LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc :

ALS Vvial : 12 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 M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50150.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.487 81 85 101 rVB 85590 158491 2.01% 0.292%
2 4.863 313 319 328 rBvV 236869 357968 4.54% 0.660%
3 5.334 393 399 417 rBV 2368299 3839870 48.74% 7.078%
4 6.934 664 671 701 rBV 1915700 3888827 49.36% 7.168%
5 7.740 800 808 819 rBV 897924 1458488 18.51% 2.688%
6 8.904 998 1006 1026 rBV 1214313 2456789 31.18% 4.528%
7 10.534 1275 1283 1302 rBV 863216 1817552 23.07% 3.350%
8 11.316 1407 1416 1424 rBV2 67650 195276  2.48% 0.360%
9 13.004 1696 1703 1724 rBV 3279536 5347339 67.87% 9.856%
10 14.392 1928 1939 1959 rBV 1427031 2465097 31.29% 4.544%
11 14.616 1969 1977 1986 rVB3 81260 195134  2.48% 0.360%
12 15.245 2080 2084 2089 rVB 79865 101974 1.29% 0.188%
13 15.757 2164 2171 2175 rBV2 42308 87082 1.11% 0.161%
14 15.892 2185 2194 2214 rBV 2563597 4480784 56.87%  8.259%
15 16.104 2225 2230 2233 rBV 128823 187963 2.39%  0.346%

16 16.898 2361 2365 2368 rBV 168660 194595 2.47%
17 16.945 2368 2373 2385 rVB3 110855 227513 2.89%
18 17.139 2400 2406 2412 rBV2 1717372 2688829 34.13%
19 17.433 2452 2456 2461 rBv4 58849 92409 1.17%
20 17.633 2486 2490 2496 rBV 247027 305819  3.88%
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21 17.915 2535 2538 2542 rBV2 58986 89126 1
22 18.039 2553 2559 2563 rBV = 642672 1034870 13.
23 18.327 2604 2608 2612 rBV 287845 361043  4.58%
24 18.580 2648 2651 2656 rBv4 103964 202529 2
25 18.692 2668 2670 2674 rBV 76704 90211 1
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26 18.733 2674 2677 2680 rBV 114187 124843 1
27 18.792 2683 2687 2691 rVV 248254 325926 4
28 18.962 2712 2716 2720 rBV 256131 314695 3.99%
29 19.127 2741 2744 2750 rBV3 133408 236712 3
30 19.204 2750 2757 2763 rVWW2 457261 1070652 13.
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31 19.315 2770 2776 2785 rBv4 379601 1266543 16.08%
32 19.386 2786 2788 2793 rVB 155687 218241 2.77%
33 19.545 2812 2815 2816 rBV 173988 192837 2.45%
34 19.715 2840 2844 2845 rBV2 303146 365303  4.64%
35 19.762 2848 2852 2858 rVB 6344917 7878323 100.00% 14.521%
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36 19.933 2879 2881 2886 rVB 272965 316518 4.02% ©.583%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS Vvial : 12 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 M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.074 2903 2905 2909 rVB2 300063 323061 4.10% ©.595%
38 20.256 2933 2936 2942 rBV3 437960 675391  8.57%  1.245%
39 21.215 3096 3099 3107 rBV2 540476 1015739 12.89% 1.872%
40 21.386 3123 3128 3145 rVB 2180695 4256659 54.03% 7.846%

41 24.374 3630 3636 3647 rVB 1300343 3347189 42.49% 6.169%

Sum of corrected areas: 54254210
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM050150.D\data.ms
7000000

6000000
5000000
4000000

3000000
5.334

2000000 6.934

8.904
1000000 7.740 10.534

3.487 4.863 11.316

oﬁ\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM050150.D\data.ms
7000000 19.762

6000000
5000000

4000000 21.386
8.004

3000000 15.892

21.21

2000000 17.139
14.392 20.25 NN
1000000 : e LR %L
9 18. SRRl el

4616 15.245 15.7518.104

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BM050150.D\data.ms
7000000

o

6000000
5000000
4000000

3000000
24.374

N A

2000000

1000000

0\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 (S)-(+)-1,2-Propanediol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.487 2.17 ng 158491 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
3 Ethane, 1,1-diethoxy- 118 C6H1402 000105-57-7 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 7

