LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc :

ALS vial : 5 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138281.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 10 16 21 rVB 3032966 3799896 55.41% 6.657%
2 3.393 219 222 236 rBvV 46075 96697 1.41% 0.169%
3 5.104 510 513 519 rVB 260246 309109 4.51% 0.542%
4 5.504 576 581 585 rBV 4967440 5517168 80.45% 9.666%
5 6.516 747 753 756 rBV 4832790 5541960 80.81% 9.709%

6 6.881 812 815 819 rBV 1843828 1515594 22.10%
7 7.445 906 911 0914 rBV 3874676 3671119 53.53%
8 7.692 950 953 957 rBV 199132 160510 2.34%
9 8.163 1029 1033 1036 rBV 2565096 1991561 29.04%

8.475 1083 1086 1096 rBV 168059 215149 3.14%

OQwWooanN
N
(o]
iy
R

11 9.239 1212 1216 1219 rBV 7739914 6858139 100.00% 12.
12 9.916 1328 1331 1335 rBV 2669050 2167798 31.61%
13 10.010 1343 1347 1356 rVB2 69161 105927 1.54%
14 10.704 1461 1465 1468 rBV 4102844 3583181 52.25%
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15 11.404 1580 1584 1587 rBV 2110208 1850166 26.98% 241%
16 11.927 1668 1673 1678 rBV 535835 545512  7.95% ©.956%
17 12.027 1682 1690 1696 rBvV2 153386 378624 5.52% ©0.663%
18 12.710 1802 1806 1819 rBV2 159630 215461 3.14% ©.377%
19 12.839 1819 1828 1834 rBV 291327 612275 8.93% 1.073%
20 12.986 1849 1853 1857 rBV 5631218 5249036 76.54% 9.196%
21 13.474 1929 1936 1943 rBV 302713 555915 8.11% ©.974%
22 13.557 1946 1950 1953 rVB2 80901 102285 1.49% 0.179%
23 13.880 2001 2005 2009 rBV 283215 339999 4.96%  0.596%
24 13.998 2021 2025 2028 rBV 251160 339082 4.94%  ©.594%
25 14.039 2028 2032 2038 rVB 1588302 1412473 20.60% 2.475%

26 14.198 2055 2059 2065 rVB 634353 733058 10.69%
27 14.457 2100 2103 2107 rBV 220842 283763  4.14%
28 14.510 2107 2112 2117 rVB 1006965 1168115 17.03%
29 14.821 2158 2165 2171 rBV 1077272 1333376 19.44%
30 14.898 2174 2178 2186 rBV 178545 287963  4.20%
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31 15.163 2217 2223 2233 rVB 1128561 1374482 20.04%
32 15.392 2256 2262 2267 rBV3 119561 230872 3.37%
33 15.510 2277 2282 2285 rBV 1122196 1384541 20.19%
34 15.545 2285 2288 2299 rVB 785719 1118050 16.30%
35 15.992 2358 2364 2378 rVB 550848 920673 13.42%
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36 16.504 2445 2451 2460 rBV 307773 569722 8.31% 0.998%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.110 2548 2554 2563 rVB 163200 333871 4.87% ©.585%
38 17.827 2670 2676 2687 rVB2 81844 206896 3.02% ©.362%

Sum of corrected areas: 57080018
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138281.D\data.ms
7000000
6000000
5000000 5.504 6.516

4000000 7.445
30000007181

2000000

1000000

3.393 5.104

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

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138281.D\data.ms
9.239

7000000
6000000 12.986

5000000

10.704
4000000

3000000 8.163 9.916

11.404
2000000

1000000 11027
: 12.027 3239
. 8.475 § 010 (_¥7 129 124859

— L — T P — P == — =
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: BF138281.D\data.ms

