LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc :

ALS Vvial : 10 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136548.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.893 302 307 313 rVB 40336 54049 1.44% 0.188%
2 4.416 388 396 404 rBvV 179592 206698 5.52% 0.718%
3 5.034 495 501 510 rVB 587808 714192 19.06%  2.482%
4 5.440 565 570 573 rBV 2184917 1901385 50.75% 6.607%
5 6.440 734 740 743 rBV 2080502 2021242 53.95% 7.024%
6 6.793 797 800 804 rBV 575140 442024 11.80% 1.536%
7 7.357 890 896 899 rBV 1590409 1408978 37.61% 4.896%
8 8.069 1013 1017 1021 rBV 711879 580358 15.49% 2.017%
9 9.151 1196 1201 1204 rBV 3420947 2812028 75.06% 9.772%
10 9.828 1312 1316 1319 rVB 766192 597352 15.94% 2.076%
11 10.086 1357 1360 1363 rBV2 106777 102391 2.73% 0.356%
12 10.163 1368 1373 1375 rBVS5S 40491 72773 1.94% 0.253%
13 10.204 1376 1380 1383 rBV3 58374 96988 2.59% 0.337%
14 10.234 1383 1385 1387 rBV 100367 90097 2.40% 0.313%
15 10.292 1392 1395 1397 rBV2 66797 76798 2.05% 0.267%

16 10.486 1424 1428 1432 rBV 815499 824683 22.01%
17 10.534 1434 1436 1440 rVB4 92278 102315
18 10.575 1441 1443 1445 rBV2 83270 95081 2.54%
19 10.622 1446 1451 1454 rBV2 1002969 1121978 29.95%
20 10.704 1462 1465 1466 rBV2 109269 124695 3.33%
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21 10.757 1469 1474 1478 rBV 2554892 2925942 78.10% 10.168%
22 10.975 1509 1511 1513 rVB 531913 411003 10.97% 1.428%
23 11.233 1551 1555 1558 rVB 3572754 3746609 100.00% 13.019%

24 11.322 1568 1570 1572 rBV 422872 427165 11.40% 1.484%
25 11.586 1612 1615 1618 rBV 1427939 1433989 38.27% 4.983%

26 11.680 1629 1631 1636 rVB2 741886 771201 20.58%
27 12.328 1739 1741 1746 rVB 1038698 1138576 30.39%
28 12.539 1775 1777 1780 rBV2 628719 606214 16.18%
29 12.927 1839 1843 1847 rBV 2038359 2305300 61.53%
30 13.980 2019 2022 2032 rVB 574616 644315 17.20%
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31 14.833 2165 2167 2173 rVB3 112617 143465 3.83%
32 15.274 2238 2242 2246 rVB2 74750 101133
33 15.451 2268 2272 2279 rVB 335141 419773 11.20%
34 15.786 2324 2329 2339 rVB3 73605 163160
35 16.398 2428 2433 2440 rVB4 51179 93091
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 28777041
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF136548.D\data.ms

5000000
4000000

3000000

5.440 6.440

2000000
7.357

1000000
5.034 6.793
3.893 4.416

L Lt L L L L L L I L L R

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: BF136548.D\data.ms

o

11.33
5000000 1228 12.027
11.586 '

4000000 1.680 12.539
9.151

10.757

3000000
2000000

1000000
0 : IL : T : J L T T 7 — — — —
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: BF136548.D\data.ms
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13.980
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T T T T T T T T T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 3-Penten-2-one, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.416 9.35 ng 206698 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 72
Abundance Scan 396 (4.416 min): BF136548.D\data.ms (-388) (-) m/z 83.10 100.00%
55.1 831
5000
R RN REEE
‘ | 4.00 4.20 4.40 4.60 4.80
Ot b 20720 7 5510 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 BEEEN AR RN
29.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10 37.00%
O\\\‘\‘\‘\\\‘\\Hi‘}‘\\\\“1\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3553: 3-Hexen-2-one
55.0
83.0 e
29.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 43.10 34.34%
0! o A e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Pt
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.10 24.04%
5000
27.0
om‘w:‘m I SN 1 VOV —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.034 32.31 ng 714192  1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 501 (5.034 min): BF136548.D\data.ms (-495) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 \\\\‘\\\\‘\\\\’\\\\‘\\\
| “ 83.0 4.80 5.00 5.20 5.40 .
O e o  RAaaamazasnansseass s e m/z 59.10 66.65%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L B BN B B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  24.19%
0 27\\\ il , 830 1010
\\‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A AR ARaREE
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.95%
41.0
27.0 101.0
o"w‘l“‘w‘i:‘mwmmchmwH_m_ww_ww‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T RRRREEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.88%
5000 41.0
0 \H \‘ \‘ 1y 3.0 12§'0 142.0 A
e e e T e e e e e P e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48

