBLE0S s, a3t 87.44%
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — ——
13.50 14.00
m/z 71.10  54.45%
ol u\‘ 0| Ju 1390 1820 2240 2970
miz--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— ——
13.50 14.00
5000 ITI/Z 55.10 47 .42%
okl w\ | #101920 2520 3250
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P ——
57.0 13.50 14.00
m/z 41.10 38.91%
5000
7.0
0 \‘ 1l \“ ‘H ‘u ‘}400 196.0 269.0
! 7 P P
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF062824.M Mon Jul 08 07:08:33 2024 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70524\
Data File : BF138474.D

Acqg On : 05 Jul 2024 18:05
Operator : CG\JU

Sample : P3159-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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-... 5.063 10.1 ng 146216 1 6.869 289723 20.0
Tridecane 9.304 2.3 ng 43803 3 9.904 379519 20.0
Dodecane 9.622 2.4 ng 44911 3 9.904 379519 20.0
Hexadecane 9.834 4.1 ng 78151 3 9.904 379519 20.0
unknownl10.004 10.004 2.0 ng 38619 3  9.904 379519 20.0
Tetradecane 10.334 5.2 ng 98097 3 9.904 379519 20.0
Decane, 2,6,8-t... 10.551 3.6 ng 67997 3 9.904 379519 20.0
Nonadecane 10.804 9.7 ng 167731 4 11.392 344482 20.0
Heptadecane 11.251 5.8 ng 100116 4 11.392 344482 20.0
Dodecane, 1-iodo-  11.286 3.9 ng 66346 4 11.392 344482 20.0
Heneicosane 11.681 5.1 ng 87070 4 11.392 344482 20.0
n-Hexadecanoic ... 11.916 3.5 ng 60451 4 11.392 344482 20.0
Heptacosane 12.086 4.6 ng 78961 4 11.392 344482 20.0
Octacosane 12.475 7.4 ng 127888 4 11.392 344482 20.0
unknown12.698 12.698 2.1 ng 35673 4 11.392 344482 20.0
1-Todo-2-methyl... 13.204 3.0 ng 37028 5 14.027 245980 20.0
Eicosane 13.545 3.2 ng 38818 5 14.027 245980 20.0
Carbonic acid, ... 13.874 6.5 ng 79938 5 14.027 245980 20.0
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