7000000
6000000
5000000
4000000
3000000

2000000 14.039

14.510 14.821 15.163 15.510
1000000 14.198 15,545 15.992

L3]/§§\57 13.88998 | 14.457 898 || 1539 f 16.504 17.110 17.827

0 \ =

‘ T T ‘ 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\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 50.14 ng 3799900 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance  Scan 16 (2.181 min): BF138281.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000 A
43.0
87'1 \H‘HH‘HH‘HH‘HH‘HH
9.0 ‘ 2.202.302.402.502.60
O 220 L 200 L m/z 43.e5  34.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRERRRRRRRRRRRRRE)
43.0 2.202.302.402.502.60
87.0 m/z 87.10  25.95%
29.0
0 | mo ||
O \‘H\\‘HH‘!\!\‘\!\!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SR
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.00%
27.0
0 H ‘m | ‘\‘ I | 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A ARAEaRaEnamIoE
73.0 2.202.302.402.502.60
m/z 71.10 11.23%
5000 43.0
58.0
29.0 ‘ 87‘-0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘HM‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 15
R.T. EstConc Area Relative to ISTD R.T.
5.104 4.08 ng 309109 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 513 (5.104 min): BF138281.D\data.ms (-510) (-) m/z 43.00 100.00%
3.0
5000
101.1 D A RARRNEESS
‘ 4.80 5.00 5.20 5.40
Ol OO 2068 n/z 59,00 53.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R B R
4.80 5.00 5.20 5.40
m/z 101.05 19.25%
101.0
O\\\\‘\“\H\\“H}\\‘;‘\7\-\0\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A RRREE
4.80 5.00 5.20 5.40
5000 m/z 57.95 16.63%
0 I \‘H 12\60
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime AT
43.0 4.80 5.00 5.20 5.40
m/z 41.05 7.85%
5000
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 20
R.T. EstConc Area Relative to ISTD R.T.
8.475 2.16 ng 215149 Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1086 (8.475 min): BF138281.D\data.ms (-1083) (-) m/z 94.00 100.00%
94.0
5000

 ARBAREEREE SR

45.1 h 1100 1521 8.20 8.40 8.60 8.80
0‘“_“WJNLW‘H“HuL_“W“H“H“H“_“w“u m/z 76.95  23.42%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #30117: 1-Phenoxypropan-2-ol

94.0
5000 LA L B I B R R
8.20 8.40 8.60 8.80
152.0 m/z 152.05 16.33%
45.0
| \\‘ \‘ ‘ ‘119 0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
\\\‘\\\\’\\\\‘\\\\‘/\\\\\
8.20 8.40 8.60 8.80
5000 m/z 78.00 15.25%
45.0 1520
0 erol Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester A RmmalEEEE R
94.0 8.20 8.40 8.60 8.80
m/z 108.00  14.33%
43.0
5000
0 \H T 1210 1490 1930 o
‘H“H“H"_"w‘H“H“_“w“u“u“u“_“‘ A s
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.928 5.90 ng 545512  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1673 (11.927 min): BF138281.D\data.ms (-1668) (- m/z 73.00 100.00%
5000 128.9 k
213.2 .
| ‘171-1 ‘ 256.1 ‘ 12.00
b8P bt L L b B a3 e 82.00%
miz-> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 i '
213.0 12!00
171.0 m/Z 59.95 82.30%
e
0 ”}“H\‘M ‘\‘L‘ T \“ \‘\““ \‘\‘\ T “\ L B B
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
=
12.00
5000 129.0 m/z 57.05 68.47%
29. 1850 541 284.0
0 WL R R A B
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —
73.0 12.00
m/z 55.10 67.58%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.028 4.09 ng 378624  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 1690 (12.027 min): BF138281.D\data.ms (-1682) (- m/z 57.05 100.00%
57.0

=

5000
12.00 |
7.1 '
o‘Hm«ffw%ﬁ?:‘l“ﬁ‘?%ﬁ’”wHH‘HHw‘_m_wm m/z 71.e5 72.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 I :
12.00
m/z 43.05 64.88%
LS e
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262017: Heptadecane, 9-octyl-
57.0
U
12.00
5000 ITI/Z 85.05 54.30%
7.0 239.0
308.0
O‘H"HLﬂuHﬁmm,uJ‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane 7 ‘
57.0 12.00
m/z 55.05 19.96%
5000 jk’
ol | 1 | }27:0197.0 267.0337.0407.0 491.0562.0
P S T T T T —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.710 2.33 ng 215461  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 1806 (12.710 min): BF138281.D\data.ms (-1802) (- m/z 73.00 100.00%

43.1 73.0
5000 .

