LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc :

ALS vial : 4 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_ P\Methods\8270E-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20522.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 25 rVB 2369577 3192010 30.85% 3.665%
2 4.928 321 330 339 rBvV 423685 602217 5.82% 0.691%
3 5.375 398 406 420 rBV 2745425 4098823 39.61% 4.706%
4 6.469 586 592 598 rVvB 102982 162006 1.57% 0.186%
5 6.928 662 670 680 rBV 2908051 4494838 43.44% 5.161%

7.763 805 812 819 rBV 991883 1533654 14.82%
8.905 999 1006 1016 rVB 1985937 3082600 29.79%
9.852 1162 1167 1175 rVB2 99064 192147 1.86%
10.310 1235 1245 1253 rBV2 81418 150638 1.46%
10 10.534 1274 1283 1292 rBV 1204632 2131996 20.60%
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N
N
e
R

11 11.275 1402 1409 1422 rBV 60296 128163 1.24%
12 13.004 1696 1703 1712 rBV 4554498 7105276 68.66%
13 14.298 1918 1923 1927 rBV 165666 232122 2.24%
14 14.387 1932 1938 1949 rVV 1670840 2952921 28.54%
15 14.822 2008 2012 2016 rBv4 92448 162816 1.57%
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N
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B

16 14.934 2027 2031 2037 rBV3 208786 317945 3.07%
17 15.275 2084 2089 2093 rBV 943309 1169337 11.30%
18 15.687 2152 2159 2163 rBV 622798 1378692 13.32%
19 15.734 2164 2167 2169 rBV4 242296 340673 3.29%
20 15.792 2171 2177 2178 rBV2 1136113 1838649 17.77%

NORRLROO
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w
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21 15.904 2191 2196 2207 rVB 3129968 5099679 49.28%
22 16.151 2233 2238 2241 rBV 1934819 2961259 28.62%
23 16.975 2374 2378 2382 rBV 2485238 2981503 28.81%
24 17.028 2384 2387 2397 rVB 1056022 1748037 16.89%
25 17.198 2411 2416 2423 rVB 1979638 3052469 29.50%

W WwWU
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N
w
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26 17.739 2504 2508 2514 rBV 2348273 2861810 27.65%
27 18.151 2574 2578 2583 rVB 1410349 2064339 19.95%
28 18.457 2626 2630 2638 rVB 1642906 2630155 25.42%
29 19.116 2738 2742 2749 rVB 1079066 1675821 16.19%
30 19.481 2797 2804 2817 rVB 2783203 5130862 49.58%

Uk WN W
[
N
[
R

31 19.722 2843 2845 2851 rVB 543248 649362  6.28%
32 19.922 2874 2879 2892 rVB 6448032 10348382 100.00% 11.
33 20.286 2938 2941 2946 rVB 279920 347077 3.35%
34 20.728 3012 3016 3023 rVB 250778 409534  3.96%
35 21.339 3115 3120 3132 rVB2 568759 1089450 10.53%
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36 21.651 3167 3173 3181 rVB2 2126494 3538260 34.19%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 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_P\Methods\8270E-BP052924 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.292 3278 3282 3296 rVB 337775 686394 6.63% 0.788%
38 23.251 3439 3445 3453 rBV2 282993 622392 6.01% ©.715%
39 24.998 3733 3742 3755 rVB 1480190 3934791 38.02% 4.518%

Sum of corrected areas: 87099099
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
BP020522.D

: 05 Jun 2024 18:17

: MA/JU

. P2701-01

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

6000000

5000000

4000000

2000000

1000000

Abundance TIC: BP020522.D\data.ms
7000000

3000000 5.375 6.928

040
8.905

7763 10.534
4.928
6.469 9.85210.31 11.275

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

6000000

5000000

4000000

3000000

2000000

1000000

Abundance TIC: BP020522.D\data.ms
7000000 19.922

B.004

20.2860 728 21330

L R R e e NS

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

Time-->

6000000

5000000

4000000

3000000

1000000

Abundance TIC: BP020522.D\data.ms
7000000

2000000 24.998

23.251
—\

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

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_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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.
3.040 41.63 ng 3192010 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance Scan 9 (3.040 min): BP020522.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000

