LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc . HW-STONE-2-0414

ALS vial : 8 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132901.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.963 480 489 499 rBV 1855169 2702004 25.98% 4.007%
2 5.369 552 558 561 rBvV 6808397 7818877 75.19% 11.595%
3 5.775 623 627 631 rVB 203580 193626 1.86% 0.287%
4 6.393 726 732 735 rBV 6951645 7959581 76.54% 11.804%
5 6.763 791 795 798 rBV 1923540 1462897 14.07% 2.169%

6 7.328 886 891 894 rBV 5408755 5079650 48.85%  7.533%
7 8.045 1010 1013 1016 rBV 2672476 1986899 19.11%  2.946%
8 9.128 1192 1197 1200 rBV 9943951 8683038 83.50% 12.876%
9 9.798 1308 1311 1315 rVB 2710620 2261403 21.75% 3.354%
10 10.516 1428 1433 1436 rBV 225584 188122 1.81% 0.279%

11 10.586 1441 1445 1448 rBV 5794432 5752249 55.31%
12 11.280 1560 1563 1567 rVB 2969087 2368076 22.77%
13 11.816 1640 1654 1659 rBV 537068 863795 8.31%
14 12.286 1726 1734 1745 rBV4 53646 194979 1.87%
15 12.604 1782 1788 1801 rVB 918227 1513680 14.56%

NO® B WO
N
o]
=
R

16 12.874 1829 1834 1837 rBV 9642765 10399136 100.00% 15.
17 13.286 1896 1904 1912 rBV2 117992 282444  2.72%
18 13.786 1984 1989 2004 rBV 387182 727744  7.00%

OwWpRERLrowu
(]
N
o]
R

19 13.916 2007 2011 2015 rBV 2622446 2300331 22.12% 411%
20 13.980 2017 2022 2026 rBV 143594 222960 2.14% 331%
21 14.104 2038 2043 2050 rVB 181149 180986 1.74%  ©.268%
22 14.410 2090 2095 2098 rBV 250314 269632 2.59% 0.400%
23 14.527 2111 2115 2119 rBV 122801 211409 2.03% 0.314%
24 14.710 2141 2146 2152 rVB 235964 245768 2.36% ©.364%
25 15.039 2197 2202 2205 rBV 241859 301832 2.90%  0.448%
26 15.074 2205 2208 2213 rVB2 82342 135084 1.30% ©.200%
27 15.345 2237 2254 2260 rBV 1806837 2424260 23.31%  3.595%
28 15.404 2260 2264 2270 rVB2 192497 257673 2.48% ©.382%
29 15.698 2309 2314 2326 rVB3 58159 127835 1.23% 0.190%
30 15.827 2330 2336 2341 rBV 128056 192694 1.85% 0.286%

31 16.310 2413 2418 2427 rVB 70123 125112 1.20% ©.186%

Sum of corrected areas: 67433776
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Apr 2023 15:23
¢ CG\JU
: 02362-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
BF132901.D

HW-STONE-2-0414

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF132901.D\data.ms
8000000
5.369 6.393
6000000 7.328
4000000
2000000 4.963 6.763
5.775
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF132901.D\data.ms
9.128 12.874
8000000
6000000 10.586
4000000
8.045 9.798 11.280
2000000
12.604
1051 11.816 JJ
o et s Ll 1028
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132901.D\data.ms
8000000
6000000
4000000
13.916
2000000 15.345
13508004 14.426:34.710 155050 15404 15866827 16310
0= T L By B B B B B B B B B H '\A'ﬁ’\‘\g/\\ T T a— I a— T
Time--> 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\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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.
4.963 36.94 ng 2702000 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 16
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 489 (4.963 min): BF132901.D\data.ms (-480) (-) m/z 43.05 100.00%