. T
12.50 13.00

0 m/z 43.10 94.28%

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0

5000

0,
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
e P
12.50 13.00
5000 129.0 m/z 57.10 78.44%
‘ 199.0 92420
oL “\‘ H HH“‘ HhH\ ‘M‘\ u‘\ ““1‘61"0;“ ‘i N “\‘ N
m/z--> 150 200 250
Abundance i i

#143508: n-Hexadecanoic acid = T
43.0 73.0 12.50 13.00

256.0
m/z 55.00 70.78%

5000
129.0
213.0
H ‘ 171.0 ‘
\H“ M‘H\ HM‘ I ‘ ‘ wl Ll ‘

o fH gy L Pt e e
miz--> 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.839 8.67 ng 612275  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91
Abundance Scan 1828 (12.839 min): BF138281.D\data.ms (-1819) (- m/z 57.05 100.00%
57.0
- —
‘ ‘ 20‘2 0 12.50 13.00
— J W3 L 26703093 366 71 05 74.63%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 = s
12.50 13.00
m/z 43.10 63.25%
01\5 \d\ “‘\ “U‘ \h‘\ h“ \“‘ \}\4“ ‘9\ 1;8\3\0‘ \22\5\(\) T \29\6‘ (\)\ B
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
— —
12.50 13.00
5000 m/z 85.10 53.22%
Ll \w\ 00202670 80
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane — —
57.0 12.50 13.00
m/z 41.05 23.27%
h Jj\\/L
0
bt L L Q100250 220 el e
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF061224.M Mon Jun 24 07:04:26 2024 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\

BF138281.D
: 21 Jun 2024 12:54
: CG\JU
. P2976-01
: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Hexacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.475 7.87 ng 555915 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1936 (13.474 min): BF138281.D\data.ms (-1929) (- m/z 57.05 100.00%
57.0
——
‘ ‘ 1691 2252 13.50
oL L] H‘_m_m_‘2‘95_1”‘_”‘_” m/z 71.85 68.79%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 T
13.50
m/z 43.10 57.07%
13.
O ‘ ‘ il | Ih\ ]\.‘ h\ \‘ il 1\69 o 225 0 295 0 367 0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
——
13.50
5000 m/z 85.05 50.77%
0 )| m‘h h\ n‘ ! \6\9\0‘2250 281.0 337.0 42|2'(
e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane ™
57.0 13.50
m/z 55.05 22.22%
0 ‘ ‘ h\ h ul \\ | 1690 225.0 296.0
““_“““‘““‘_“““H““‘_“““‘ ——
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF061224.M Mon Jun 24 07:04:26 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.81 ng 339999 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 86
Abundance Scan 2005 (13.880 min): BF138281.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
9.1 — —
‘ || 1910183 2005 2 13.50 14.00
oAb 4L 134 uH““““‘2‘95_1‘3‘49‘9”‘ m/z 71.05 69.93%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — e
13.50 14.00
m/z 43.05 64.32%
Ol\ \d\ ‘ H‘ \h‘\ h“ \“‘ \%%%‘9%8\3\0‘2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
— —
13.50 14.00
5000 m/z 85.10 52.90%
9.0
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 13.50 14.00
m/z 55.05 23.40%
- w
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e ‘ A A T e — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF061224.M Mon Jun 24 07:04:27 2024 Page: 12



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
BF138281.D
: 21 Jun 2024 12:54

Operator : CG\JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. P2976-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 10 Docosane, 9-butyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.198 10.38 ng 733058  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2059 (14.198 min): BF138281.D\data.ms (-2055) (- m/z 57.05 100.00%
57.0
9.0 == =
‘ Ll 4111831 2302 14.00 1450
b dd L4 [ T70 1881 2392 20513374 0 7110 69.03%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 = S
14.00 14.50
99.0 m/z 43.10 61.44%
ol L L] i) 14201830 2250 267.0 3090 367.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275540: Docosane, 9-butyl-
43.0
— =
14.00 14.50
5000 50 m/z 85.10 51.33%
182.0
127.0 2520 309.0
ol N‘!‘ 0 R O e -2 X¢
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- = =
57.0 14.00 14.50
m/z 55.00 22.74%
5000
99.0
ol Ll 14101830 2390 58103930
s A Bt S e — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF061224.M Mon Jun 24 07:04:28 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.457 4.02 ng 283763  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 92
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2103 (14.457 min): BF138281.D\data.ms (-2100) (- m/z 57.10 100.00%
57.1
99.0 Lo
14.50
b ‘ A J ““‘u‘“‘ L1410 1832 2253 2810 323, ., 7110  69.86%
miz--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
5000 L
14.50
m/z 43.05 61.24%
. 1L 1% a0 1m0 20
L ‘ L T ‘ T LI ‘ T LI ‘ T L ‘ L ’ T T T
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
=
14.50
5000 m/z 85.10 50.47%
99.0
0 T A ‘H\ i H‘ 1 ;4;0 183.0 268.0
A e e e o SR
miz--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- =
57.0 14.50
m/z 55.00  21.82%
5000
113.0 83.0
m/z--> 50 100 150 200 250 300 14.50