3.103.203.303.40

ob dill 134920112501 345140644664526.1 /) 23.05  33.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T[Tt
3.103.203.303.40
‘ m/z 55.10 27.93%
OJA‘WJ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R Aamnamnaurae e
3.103.203.303.40
5000 ITI/Z 87.05 26.15%
om“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RaE e R
73.0 3.103.203.303.40
m/z 41.05 12.41%
5000
olsf'ml, e eaum——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.928 7.85 ng 602217 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 32

000540-88-5 28
000057-71-6 16

4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
5 2,3-Butanedione, monooxime 101 C4H7NO2

Abundance Scan 330 (4.928 min): BP020522.D\data.ms (-321) (-) m/z 43.00 100.00%

43.0

5000

SECUNESES LSNPS,
| 10b. 4.60 4.80 5.00 5.20
ol AhaR82 2069 2808 3968 47175357 sz s59.16  54.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T T T
4.60 4.80 5.00 5.20
m/z 101.00 18.49%
102.0
O \JHIV‘%[\\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R R Rl
4.60 4.80 5.00 5.20
5000 ITI/Z 58.00 16.35%
0‘m‘mmmh‘u‘_‘HW‘H‘HH‘H‘W‘HW‘H‘_H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5056: Propane, 1-ethoxy-2-methyl- T R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.89%
5000
o‘HJ“wwmH‘w,‘HWm_m‘uwawuw e BRRSaasstesrtossh

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Tridecane, 1-bromo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.934 2.15 ng 317945  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-bromo- 262 C13H27Br 000765-09-3 64
2 1-Bromodocosane 388 C22H45Br 006938-66-5 50
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 38
4 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 38
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 35
Abundance Scan 2031 (14.934 min): BP020522.D\data.ms (-2027) (- m/z 57.10 100.00%
57.1
o J
137.1 T
” }} ‘ 2669 354.9 1500
0 bitd “Mmu_m 09 3549 43794987 _ m/z 83.10  84.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #150339: Tridecane, 1-bromo-
57.0
135.0
5000 T
15.00
m/z 43.10 83.05%
0 \‘ L 1] 193.0 262.0
‘\\1‘1!\‘f\\1‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #294053: 1-Bromodocosane
57.0
——
15.00
5000 135.0 ITI/Z 55.00 72.04%
m 1970  309.0
oL L2 T 3880
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158602: Tridecane, 7-hexyl- —
57.0 15.00
m/z 71.10 65.06%
5000
182.0
0 | 11240 | 2400
R A Rasas e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00

8270E-BP052924.M Thu Jun 06 11:48:19 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 4 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15275 7.92ng 1169340  Acenaphthene-d1e 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 206 Cl6M34 000544-76-3 92

000629-50-5 86
1000382-54-3 86
000629-92-5 86
055045-08-4 80

2 Tridecane 184 C13H28
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403
4 Nonadecane 268 C19H40
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34

Abundance Scan 2089 (15.275 min): BP020522.D\data.ms (-2084) (- m/z 57.10 100.00%
7.1

5
5000

——
1271 2062 15.00 1550
ol ALl fIE]L 2062 280.1 3551 4605 5355 ./, 43.10  69.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0

5000

T
15.00 15.50
m/z 71.10 58.48%

. LLsero 2290
‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59028: Tridecane

57.0

—
15.00 15.50
5000 m/z 85.10  41.13%

184.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #277469: Carbonic acid, eicosyl vinyl ester —
57.0 15.00 15.50
m/z 41.10 34.57%

- ¢NNAwwuqu&J\ﬁMMW/b/

ol .m“ﬂﬁ’?m&o 252.0 325.0
AT 1880 2520 8250

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

BP020522.D
: 05 Jun 2024 18:17
: MA/JU
. P2701-01
: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 5 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.687  9.34ng 1378630 Acenaphthene-d1e 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-06-0 94