43.0
5000 59.1
T
‘ 630 1011 4.60 4.80 5.00 5.20
Otrrrrrrrrprrrr it et e e e Mz 59.18 46.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 58.10  19.30%
O \\\‘\f‘f.f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
e
4.60 4.80 5.00 5.20
5000 m/z 101.10 13.80%
58.0
L LR B oy e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A A REEaaREE o
43.0 4.60 4.80 5.00 5.20
m/z 41.05 7.50%
5000
101.0
oL 180 310 | %89 790 60 L
R Ea T L R e AARARRmm R e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc . HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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-methoxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.775 2.65 ng 193626 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 10
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 10
Abundance Scan 627 (5.775 min): BF132901.D\data.ms (-623) (-) m/z 43.05 100.00%
43.0 73.1
5000
R N
56.1 1001 1151 5.40 5.60 5.80 6.00
Obrrrrrrerrrepr bl b 880 SET L m/z 73.10 89.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 LI LA L L LA B R R
5.40 5.60 5.80 6.00
m/z 41.05 10.64%
150 290 | 560 67,0 100.0 115.0
0 H‘HH‘\H‘H\‘\H‘H‘H‘\H\‘HH‘\}H’HH“H\HHH’HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4994: Pentane, 3-methoxy-
73.0
e
5.40 5.60 5.80 6.00
5000 m/z 115.10 10.50%
45.0
29.0
0“_‘H_‘ﬁhu‘ﬁw‘w‘E%QH‘NM‘V‘H‘HH‘J‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10051: 3-Methoxy-3-methylbutanol A
73.0 5.40 5.60 5.80 6.00
m/z 39.10 6.83%
5000
41.0
103.0
. 56.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.816 7.30 ng 863795  Phenanthrene-di10 11.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 58
Abundance Scan 1654 (11.816 min): BF132901.D\data.ms (-1640) (- m/z 43.05 100.00%
43.0 ,73.0
5000
129.0
213.2 r U
‘ ‘ H‘l 1.1 157.2185.2 ‘ 256.3 11.50 12.00
Obrrrprrratt gl bl L b LT myz 73,05 95.65%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N T
11.50 12.00
167.01g5 92130  256.0 m/z 60.00 93.52%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 76.93%
199.0
s e
sl WALILEAA o L
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #92070: Tridecanoic acid - T
73.0 11.50 12.00
m/z 41.10 76.66%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol LU IR = -
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.604 13.16 ng 1513680  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1788 (12.604 min): BF132901.D\data.ms (-1782) (- m/z 43.10 100.00%
431
5000
— =
H ‘ 185 2 24135543 12.50 13.00
0 m‘; ““““‘ o el u\ o ““‘ m/z 60.00  81.52%
mfz--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
5000 = —
129.0 12.50 13.00
m/z 73.05 80.67%
29.0 185.0 541 284.0
O\\‘\‘ \Hm“\““\‘““‘“‘\“““““““““
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
= =
12.50 13.00
m/z 57.10 79.07%
5000 284.0 /
3.0 1290
il 185.0 2410
ol L H‘M‘wmJ“w_‘m‘_“““““3"7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #92063: Tridecanoic acid T ‘
73.0 12.50 13.00
m/z 55.05 77 .00%
5000 129.0
29. 171.0
m ‘ 214.0
o u\\ummuHmw_www
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc . HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.286 2.46 ng 282444  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1904 (13.286 min): BF132901.D\data.ms (-1896) (- m/z 57.10 100.00%
57.1
91 = —
13.00 13.50
41.0
- “M o ”‘ L4018332253 2821 m/z 71.e5 61.68%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 e A
13.00 13.50
m/z 43.10 60.14%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
—— —
13.00 13.50
5000 m/z 85.05 43,25%
15 | L 14101830225 026703090 3600
B e L manaEe S Sa
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- T T
57.0 13.00 13.50
m/z 55.10 23.23%
h \M\JJJ
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3850
i ““““ T T T T —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Carbonic acid, octadecyl pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.786 6.33 ng 727744  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
3 Octyl tetracosyl ether 467 C32H660 1000406-39-0 87
4 Docosyl octyl ether 438 C30H620 1000406-38-9 87
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 86
Abundance Scan 1989 (13.786 min): BF132901.D\data.ms (-1984) (- m/z 57.10 100.00%
57.1
F?O e e
13.50 14.00
ol ik, “h “ ““‘ L4412 1833 2393 2819 L/, 4310 75.54%
m/z--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — —
13.50 14.00
m/z 71.18  53.31%
0 T ‘L ‘1“ " H“ “ H 1‘” \%???\ 182\0 22\40 L \2\97‘.\0 LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— —
13.50 14.00
5000 ITI/Z 55.10 40.93%
7.0
oLl 2490 3020 2520 aeso
miz--> 50 100 150 200 250 300
Abundance #330749: Octyl tetracosyl ether T 7
57.0 13.50 14.00
m/z 41.05 40.15%
5000
97.0
gl Ll Lm0 w0 mso sy A
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.34 ng 269632  Chrysene-di2 13.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2095 (14.410 min): BF132901.D\data.ms (-2090) (- m/z 57.05 100.00%
57.0