Operator : CG\JU

Sample : 05760-05

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 3 1-Octadecanesulphonyl chloride Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.086 3.43 ng 102391  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 Tritetracontane 605 C43H88 007098-21-7 74
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58

Abundance Scan 1360 (10.086 min): BF136548.D\data.ms (-1357) (- m/z 57.10 100.00%
57.1
5000 J
T \
Il 205.2 10.00
om_MWm‘mwHH_Hww‘ww‘_m,ww m/z 71.10  75.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 — :
10.00
m/z 43.10 64.92%
OJ}LJ!J“F]-INIZBSO’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T \
10.00
5000 m/z 85.10 55.63%
Ll k‘ﬂ 1960 280.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T
57.0 10.00
m/z 55.10 44.07%
h J
0 }I‘Hﬂﬂﬂ‘l970267o3370 463.0 533.0 604.!
e A e e e e e e e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl®.204 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.204 3.25 ng 96988  Acenaphthene-dile 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 38
2 Cyclopentanone, 3-(6,6-dimethyl-... 222 C14H2202 083040-98-6 35
3 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 27
4 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 27
5 Pentacosane 352 C25H52 000629-99-2 22

Abundance Scan 1380 (10.204 min): BF136548.D\data.ms (-1376) (- m/z 57.10 100.00%

57.1
5000
.

85.1 —
h H 1231 pg 51982 169 10.00 10.50
‘,W,Hwu‘,“m,‘m : m/z 43.10 38.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #128342: Isobutyl nonyl carbonate
57.0

o

5000 — ——
10.00 10.50
90.0 85.0 m/z 69.10  34.24%
Ly e
O\’\H\\U\\\’\“\\\"!\\\‘\\\\“\h\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101753: Cyclopentanone, 3-(6,6-dimethyl-5-0x0-2-hepte
57.0
—r —
10.00 10.50
m/z 41.10 33.53%
5000 85.0
29.0
‘ ‘ ‘109.0 138.0 165.0 2920
R - M sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #215091: Heptyl tetradecyl ether T T
57.0 10.00 10.50

m/z 71.10  32.85%

5000 JM
83.0
29.0
ot M \‘H | 1110 1410 168.0 196.0 227.0
) i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl@.233 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.233 3.02 ng 90097  Acenaphthene-di1e 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-60-9 47
2 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
3 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 47
4 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 47
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46
Abundance Scan 1385 (10.234 min): BF136548.D\data.ms (-1383) (- m/z 123.10 100.00%
123.1
5000
%1 951 WM
207.2 i ——
151.2 10.00 10.50
179.1 z
0! 2 202 /7 s5.10 37.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #259873: 3-Fluorobenzoic acid, 4-pentadecyl ester
123.0
5000 S ——
10.00 10.50
43.0 95.0 m/z 69.10 32.90%
69 0
O\’\\\\"“\\\1"\}‘“\‘\"‘”\\‘\’\\‘\\‘1\\\‘%54\‘9\\\‘\\\\‘2\]-\?\0‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #259871: 4-Fluorobenzoic acid, 5-pentadecyl ester
123.0
—— —
10.00 10.50
5000 m/z 95.10 32.28%
41.0
95.0
‘ ‘ 69.0 ‘ 210.0
Ot ooy by 1830, 3820 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20108: 1-Trimethylsilylpent-1-en-4-yne T —
123.0 10.00 10.50
m/z 109.10 32.03%
5000
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl®.292 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.292 2.57 ng 76798  Acenaphthene-di1e 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 38
2 Hexadecane 226 C1l6H34 000544-76-3 38
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 38
4 Tridecane 184 C13H28 000629-50-5 35
5 Tridecane, 1-bromo- 262 C13H27Br 000765-09-3 35
Abundance Scan 1395 (10.292 min): BF136548.D\data.ms (-1392) (- m/z 57.10 100.00%
57.1
5000 ANAMNNAMJvaJl
s01 197 w05
’ 221.2 : :
0 : ‘;\ ‘h M‘} \‘\m‘“h“ ‘1““1“““““”“““u":‘I‘-ﬁ%\%‘lﬁ‘ gl R m/z 71.10 58.61%
miz-> 50 100 150 200 250
Abundance #113919: Tetradecane, 1-chloro-
57.0
91.0
5000 —— gIAss
10.00 10.50
m/z 55.10  48.27%
27,0
0 T T “\ ‘\‘ ‘H‘\ H!‘ \‘H \“ ‘h‘ “\h ‘\].:3\‘3'!0‘ \17\5\.0\ ‘ T \23\2.\0‘ T T T T
miz--> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
=5 —
10.00 10.50
5000 m/z 43.10 47 .90%
99.0
226.0
oL 7L LU L) 420 ges0 20
miz--> 50 100 150 200 250
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl- — T
57.0 10.00 10.50
m/z 41.10 34.62%
5000
113.0
169.0
ol ZOL L L Ll 2 e wero
m/z--> 50 100 150 200 250 10.00 10.50
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
BF136548.D