2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 76
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
4 Heptacosane 380 C27H56 000593-49-7 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 2159 (15.687 min): BP020522.D\data.ms (-2152) (- m/z 57.10 100.00%

57.1
5000

T —
15.50 16.00

127.1
"N ﬂ‘" £ 2052 2819340.74008463.95213 1/, 7110  47.20%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T U
15.50 16.00

m/z 43.10 47.16%

O‘fj“P-f7.0‘211.0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59062: Undecane, 3,5-dimethyl-
57.0

T —
15.50 16.00

5000 m/z 41.10 25.94%

‘ Jl i 15\5.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 15.50 16.00

m/z 85.10  25.54%

B M
| ‘\ || 1410

B I T —
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BP052924.M Thu Jun 06 11:48:22 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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.
15.734 2.31 ng 340673  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 60
2 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 60
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 46
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 38
5 1-Heptadecene 238 C17H34 006765-39-5 38

Abundance Scan 2167 (15.734 min): BP020522.D\data.ms (-2164) (- m/z 57.10 100.00%

57.1
5000
29.1

— —
’ | 24‘12 15.50 16.00
0l ALl “H wpelibionl . 2979 3852 4712 8397 ... 4310  96.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— e
15.50 16.00

m/z 55.10 90.82%

‘ ‘ 1850  284.0

\\"\H[ “‘h\“\hl\“‘\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alp
55.0

15.50 16.00

o

5000 m/z 41.10 78.88%
167.0
A1 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate —— ——
57.0 15.50 16.00

m/z 69.10 74.99%

5000
1

}h bl 23?0

LR N ¥ 8 O e e
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
: BPO20522.D
: 05 Jun 2024 18:17
: MA/JU
. P2701-01
Sample Multiplier: 1

4

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tetradecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.793 12.05 ng 1838650  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2177 (15.792 min): BP020522.D\data.ms (-2171) (- m/z 43.10 100.00%

43.1
5000 129.1
241.2 I ——
H | \ 15.50 16.00
ol MMk L L m“‘?"1‘4‘9?7‘39”4‘5‘1‘4‘ 5202 m/z 73.00  99.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — S—
185.0 15.50 16.00
H m/z 60.00 85.81%
0f| \’\I‘IM‘\MT‘\\\\\\“\‘\L\H\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —
15.50 16.00
5000 ITI/Z 57.10 83.91%

L 228.0
o+ HMMM\A \

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0 15.50 16.00

m/z 55.10  82.24%

3

5000 284.0

%

‘ 129.0
il

y 372.0
0 "m‘“‘H‘Mﬂf\“m‘wuwm_m_m_m_m_

T T
50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

m/z-->

8270E-BP052924.M Thu Jun 06 11:48:24 2024 Page: 10



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

Data File : BP©20522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 Heptadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.151 19.40 ng 2961260  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 95
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2238 (16.151 min): BP020522.D\data.ms (-2233) (- m/z 57.10 100.00%

57.1
5000

—
271 w0s 16.00 16.50
e b 2108 8317 416.0477.0537.6 /7 43.10  67.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0

5000

o

T
16.00 16.50
m/z 71.10 62.40%

‘\\“\‘f“\'!J‘\F‘A\Z;‘o“\‘\\‘\’\2\?}0’.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0

T
16.00 16.50
5000 m/z 85.10 42.13%

L gzns o0
| i | -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

o

Abundance #158600: Nonadecane T ——
57.0 16.00 16.50

m/z 41.10 32.57%

- /V/N\«N/bﬂﬁ\yﬁmﬂ“JﬁAA
AR D N A —— SRS ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BP052924.M Thu Jun 06 11:48:28 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.975 19.54 ng 2981500  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2378 (16.975 min): BP020522.D\data.ms (-2374) (- m/z 57.10 100.00%
57.1

F

5000
1 71 17.00
obAbLL{P] ] 19622543 341039934500 548 /. 43,16  65.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 T