2

5000
9.1
14.50
- u“““ Vg 25520072 2671 o 4310 61.65%
m/z--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 T

14.50
m/z 71.10 58.71%

| L L \\ | 141.0183.0225.0267.0309.0 367.0

O\\\‘\“\\\‘\\\““\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
—
14.50
5000 ITI/Z 85.10 43.69%
9.0
. e e e e A R
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —
57.0 14.50
m/z 41.10 20.71%
5000

9.0
| \ | F 1 141.0183.0225.0267.0 323.0 380.(

omn_ AL RBe R eao 00 2230 =2
miz—> 0 50 100 150 200 250 300 350 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

HW-STONE-2-0414

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 8 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.710 2.03 ng 245768  Perylene-di2 15.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2146 (14.710 min): BF132901.D\data.ms (-2141) (-} ' m/z 57.10 100.00%
57.1
—— —
‘ | ‘ 12 2070 ama1 14.50 15.00
ol—L4 ‘w““_‘wuJ‘mw_m‘m:_“3‘?5;‘2”‘ m/z 71.05 67.28%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 = =
14.50 15.00
m/z 43.10 64.28%
9.0
0 \‘ ‘ H\ I M‘ | 141 0183 0225.0 282.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
—— —
14.50 15.00
5000 m/z 85.10 43,95%
41.0
S LU ey w0
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 1 —
57.0 14.50 15.00
m/z 41.10 22.63%
B M
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc . HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.039 2.49 ng 301832  Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2202 (15.039 min): BF132901.D\data.ms (-2197) (-} | m/z 57.10 100.00%
57.1
15.00 |
41 1 207.1 .
- u‘u 1 H‘ Litpi ol 26013093 m/z 71.10  60.85%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— :
15.00
m/z 43.05 59.25%
ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
T \
15.00
5000 m/z 85.05 44 .81%
o150 Hh‘ i \\ | 141 ?;83 0225.0267.0309.0  380.0
B e L manaEe S Sa
m/z--> 50 100 150 200 250 300 350
Abundance #275552: Heneicosane, 11-pentyl- T ‘
43.0 15.00
m/z 55.10 22.77%
5000 5.0
224.0
127 0 295.0
b b Lify 27000 | s L
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 9
R.T. EstConc Area Relative to ISTD R.T.
15.404 2.13 ng 257673  Perylene-di2 15.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2264 (15.404 min): BF132901.D\data.ms (-2260) (- m/z 57.10 100.00%
57.1
15.50
141 2 183.2 :
ol 4 MH‘ Liri3555225:326710 3848 n/z 43.10  65.03%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 L
15.50
m/z 71.05 62.08%
oL ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
e
15.50
5000 m/z 85.10 43.97%
oLl L \ | % ‘1410183022502670 323.0 380.0
ey L e e e e E
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 15.50
m/z 55.10  26.35%
- m
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e H““‘““‘_“““““H“““‘ ——
m/z--> 50 100 150 200 250 300 350 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041823\
Data File : BF132901.D

Acqg On : 18 Apr 2023 15:23

Operator : CG\JU

Sample : 02362-03 :
Misc . HW-STONE-2-0414

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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-... 4.963 36.9 ng 2702000 1 6.763 1462900 20.0
2-Pentanone, 4-... 5.775 2.6 ng 193626 1 6.763 1462900 20.0
n-Hexadecanoic ... 11.816 7.3 ng 863795 4 11.280 2368080 20.0
Octadecanoic acid 12.604 13.2 ng 1513680 5 13.916 2300330 20.0
Octacosane 13.286 2.5 ng 282444 5 13.916 2300330 20.0
Carbonic acid, ... 13.786 6.3 ng 727744 5 13.916 2300330 20.0
Hexacosane 14.410 2.3 ng 269632 5 13.916 2300330 20.0
Eicosane 14.710 2.0 ng 245768 6 15.345 2424260 20.0
Heptacosane 15.039 2.5 ng 301832 6 15.345 2424260 20.0
Heptadecane 15.404 2.1 ng 257673 6 15.345 2424260 20.0
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