Library Search Compound Report

: 13 Dec 2023 20:48
¢ CG\JU
: 05760-05

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.486  27.61 ng 824683  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Hexacosane 366 C26H54 000630-01-3 86
3 Heptacosane 380 C27H56 000593-49-7 78

4 Undecane, 3,5-dimethyl- 184 C13H28
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

017312-81-1 76
054833-48-6 74

Abundance Scan 1428 (10.486 min): BF136548.D\data.ms (-1424) (-] ' m/z 57.10 100.00%
57.1

5

5000
1050
169.2
ob ‘¢J F2252 e m/z 71.10 51.79%
miz> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 S
1050
m/z 43.10  40.88%
Ll ﬂ 14101830 5300
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 0 100 150 200 250 300 350

é

Abundance #275538: Hexacosane
57.0
10.50
5000 ITI/Z 85.10 26.53%
9.0
ol b L)Ly | 24018302250 26703000 3660
ity R e L R LA R SRR
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 10.50
m/z 41.10 21.28%
h MJ¥NWMJVkaNﬂpAwJJA
0 “L | F ‘1410183022502670 3230 380.!
““‘ e SN —
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF120523.M Thu Dec 14 10:37:51 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heptane, 2,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.534 3.43 ng 102315  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
3 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 30
4 1,4-Diacryloylpiperazine 194 C10H14N202 006342-17-2 25
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 22
Abundance Scan 1436 (10.534 min): BF136548.D\data.ms (-1434) (- m/z 57.10 100.00%
57.1 85.1
1330 181.1 U \
‘ T 2182 . 10.50
|l 252.: .
0l m/z 85.10 94.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
5000 s :
85.0 10.50
m/z 43.10 90.82%
011’128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4465: Hexane, 3-methyl-
43.0
T T
71.0 10.50
5000 m/z 71.10 83.00%
0 15-0\‘ I\ | 000
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22115: Heptane, 2,4,6-trimethyl- = ‘
43.0 85.0 10.50
' m/z 55.10  81.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF120523.M Thu Dec 14 10:37:52 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1-Ethynylcyclododecanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.704 5.84 ng 124695  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethynylcyclododecanol 208 C14H240 1000484-40-4 50
2 Neopentylidenecyclohexane 152 C11H20 039546-80-0 49
3 9-Nonadecyne 264 C19H36 106073-69-2 20
4 7-Ethyl-2-undecen-6-one 196 C13H240 1000374-14-9 20
5 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 18

Abundance Scan 1465 (10.704 min): BF136548.D\data.ms (-1462) (- m/z 69.10 100.00%

69.1
105.1
5000

miz--> 50 100 150 200 250 300
Abundance #85242: 1-Ethynylcyclododecano
69.0

5000 09.0

o

m/z 81.10 79.93%

20. 151.0
0- ‘\M”\ H“ \“\ %9\3‘0\ L B s
miz--> 50 100 150 200 250 300
Abundance #29491: Neopentylidenecyclohexane
69.0

5000 109.0 m/z 97.10  73.70%
52.0
29.0 ‘
YL KLY ¥ N —
m/z--> 50 100 150 200 250 300
Abundance #153490: 9-Nonadecyne T —
41.0 81.0 10.50 11.00

m/z 105.10 72.78%

5000
‘ Tl24.0
‘ ‘ Li Ll 194.0 265.0

L e = EUR TS TIA IN  R — —
miz--> 50 100 150 200 250 300 10.50 11.00

8270-BF120523.M Thu Dec 14 10:37:53 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.757 136.99 ng 2925940  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 83
5 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 83

Abundance Scan 1474 (10.757 min): BF136548.D\data.ms (-1469) (-] ' m/z 57.10 100.00%