8270-BF061224.M Mon Jun 24 07:04:29 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tricosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.510 16.54 ng 1168120  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2112 (14.510 min): BF138281.D\data.ms (-2107) (-} | m/z 57.10 100.00%
57.1

%—

5000
9.0
‘ 111 1183.2225.2 40
o‘uM‘JMWM‘“m‘Jp““““‘?§7??P9??5}3‘397 m/z 71.10 72.31%
miz--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
5000 L

14.50
m/z 43.10 60.52%

10 324.0
| \ H 183.0 225.0267.0
O\“\‘\“\h‘\“\“\\“‘\‘\\‘\“\‘\‘\‘\“\‘\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #229650: Heptadecane, 9-hexyl-
43.0
e ‘
14.50
5000 5.0 ITI/Z 85.10 55.81%
210.0
127.0
ol LA 01890 | 2670 330
m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl- = ‘
43.0 14.50
m/z 55.10 22.90%
5000 5.0
127. 196.0
o LT | om0 AL
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF061224.M Mon Jun 24 07:04:30 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.821 19.26 ng 1333380  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 2165 (14.821 min): BF138281.D\data.ms (-2158) (- m/z 57.10 100.00%
57.1
= =
‘ ‘ ‘ %4 183.2225 2 14.50 15.00
0 Hw‘_u““u“ L stroee226l.l 32343658 /7 71.10  72.67%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 = P
14.50 15.00
m/z 43.05 61.16%
| | ‘ | 141018309250 2820
O\“\“\H‘\“\h‘\“\\““\“\\‘\‘\\\1‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
= s
14.50 15.00
5000 5.0 ITI/Z 85.05 55.03%
127.0 1950
oL LLLu PO | iam0zm00
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl- = =
43.0 14.50 15.00
m/z 55.05 23.40%
5000 5.0
238.0 281.0
oH"MH?K?%??E"‘H‘u‘_‘\\ 32203650 ) Ui,
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF061224.M Mon Jun 24 07:04:31 2024 Page: 16



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
BF138281.D
: 21 Jun 2024 12:54

Operator : CG\JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. P2976-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 14 Octadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.898 4.6 ng 28793  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 Coota2 000112-95-8 94

2 Octadecane 254 C18H38 000593-45-3 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H99 007098-22-8 91
Abundance Scan 2178 (14.898 min): BF138281.D\data.ms (-2174) (- m/z 57.10 100.00%
57.1
‘ 9.0 - o
14.50 15.00
141.0
oLl b \““‘N““L Lidinn, 3071 2540 saa m/z 71.85 69.58%
mi/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 = =
14.50 15.00
m/z 43.05 55.76%
.0
0 \‘ “ ‘H\ I M‘ | ]‘\'4;(\) 1‘8302250 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
- 7
14.50 15.00
5000 m/z 69.05 53.61%
9.0
||| ]] 14101830 2540
bbb e S
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane - —
57.0 14.50 15.00
m/z 85.10 51.11%
5000
9.0
oLl Ll 141018302250 2810 337.0 394.
e e e L e e e e e = =
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF061224.M Mon Jun 24 07:04:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54

Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 15 Nonadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.163 19.85 ng 1374480  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane 282 C20H42 000112-95-8 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91

Abundance Scan 2223 (15.163 min): BF138281.D\data.ms (-2217) (- m/z 57.10 100.00%