Abundance  Scan 85 (3.487 min): BM050150.D\data.ms (-81) (-) m/z 45.05 100.00%

45.0
5000 A\¥
 RAREEEE R S
‘ 3.20 3.40 3.60 3.80
A 910 1368177.9 2209 2811 8%5. ., 43,00 20.76%
m/z--> 50 100 150 200 250 300 350
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 R B e e e
3.20 3.40 3.60 3.80
m/z 61.00 6.41%
\\‘U\“‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz—-> 50 100 150 200 250 300 350
Abundance #1091: R-(-)-1,2-propanediol
45.0
R S M BTV R
3.20 3.40 3.60 3.80
5000 m/z 44.00 6.31%
‘MMJ¢‘w“‘ S MN%WWWMM%AMWWWNMWMM
m/z--> 50 100 150 200 250 300 350
Abundance #10038: Ethane, 1,1-diethoxy- R RAEmE Ea R
45.0 3.20 3.40 3.60 3.80
m/z 42.00 2.76%
- W
‘ 103.0
m/z--> 50 100 150 200 250 300 350 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.863 4.91 ng 357968 1,4-Dichlorobenzene-d4 7.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Tetraglyme 222 C10H2205 000143-24-8 37
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 36
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 319 (4.863 min): BM050150.D\data.ms (-313) (-) m/z 43.00 100.00%

43.0
5000 AM
101.1 R R e e
‘ 4.60 4.80 5.00 5.20
e Ak 73O 12001520 1908 /.7 so 16 56 35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
m/z 101.10 21.02%
15.0 ‘ 101.0
\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #100836: Tetraglyme
59.0
A AEEEEEEE RS
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.12%
31.0
103.0
Ll | 1830 1770
ettt et
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #9501: n-Propyl t-butyl ether R T
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.99%
5000 101.0
29.0
S S
mlz--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 1-Phenoxypropan-2-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.316 2.15 ng 195276  Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 93
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 74
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Benzene, butoxy- 150 C10H140 001126-79-0 58
Abundance Scan 1416 (11.316 min): BM050150.D\data.ms (-1407) (- | m/z 94.00 100.00%
94.0
5000 ]\\\WVMANM
152.0 T T
450 h | | 2080 . 11.00 1150
0‘H‘HHMHmHMNMmwﬂ‘quuw‘mwuw‘uwuﬁ‘uuwu‘wuwﬁ m/z 77.00 24.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 — —
11.00 11.50
152.0 m/z 152.00 17.33%
45.0 ‘
1\5.‘0\\‘\\““\‘\“\\"‘\H\H“‘\H‘\‘\‘!\\“HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
4 A‘ A} — ‘/V\A‘A/\AA‘
11.00 11.50
5000 m/z 78.10 14.30%
450 152.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84780: Carbonic acid, neopentyl phenyl ester — —
94.0 11.00 11.50
m/z 108.10  13.04%
43.0
5000
s e
P T T e e e e e
miz--> 20 40 60 80 100120140160180200220240260280 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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.
17.633 2.27 ng 305819  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 86

Abundance Scan 2490 (17.633 min): BM050150.D\data.ms (-2486) (- = m/z 57.10 100.00%

57.1
5000
— —
9‘-1 1411 183.1 17.50 18.00
b b 18088 2462 8851 71 16 71.20%
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 L
17.50 18.00
9.0 m/z 43.10 66.02%
226.0
1\5\0‘\ ‘\““‘\“‘\“ \‘H‘\““ \“‘\"]‘\4}‘1‘9\1‘\8\3\()‘ T \‘\ L LA L e B
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
— —
17.50 18.00
5000 ITI/Z 85.10 52.13%
9.0
UL 14101830 2680
L B B e B B e L B AR
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane — —
57.0 17.50 18.00
m/z 41.05 34.25%
5000
‘ 9.0
41.
150 | | | “h“h“ | 141018302250 296.0