57.1
5000
85.1

1131 10.50 11.00

1411 1832 515, o534 )
H_‘H_‘H_M‘AHJ_Ww‘hw‘uw‘uwu‘wu‘wu‘wuu‘uu m/z 71.16  80.37%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0

o

5000 s e
10.50 11.00
85.0 9
113.0 ITI/Z 43.10 49.697%
29.0 0
obed b L 1550™0 505630
\\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
P e
10.50 11.00
5000 85.0 m/z 85.10 32.08%
113.0
29.0 141.0
0 Aoy 2250
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl- == —
57.0 10.50 11.00

m/z 41.10 24.38%

5000
290‘ 85.0
113.0
Ll ‘ >P141.0 1830

T
m/z--> 20 40 60 80 100120140160 180200220 240260 10.50 11.00

o

8270-BF120523.M Thu Dec 14 10:37:54 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.975 19.24 ng 411003  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
Abundance Scan 1511 (10.975 min): BF136548.D\data.ms (-1509) (- m/z 57.10 100.00%
57.1
5000 85.1 AA/vﬁAﬂxﬁffﬂ,d~/vﬂvjvxﬁ
——
113.1 11.00
141.1169.2197.2
0 Hwm“mu‘m‘”_HJMHM“‘H_H‘_m_wa???‘%w m/z 71.10  53.34%
m/z--> 20 40 60 80 100120140 160180200 220240260
Abundance #132769: 2-Bromo dodecane
57.0
5000 R
85.0 11.00
m/z 85.10 37.60%
29.0 113.0 169.0
0 \H‘\‘\‘H‘H\\‘!“\‘\‘M\‘h‘\H“\H‘\‘\‘\174\.‘0\.9\‘H‘H‘\\\\‘\\\\‘\\\?‘4%9\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
——
11.00
5000 m/z 43.10 32.50%
85.0
290 113.0
ool b P00 183051302090
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #123958: Heptadecane T
57.0 11.00
m/z 41.10 21.18%
- T Kvmﬁﬂﬂwj/Nﬂ/vawﬂMw
29.0
oL M801410160.01070 2400
AR Ea o e EAARARaasmaszacs P
m/z--> 20 40 60 80 100120140160 180200 220 240260 11.00

8270-BF120523.M Thu Dec 14 10:37:55 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.233 175.42 ng 3746610 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 1555 (11.233 min): BF136548.D\data.ms (-1551) (- m/z 57.10 100.00%
57.1
5000 W
99.1 I T
11.00 11.50
41.1 183.2
ob— ‘H i h“ LB i 219:22533 m/z 71.10  86.82%
miz-> 50 100 150 200 250
Abundance #107219: Hexadecane
57.0
5000 — ——
11.00 11.50
99.0 m/z 85.10 50.46%
226.0
0 \2\61\0‘\“““\ ”‘!‘ \‘H‘\ H“ \“‘\“]\-4}.‘0“\ ?‘8\3\0‘ T \‘\ L B
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
11.00 11.50
5000 m/z 43.10 44.20%
99.0
ol “m L[ 110 1830 2390 296«
miz--> 50 100 150 200 250
Abundance #168307: 2-Bromotetradecane — —
57.0 11.00 11.50
m/z 41.10 25.39%
5000
99.0
41.0 197.0
T 0 O e S I
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF120523.M Thu Dec 14 10:37:56 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48

Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Tridecane, 7-hexyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.586 67.14 ng 1433990  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
4 1,3-Propanediol, ethyl tetradecy... 300 C19H4002 1000406-35-2 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1615 (11.586 min): BF136548.D\data.ms (-1612) (- m/z 57.10 100.00%
57.1
99.1 e |
141.2 11.50
1832
ob— ‘ ‘H Lt “w“‘ o SRS A2 2Ty 71,10 91.20%
miz-> 50 100 150 200 250
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 — :
11.50
182.0 m/z 43.10  61.14%
9.0
O T T T ‘!“‘ h‘ h‘ h‘ \‘ T ?\-4\1‘0\ T \‘ T ‘ \22\5\.0\ ‘2\66\.0\ T ’
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
T 7 \
11.50
5000 m/z 85.10 59.54%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #168307: 2-Bromotetradecane —
57.0 11.50
m/z 99.10 20.68%
5000
99.0
410 197.0
m/z--> 50 100 150 200 250 11.50