57.1
5000

I T
iy H 14111832025 2267.3 323.2 1590 1559
oL dddh L) 340183:22252067.3 323.2365.4408. 71 10 71.89%
miz-> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
5000 T T T T
15.00 1550

m/z 43.10 58.77%

0 Iy “\ I H‘ I 141 0183 0 268.0
T T ‘ T \ \ ‘ \ T ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane

57.0

15.00 15.50
5000 m/z 85.05 53.84%
0 ‘ \L\ Hh\ \h\ “ h‘ ]W4\]"91783.0225.0267'0309'0 367.0
R B R R e e R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane R e
57.0 15.00 15.50

m/z 55.05  22.24%

| W W”\J%d 183.0225.0 2820 :

oL e e — -~
miz--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF061224.M Mon Jun 24 07:04:33 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octadecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.392 3.34 ng 230872  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
2 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 81
3 Hexacosane 366 C26H54 000630-01-3 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 74
Abundance Scan 2262 (15.392 min): BF138281.D\data.ms (-2256) (- m/z 57.05 100.00%
57.0
- M
s o
252.1 15.00 15.50
141.0 . : :
ol i “‘ LCE0A8, 8091 87O gies  71.68%
miz--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-
57.0
5000 - o
15.00 15.50
m/z 43.10 60.48%
155.0
OLS.J ‘\““\“}‘ “ ‘\‘\‘\ \“‘\‘f\]_\g7‘9\\2\5“3\9\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo-
57.0
5 =
15.00 15.50
5000 m/z 85.10 53.84%
9.0
155
ol 5 \\ | | 1°P0197.003902810 370
il “““‘“““““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7o T
57.0 15.00 15.50
m/z 55.00 22.72%
) M
ol ‘L‘ L M | 141-01830225.0267.03000 367.0
e T T — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF061224.M Mon Jun 24 07:04:34 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.992 13.30 ng 920673  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2364 (15.992 min): BF138281.D\data.ms (-2358) (- m/z 57.10 100.00%

57.1
5000
16.00
41.0183.1 .
o“‘M«Nuhw‘hﬁ“‘u‘u‘??ﬁg‘“?9??“3§¥439%- m/z 71.10 72.98%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 T

16.00
m/z 43.10 59.85%

m“\\\ 101830 2540

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane

o
o €
! g
o T

16.00
5000 m/z 85.10 52.41%
9.0
0 \‘L\N‘MH M14}91830225026703090 367.0
A T T T
miz--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl- —
57.0 16.00
m/z 55.00 20.42%
5000
90 1540
ol b hbi . aerezssozero -
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF061224.M Mon Jun 24 07:04:35 2024 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.504 8.23 ng 569722  Perylene-d12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2451 (16.504 min): BF138281.D\data.ms (-2445) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.110 4.82 ng 333871 Perylene-d12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2554 (17.110 min): BF138281.D\data.ms (-2548) (-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.827 2.99 ng 206896  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2676 (17.827 min): BF138281.D\data.ms (-2670) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138281.D

Acqg On : 21 Jun 2024 12:54
Operator : CG\JU

Sample : P2976-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.181 50.1 ng 3799900 1 6.881 1515590 20.0
2-Pentanone, 4-... 5.104 4.1 ng 309109 1 6.881 1515590 20.0
1-Phenoxypropan... 8.475 2.2 ng 215149 2 8.163 1991560 20.0
n-Hexadecanoic ... 11.928 5.9 ng 545512 4 11.404 1850170 20.0
Heneicosane 12.028 4.1 ng 378624 4 11.404 1850170 20.0
Octadecanoic acid 12.71e 2.3 ng 215461 4 11.404 1850170 20.0
Tetracosane 12.839 8.7 ng 612275 5 14.039 1412470 20.0
Hexacosane 13.475 7.9 ng 555915 5 14.039 1412470 20.0
Pentadecane 13.880 4.8 ng 339999 5 14.039 1412470 20.0
Docosane, 9-butyl- 14.198 10.4 ng 733058 5 14.039 1412470 20.0
Heptadecane 14.457 4.0 ng 283763 5 14.039 1412470 20.0
Tricosane 14.510 16.5 ng 1168120 5 14.039 1412470 20.0
Eicosane 14.821 19.3 ng 1333380 6 15.510 1384540 20.0
Octadecane 14.898 4.2 ng 287963 6 15.510 1384540 20.0
Nonadecane 15.163 19.9 ng 1374480 6 15.510 1384540 20.0
Octadecane, 1-i... 15.392 3.3 ng 230872 6 15.510 1384540 20.0
Eicosane, 10-me... 15.992 13.3 ng 920673 6 15.510 1384540 20.0
Octacosane, 2-m... 16.504 8.2 ng 569722 6 15.510 1384540 20.0
Pentacosane 17.110 4.8 ng 333871 6 15.510 1384540 20.0
Tetratetracontane  17.827 3.0 ng 206896 6 15.510 1384540 20.0
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