— —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.039 7.70 ng 1034870  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2559 (18.039 min): BM050150.D\data.ms (-2553) (- | m/z 73.00 100.00%
73.0

9

5000 129.0

2132
‘ 256.1 18.00
L

‘ 171
0 L A “ L L b 35680y 43.10 94.59%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

[

N
1

5000 129.0 T ‘
171.0 213.0 256.0 60.00
L \\h“‘\ M\‘Ml ‘\ i “ “ “‘ \‘ “‘ - “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid

73.0

D
o
3
~
N
-
*®
o
o
00
iy
[inY
w1
3

18.00
5000 ITI/Z 57.10 70.34%
129.0
29. 185.0 228.0

LM ‘HH“ u‘““ ‘ML ol “ — m‘\ , ‘\‘ \‘ — ‘\‘ R

m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid —
73.0 18.00

m/z 41.10 67.26%

5000 129.0
29. 171.0
‘ ‘ 214.0
m HH\ dm‘\ \‘\H mi ‘ h‘ I ‘ ‘\
el il L

m/z--> 50 100 150 200 250 300 350 18.00

I
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19

Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.327 2.69 ng 361043  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87

Abundance Scan 2608 (18.327 min): BM050150.D\data.ms (-2604) (- | m/z 57.10 100.00%
57.1
5000 W
— ——
9‘1 14101851 1 18.00 18.50
ol hh i) 14101831 23912821  355.1 m/z 71.10  73.07%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — ——
18.00 18.50
9.0 m/z 43.10 70.19%
\“\ ‘\“‘ “‘ \h‘\ h“ \H‘ \1\ “ “‘\1‘\8\3\(‘)2!2\5\\0‘ \2\8\2\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
— ——
18.00 18.50
5000 m/z 85.10 50.43%
\‘ Ll F | 141 0183.0 240.0
e A R o e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 18.00 18.50
m/z 41.10 32.45%
o M
L H | 141 0183.0225.0 281.0 337.0 394.
i “““‘“““‘“““““““““‘ — —
mlz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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, 3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.792 2.42 ng 325926  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 90
2 Docosane 310 C22H46 000629-97-0 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 80