17.00
m/z 71.10 63.15%

1L B0 10602540

O‘\\\l\‘\Y!\‘\‘\\1‘\1\\“f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
—
17.00
5000 ITI/Z 85.10 44 .47%
0 A 1 | 127.0 226.0
‘H‘“H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘H‘H‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane 7
57.0 17.00
m/z 41.10 31.14%
5000

e o
L 1

O‘H‘W‘H‘Mmemuw‘u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

-
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

Data File : BP©20522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 10 Dodecane, 2-methyl-6-propyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.028 11.45 ng 1748040  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 83
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 74
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 74
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 2387 (17.028 min): BP020522.D\data.ms (-2384) (- m/z 57.10 100.00%
57.1

%

5000
17.00
0\,m~1?\722563‘329?40‘27‘50‘61‘ n/z 71.10  77.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 —— |
17.00
m/z 43.10 49.44%
0 \‘ L j\H}lFI T 2490
\\T\’\\r\[1\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T \
17.00
5000 ITI/Z 85.10 44 .43%
140.0
bbbl y2260
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33097: Nonane, 3,7-dimethyl- — ‘
57.0 17.00
m/z 41.10 23.34%
‘ 127.0
L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP052924.M Thu Jun 06 11:48:31 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

BP020522.D
: 05 Jun 2024 18:17
: MA/JU
. P2701-01
: 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Nonadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.739 18.75 ng 2861810  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2508 (17.739 min): BP020522.D\data.ms (-2504) (- m/z 57.10 100.00%

57.1
5000

—
‘ PF71 ; 17.50 18.00
Liffl- 197.2 268.3 354.9 426.9485.3543.2 m/z 43.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

o

5000 — ——
17.50 18.00
m/z 71.10 63.85%
|‘ FF70 197.0 268.0
O\\‘\\’\\\\‘\\\\‘\\\\’\\\\‘\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
17.50 18.00
5000 m/z 85.10 43.82%

o

140.0
bl 2280
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #107216: Hexadecane 7 —
57.0 17.50 18.00
m/z 41.10 30.33%
o N\AAAJVVNJXWWWVAV/\\
“ 127.0  226.0
b —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP052924.M Thu Jun 06 11:48:32 2024 Page: 14



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

Library Search Compound Report

Data File : BP©20522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 12 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.151 13.53 ng 2064340  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2578 (18.151 min): BP020522.D\data.ms (-2574) (- m/z 73.00 100.00%

73.0
5000
213.2 ‘ ‘

T
18.00 18.50

bk ‘HNW f} “‘H"??‘4“1“?’55“1“f‘??ﬁm”ﬂ“‘?w m/z 43.10  97.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN L
18.00 18.50

m/z 57.10  92.59%

” 213.0
O\\i“ \l\‘i‘lll“\“\‘\l\1\\\‘\“\!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

1500 1550
5000 m/z 60.00 83.64%
H 1850 284.0
om"““ \|"|‘L,Hu.m H"‘H‘\‘_‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T T
73.0 18.00 18.50

m/z 55.10  78.35%

T

228.0
Lm }HwﬁL?R\ \

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP©20522.D

Acqg On : 05 Jun 2024 18:17

Operator : MA/JU

Sample : P2701-01

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 13 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.457 17.23 ng 2630160  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 2630 (18.457 min): BP020522.D\data.ms (-2626) (- m/z 57.10 100.00%
57.1
1850
127.1 210.1 .
ob ALLLEETY 2101 2823 3560 46825251 . 4310 67.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 1
18.50
m/z 71.10 65.22%
JJ \ 197.0 282.0
O\\‘\\‘\\\‘\‘\\‘\f‘\T\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
—
18.50
5000 m/z 85.10 46.77%
0 1112270 1970 2670 3800 NWW/J\MM
“H‘H‘W‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo- —
57.0 18.50
m/z 41.10 29.32%
0,\\‘16902%0 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BP052924.M Thu Jun 06 11:48:35 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.116 10.98 ng 1675820  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2742 (19.116 min): BP020522.D\data.ms (-2738) (- m/z 57.10 100.00%
57.1
5000 WA/M
—— —
‘1?7'1 1972 19.00 19.50
b LT 2972 2673 3408 43014929 m/z 43.10  65.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 —r —
19.00 19.50
m/z 71.10 65.83%
O‘\\“\ ’\‘L‘\"\A‘]}fz.\‘?\\‘\]-\gzl\(\)\\‘\\2\9\6‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107225: Tetradecane, 4-ethyl-
43.0
—— —
19.00 19.50
5000 m/z 85.10 48.01%
J ‘ 3.0 197.0
o - et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- T —
57.0 19.00 19.50
m/z 41.10 27.76%
183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP052924.M Thu Jun 06 11:48:36 2024 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