8270-BF120523.M Thu Dec 14 10:37:57 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 2-Methyltetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.681 36.11 ng 771201  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 10-Methylnonadecane 282 C20H42 056862-62-5 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 1631 (11.680 min): BF136548.D\data.ms (-1629) (- m/z 57.10 100.00%

57.1
5000

S
11.50 12.00

197.2
— M M e S £ E— m/z 71.10 90.97%

m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0

5000 — e
11.50 12.00

m/z 85.10 61.79%

[ L H\ uH | 141:0183.0225.0267.0309.0
\\\\‘ \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

T
11.50 12.00

o

5000 ITI/Z 43.10 35.51%
oLt L H | 1410183.0225.0267.0300.0 3850 W
T e e hah
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T —
57.0 11.50 12.00
m/z 55.10  32.41%
5000 W
REY. | L %4%9;830225026703090 3800
ey “““ R B e e R — —
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF120523.M Thu Dec 14 10:37:58 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48

Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.328 53.31 ng 1138580  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90

3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 1741 (12.328 min): BF136548.D\data.ms (-1739) (- m/z 57.10 100.00%
57.1
5000
99.1 — —
‘ ‘ ‘ ‘ }832 24, 22602 ‘ 12.00 12.50
bbb L] Lecfeebde 3093 3840 nm/z 71.10  62.60%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 “ ——
12.00 12.50
99.0 m/z 85.10 40.46%
LU om0 s
0\‘\\‘““‘H\“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— ——
12.00 12.50
5000 ITI/Z 43.10 38.11%
113.0
169.0
oLl 0 zere
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane “ —
57.0 12.00 12.50
m/z 99.10 16.96%
5000
99.0
0 ‘ h H\ \h h‘ u‘ 10 1830 225.0 267.0 310.0
““‘ ‘ e e e e — —
m/z--> 100 150 200 250 300 350 12.00 12.50

8270-BF120523.M Thu Dec 14 10:37:59 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.539 28.38 ng 606214  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
2 Heneicosane 296 C21H44 000629-94-7 74
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
4 5,5-Dibutylnonane 240 C17H36 006008-17-9 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
Abundance Scan 1777 (12.539 min): BF136548.D\data.ms (-1775) (- m/z 57.10 100.00%
57.1
5000
. 12.50 |
41.1 183.2 .
(— A‘J‘ ! “H ”‘w‘h bl 247228833264  n ;0 71,10 82.15%
miz--> 50 100 150 200 250 300 350
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 —— :
12.50
r70 m/z 43.10 47.66%
1830
O LI T \“‘\4\4\].‘0\ T \ \“ T T T ’ LI ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
T \
12.50
5000 m/z 85.10 41.47%
9.0
41.0
oo L1y 10020 2080
m/z--> 50 100 150 200 250 300 350
Abundance #74014: Tridecane, 3-methyl- T ‘
57.0 12.50
m/z 55.10 28.48%
5000
‘ ‘ 9.0 169.0
o T O O Y G S
m/z--> 50 100 150 200 250 300 350 12.50
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Data Path :

Data File

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
: BF136548.D

: 13 Dec 2023 20:48
: CG\JU
: 05760-05

: 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 17 Hexasiloxane, tetradecamethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.833 6.84 ng 143465 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 59
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 47
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 41
5 Piperidine, 1-(5-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 35

Abundance Scan 2167 (14.833 min): BF136548.D\data.ms (-2165) (- m/z 73.10 100.00%
3.1
147.1221.1
5000 355.0
— —
H { ‘ | ‘ 5031 14.50 15.00
0 bl bl mmmwa:weku\m\wH‘m_www m/z 221.10  78.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 — e
355.0 14.50 15.00
443.0 m/z 147.05 74.87%
O\\\‘\J“\\\\‘\\\‘\‘\\\\h‘d\\\\T\l\\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
— —
355.0 14.50 15.00
5000 ITI/Z 355.00 51.10%
m/z--> 50 100150200250300350400450500550600650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — —
147.0 221.0 14.50 15.00
m/z 69.10 47.21%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Cyclononasiloxane, octadeca... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.274  4.82ng 161133  Perylene-d12 15.451

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 50
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 0©00556-70-7 49
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
5 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 25

Abundance Scan 2242 (15.274 min): BF136548.D\data.ms (-2238) (- m/z 221.10 100.00%

73.0 221.1
5000 355.1

—
15.00 15.50

503.2
ol erkiad i bban { ML m/z 73.e5  89.76%
mi/z--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 — ——
15.00 15.50
m/z 147.00 83.59%
1