Abundance Scan 2687 (18.792 min): BM050150.D\data.ms (-2683) (- | m/z 57.10 100.00%
57.1
5000 ﬂww\/ﬁkﬂAAAﬁﬂijva
‘ 91 18.50 19.00
41.1 1831 267.1 : ;
ob—d 1 u‘w“L L4 o 226 358 sz 71.10 63.38%
m/z--> 50 100 150 200 250 300 350
Abundance #107229: Pentadecane, 3-methyl-
57.0
5000 — —
18.50 19.00
%90 1970 m/z 43.10  45.25%
T 141.0
\\\‘\““\“H‘\h‘\“‘[!“\]\\“‘\‘\\\““\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
—— —
18.50 19.00
5000 m/z 85.10 40.81%
9.0
L Ly L) 14101830 2250 5670 3100
e e
m/z--> 50 100 150 200 250 300 350
Abundance #158599: Nonadecane — —
57.0 18.50 19.00
m/z 56.10 25.80%
5000
‘ 0 4410 e
U 183.0
50 4|1 100z | T
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.962 2.34 ng 314695 Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2716 (18.962 min): BM050150.D\data.ms (-2712) (- | m/z 57.10 100.00%
57.1
5000 M
—
| 71 1411 1832 2241 2743 19.00
b bk iy 27718322241 2743 3267 .. 7110 72.41%
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 T
19.00
m/z 43.10 66.32%
18.0 ‘L‘ 4L “\ ) 141.0 183.0 226.0
\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—
19.00
5000 m/z 85.10 49.92%
9.0
Ll i h\ ] }43 0.183.0 225.0 267.0 338.0
L T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane —
57.0 19.00
m/z 41.10 29.78%
5000
9.0
0l i u‘ | 14 9 183.0 240.0
el o LA B e e B —
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.315 5.95 ng 1266540  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 1-Nonadecene 266 C19H38 018435-45-5 51
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 1-Docosene 308 C22H44 001599-67-3 47
5 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 38
Abundance Scan 2776 (19.315 min): BM050150.D\data.ms (-2770) (- | m/z 57.10 100.00%
67.1
5000 129.0 W
185.1 2412 T U
‘ ‘ 2843 19.00 19.50
0. \“‘h}‘ iy ‘M“ W“\‘u“ ale ) e “‘ e ?5‘6‘ m/z 73.05 99.45%
m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 - S
30 19.00 19.50
185.0 p4q o 2040 m/z 43.10  99.12%
m}‘ﬂh“hl \““\‘ ‘L“\“‘ ‘\‘\‘ “\‘\‘ , Eamanae e
m/z--> 50 100 150 200 250 300 350
Abundance #155960: 1-Nonadecene
41.0
— ——
83.0 19.00 19.50
5000 ITI/Z 55.10 84.58%
Wi
L e e
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid “ —
73.0 19.00 19.50
m/z 59.95 74.18%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.256 3.17 ng 675391 Chrysene-di2 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2936 (20.256 min): BM050150.D\data.ms (-2933) (- | m/z 57.10 100.00%
57.1
5000 W\JM
‘ 2000 2050
168.1 218.1 . : )
obd M ww\‘w} by 5] 28713323 4290 hu 71.10  81.81%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 —— ——
20.00 20.50
m/z 85.10 67.04%
\\l‘\ ‘\" “ \“‘\”“ f“\“\F“I\S\g\()\‘\\zﬁ\o‘o\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane
57.0
—— —
20.00 20.50
5000 m/z 43.10 60.84%
113.0 169.0
T T ewso
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107219: Hexadecane — —
57.0 20.00 20.50
m/z 55.10 25.31%
5000
\‘ \‘ “ L “‘ J“ A |1u6\9 0 2260
A TR e e e S R —— ——
miz--> 0 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.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 Tritetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.215 4.77 ng 1015740  Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
4 Heptadecane 240 C17H36 000629-78-7 89
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3099 (21.215 min): BM050150.D\data.ms (-3096) (- | m/z 57.10 100.00%
57.1

5000
} 2100 21,50
71196 1 : :
0 mWluﬂh\ffwa 028103513 4749  w/z 71.10  75.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107216: Hexadecane
57.0
5000 — ——
21.00 21.50
m/z 43.10 60.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
—— —
21.00 21.50
5000 m/z 85.10 53.97%

‘ \ [127-0197.0 267.0337.0  463.0 533.0 604.

LB L B L B L B B R B N R N B N R e R
f [ T I I I I I I I I ]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester P P
43.0 21.00 21.50
m/z 55.10 32.13%

5000

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@50825\
Data File : BM@50150.D

Acqg On : 08 May 2025 17:19
Operator : RC/JU

Sample : Q1972-13

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.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|
(S)-(+)-1,2-Pro... 3.487 2.2 ng 158491 1  7.740 1458490 20.0
2-Pentanone, 4-... 4.863 4.9 ng 357968 1 7.740 1458490 20.0
1-Phenoxypropan... 11.316 2.1 ng 195276 2 10.534 1817550 20.0
Hexadecane 17.633 2.3 ng 305819 4 17.139 2688830 20.0
n-Hexadecanoic ... 18.039 7.7 ng 1034870 4 17.139 2688830 20.0
Eicosane 18.327 2.7 ng 361043 4 17.139 2688830 20.0
Pentadecane, 3-... 18.792 2.4 ng 325926 4 17.139 2688830 20.0
Tetracosane 18.962 2.3 ng 314695 4 17.139 2688830 20.0
Octadecanoic acid  19.315 6.0 ng 1266540 5 21.386 4256660 20.0
Heptadecane 20.256 3.2 ng 675391 5 21.386 4256660 20.0
Tritetracontane 21.215 4.8 ng 1015740 5 21.386 4256660 20.0
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