BP020522.D
: 05 Jun 2024 18:17
: MA/JU
. P2701-01
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 Pentadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.480  29.00 ng 5130860 Chrysene-d12 21.651
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 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2804 (19.481 min): BP020522.D\data.ms (-2797) (- m/z 73.00 100.00%
73.0
5000 ﬂ“ﬁﬁj&\\kh
241.2
—
‘ J ‘ 19.50
o ML L d0sa aopaas21 5350 Wy 430 9216
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
‘ m/z 60.00 85.09%
Of|||‘hh11\\\\1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
—
19.50
5000 m/z 57.10 80.26%
‘ 143.0 242.0
oL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.10 73.84%
5000 129.0
y 213.0
Obrrhy “uu"‘wMH“‘\‘m‘“"‘w"H_Wwwww —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP052924.M Thu Jun 06 11:48:37 2024 Page: 18



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\

BP020522.D
: 05 Jun 2024 18:17
: MA/JU
. P2701-01
: 4 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 16 Eicosane, 10-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.722 3.67 ng 649362  Chrysene-di12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2845 (19.722 min): BP020522.D\data.ms (-2843) (- m/z 57.10 100.00%
57.1
5000 M
—— —
|27 oua 19.50 20.00
Ob A bbILLT. 2112 28113411 4289 5208 .. 1 15 63,65
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — e
19.50 20.00
m/z 43.10 64.59%
O \\‘\‘\\\I\J“\J\l\\‘h\h\\z\:‘L\J-\\O\‘z\\B\]-\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
—— —
19.50 20.00
5000 ITI/Z 85.10 49,75%
’ 183.0
oblliimaso T moo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
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57.0 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Tridecane, 1-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.727 2.31 ng 409534  Chrysene-di12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Eicosane 282 C20H42 000112-95-8 96
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tricosane 324 C23H48 000638-67-5 90

Abundance Scan 3016 (20.728 min): BP020522.D\data.ms (-3012) (- m/z 57.10 100.00%
7.1

5
5000

——
‘ 1271 2391 20.50 21.00
]

obre L 3550 4272 5031 s 10 ge. 70k

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0

5000

m/z 71.10 59.91%

‘ | HZTO 240.0
O‘\\H"\f‘\'fu\‘\\‘\%‘l\‘\\l\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane

57.0

5000 m/z 85.10 44 .07%
oL BT 220 ML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- —— —
57.0 20.50 21.00

m/z 55.10  25.60%

183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP©20522.D

Acqg On : 05 Jun 2024 18:17

Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 18 1-Nonadecene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21339 6a16ng lesoase Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 CloH38 018435-45-5 98
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

3 2- Chloropropionic acid, octadec... 360 C21H41C102
4 Pentafluoropropionic acid, octad... 416 C21H37F502
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

088104-31-8 94
959261-25-7 94
006385-15-5 94

Abundance Scan 3120 (21.339 min): BP020522.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1

%

5000
— —
A r fl 2062 21.00 21.50
b bl g 2002 2721 3551 430.1488.7547.( /7 55,05  83.06%
mizw> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155959: 1-Nonadecene
57.0
5000 — —
21.00 21.50
3 ‘50 266.0 m/z 43.10  80.87%
O‘\\L ’\J\l\\J‘J\\\Lllﬂ\“\\l\l‘.\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

=

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0 21.00 21.50

m/z 97.10 70.69%

Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
— —
21.00 21.50
5000 m/z 83.10 76.46%
ol ‘ f . 2380 434.0
bl H"_‘H"H“H‘w“u“u“u‘w“u“u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