341ho ‘
O “wh‘w‘ ‘{“H”\““\§§%9\“‘
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-

730 221.0

——
15.00 15.50
5000 m/z 355.05  45.10%

355.0
\ 4430
miz--> 100 200 300 400 500 600 700

Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 T
221.0 15.00 15.50
m/z 281.05 42.98%

5000 730
l 369.0

Al 4590 739,

L

L B L B D L1 — ——
miz--> 100 200 300 400 500 600 700 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 19 Heptasiloxane, hexadecamethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.786 7.77 ng 163160 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 64

4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 25

Abundance Scan 2329 (15.786 min): BF136548.D\data.ms (-2324) (- m/z 73.10 100.00%
7.:1147 221.1
0
5000 55.1
429.1
—r —
15.50 16.00
Ll L L\\H 5031 g
0‘Huwuwmewm‘wHWWHWMM\_HMMM‘_m‘pu‘wu‘wu‘_‘ m/z 221.10  93.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — —
15.50 16.00
m/z 147.00 83.36%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\\‘\‘\\‘\\\\‘\\\\‘\?5\‘]_\\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
—r —
15.50 16.00
m/z 281.00 45.65%
5000 355.0
443.0
ST S Y 0 | Y R E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- P —
221.0 15.50 16.00
m/z 355.10 38.06%
73.0
5000 147.0
341.0
429.0
O\HWO Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl6.398 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.308 4.4 ng 03091 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 59
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43

3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 38
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 16

Abundance Scan 2433 (16.398 min): BF136548.D\data.ms (-2428) (- m/z 147.00 100.00%
147.0 221.1
73.0
281.0 355.1
5000
429.1
— —
} 5032  16.00 16.50
Y SR VRSN WO PR p‘u B i e M/z 221,18 98.20%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7“.0 147.0 221.0
5000 281.0 — —
355.0 16.00 16.50
443.0 m/z 73.00 80.50%
O \\‘\J“\\‘\\‘\\\‘\“\\\\h‘d\ ‘\\“J\“\\‘\‘\\‘\l\“\\\\‘\\\\I‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
— —r
73.0 16.00 16.50
5000 147.0 ITI/Z 355.10 56.34%
281.0
‘ 341.0
‘ } } 429.0 517
Ot b \H‘“\'\H‘\"\\“HH‘\m‘u‘u‘\m,\u
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — ——
147.0 221.0 16.00 16.50
m/z 281.00 53.12%
73.0
5000
| ‘ 279.0
R B — —
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121323\
Data File : BF136548.D

Acqg On : 13 Dec 2023 20:48
Operator : CG\JU

Sample : 05760-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
3-Penten-2-one,... 4.416 9.3 ng 206698 1 6.793 442024 20.0
2-Pentanone, 4-... 5.034 32.3 ng 714192 1 6.793 442024 20.0
1-Octadecanesul... 10.086 3.4 ng 102391 3 9.828 597352 20.0
unknown10.204 10.204 3.3 ng 96988 3  9.828 1597352 20.0
unknown10.233 10.233 3.0 ng 90097 3 9.828 597352 20.0
unknown10.292 10.292 2.6 ng 76798 3 9.828 597352 20.0
Pentadecane, 2,... 10.486 27.6 ng 824683 3 9.828 597352 20.0
Heptane, 2,4-di... 10.534 3.4 ng 102315 3  9.828 597352 20.0
1-Ethynylcyclod... 10.704 5.8 ng 124695 4 11.322 427165 20.0
Pentadecane, 2,... 10.757 137.0 ng 2925940 4 11.322 427165 20.0
2-Bromo dodecane 10.975 19.2 ng 411003 4 11.322 427165 20.0
Hexadecane 11.233 175.4 ng 3746610 4 11.322 427165 20.0
Tridecane, 7-he... 11.586 67.1 ng 1433990 4 11.322 427165 20.0
2-Methyltetraco... 11.681 36.1 ng 771201 4 11.322 427165 20.0
Octadecane 12.328 53.3 ng 1138580 4 11.322 427165 20.0
Dodecane, 2,6,1... 12.539 28.4 ng 606214 4 11.322 427165 20.0
Hexasiloxane, t... 14.833 6.8 ng 143465 6 15.451 419773 20.0
Cyclononasiloxa... 15.274 4.8 ng 101133 6 15.451 419773 20.0
Heptasiloxane, ... 15.786 7.8 ng 163160 6 15.451 419773 20.0
unknown16.398 16.398 4.4 ng 93091 6 15.451 419773 20.0
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