5000

5

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Pentadecane, 8-hexyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.292 3.88 ng 686394  Chrysene-di12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3282 (22.292 min): BP020522.D\data.ms (-3278) (-
57.1

5000
or AL [P/ 2070 20513568 4287 503.2
‘H‘W‘H‘_‘H‘ AN L .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

l‘ |J‘1%7‘“1970 296.0

m/z 57.10 100.00%

:

22.00 22.50

m/z 71.10 70.76%

%

22.00 22.50

m/z 43.10 64.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

0‘\\‘\\’\\\\‘\\\\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
— —
22.00 22.50
5000 m/z 85.05 53.37%
ol LLLLLRTS . 2900
‘H‘,‘H‘_‘Hym‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 22.00 22.50
m/z 55.10  23.45%
196.0
LS 1 2540
ol b B

T T
22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Docosane, 11-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.251 3.52 ng 622392  Chrysene-di12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3445 (23.251 min): BP020522.D\data.ms (-3439) (- m/z 57.10 100.00%

57.1
5000

”1 23.00 23.50

0k w‘ ute‘m?“l“l“l"“295“1‘35‘3‘1‘4‘1“"’9“‘7“?‘1“‘5“"'?‘ m/z 71.10  71.59%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0

5000 — e
23.00 23.50

m/z 43.10 62.81%

127.0
O TT ‘ \l! \”\J“ \F\J\ \l ‘l\ % \2\%?\“\01 ‘ TT \3\0“\9\.\0\:3‘6\6\.\0\‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

T
23.00 23.50

5000 m/z 85.10 55.36%
127 338.0
1)), 197.0 267.0
0 wuwuwe\Mmm""w"H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane T —
57.0 23.00 23.50
m/z 55.05  23.36%
5000

%

1
m‘ ﬁ |, 197.0 267.0 337.0 4220

|

(O e B R R S RN RRARAR — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060524\
Data File : BP020522.D

Acqg On : 05 Jun 2024 18:17
Operator : MA/JU

Sample : P2701-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.040 41.6 ng 31920106 1  7.763 1533650 20.0
2-Pentanone, 4-... 4.928 7.8 ng 602217 1 7.763 1533650 20.0
Tridecane, 1-br... 14.934 2.1 ng 317945 3 14.387 2952920 20.0
Hexadecane 15.275 7.9 ng 1169340 3 14.387 2952920 20.0
Pentadecane, 2,... 15.687 9.3 ng 1378690 3 14.387 2952920 20.0
Octadecanoic acid 15.734 2.3 ng 340673 3 14.387 2952920 20.0
Tetradecanoic acid 15.793 12.1 ng 1838650 4 17.198 3052470 20.0
Heptadecane 16.151 19.4 ng 2961260 4 17.198 3052470 20.0
Octadecane 16.975 19.5 ng 2981500 4 17.198 3052470 20.0
Dodecane, 2-met... 17.028 11.4 ng 1748040 4 17.198 3052470 20.0
Nonadecane 17.739 18.8 ng 2861810 4 17.198 3052470 20.0
n-Hexadecanoic ... 18.151 13.5 ng 2064340 4 17.198 3052470 20.0
Eicosane 18.457 17.2 ng 2630160 4 17.198 3052470 20.0
Heneicosane 19.116 11.0 ng 1675820 4 17.198 3052470 20.0
Pentadecanoic acid 19.480 29.0 ng 5130860 5 21.651 3538260 20.0
Eicosane, 10-me... 19.722 3.7 ng 649362 5 21.651 3538260 20.0
Tridecane, 1l-iodo- 20.727 2.3 ng 409534 5 21.651 3538260 20.0
1-Nonadecene 21.339 6.2 ng 1089450 5 21.651 3538260 20.0
Pentadecane, 8-... 22.292 3.9 ng 686394 5 21.651 3538260 20.0
Docosane, 11-bu... 23.251 3.5 ng 622392 5 21.651 3538260 20.0
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