LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc :

ALS Vvial : 15 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139001.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.416 220 225 229 rBV3 2173 5154 1.00% 0.109%
2 5.046 498 502 516 rVB 20006 33674 6.55% 0.710%
3 5.463 569 573 596 rBV 330989 514464 100.00% 10.843%
4 6.481 741 746 765 rBV 327766 484566 94.19% 10.213%
5 6.687 774 781 792 rBV 6976 16394 3.19% 0.346%
6 6.834 802 806 814 rVB 182050 222801 43.31% 4.696%
7 7.398 897 902 913 rBV 230747 302530 58.80% 6.376%
8 8.116 1016 1024 1030 rBV 190363 242752 47.19% 5.116%
9 8.439 1075 1079 1086 rVvV 13071 23466 4.56% 0.495%
10 8.698 1119 1123 1126 rBv4 3855 5226 1.02% 0.110%
11  8.775 1132 1136 1145 rVB7 3697 8308 1.61% 0.175%
12 8.934 1160 1163 1168 rBV3 7273 10707 2.08% 0.226%
13 9.051 1179 1183 1185 rBvV3 4501 5597 1.09% 0.118%
14 9.186 1201 1206 1211 rBV 359273 440375 85.60%  9.282%
15 9.257 1214 1218 1222 rBV 10792 13464 2.62% 0.284%
16 9.334 1227 1231 1235 rBvV3 5840 7522 1.46% 0.159%
17 9.498 1255 1259 1264 rBV7 3088 7270  1.41% 0.153%
18 9.575 1268 1272 1275 rBV5S 8736 13776  2.68% 0.290%
19 9.639 1280 1283 1287 rVB3 5738 7198 1.40% 0.152%
20 9.728 1294 1298 1302 rBv2 9077 14041 2.73% 0.296%
21 9.786 1302 1308 1312 rVV 20628 30425 5.91% 0.641%
22 9.863 1316 1321 1328 rVB 170620 222476 43.24% 4.689%
23 9.957 1334 1337 1343 rVB3 12118 18124 3.52% 0.382%
24 10.045 1343 1352 1354 rBV7 7130 17747 3.45% 0.374%
25 10.110 1359 1363 1366 rVV4 7743 9719 1.89% 0.205%
26 10.139 1366 1368 1372 rVB5 4617 5236 1.02% 0.110%
27 10.181 1372 1375 1379 rBV4 4362 7824 1.52% 0.165%
28 10.286 1388 1393 1397 rBV 37753 47693  9.27%  1.005%
29 10.504 1425 1430 1436 rBV 17087 30661 5.96% 0.646%
30 10.592 1442 1445 1448 rBV3 4177 5168 1.00% 0.109%
31 10.622 1448 1450 1452 rvv3 6206 5791 1.13% 0.122%
32 10.657 1452 1456 1469 rVvV 167495 227293 44.18% 4.791%
33 10.757 1469 1473 1482 rVB 56327 91707 17.83% 1.933%
34 10.963 1504 1508 1510 rBV5 4457 7953 1.55% ©0.168%
35 11.080 1525 1528 1538 rVvB9 6087 12972 2.52% 0.273%
36 11.204 1545 1549 1552 rBV 50876 65480 12.73% 1.380%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS Vvial : 15 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.233 1552 1554 1561 rVB2 23179 30059 5.84% 0.634%
38 11.351 1569 1574 1585 rBV 184645 279064 54.24%  5.882%
39 11.516 1599 1602 1606 rVB3 7159 7941 1.54% 0.167%
40 11.586 1611 1614 1618 rVV4 5705 8432 1.64% 0.178%
41 11.633 1618 1622 1626 rVB 45291 55841 10.85% 1.177%
42 11.863 1657 1661 1662 rBV 8117 11267 2.19% 0.237%
43 11.969 1676 1679 1687 rVB2 13424 23284 4.53% 0.491%
44 12.039 1687 1691 1697 rBV 44185 55661 10.82% 1.173%
45 12.322 1737 1739 1743 rVB3 5661 5737 1.12% 0.121%
46 12.427 1750 1757 1762 rBv2 34911 58449 11.36% 1.232%
47 12.569 1777 1781 1785 rBV 61786 80741 15.69% 1.702%
48 12.798 1814 1820 1826 rBV 84071 126094 24.51% 2.658%
49 12.933 1838 1843 1850 rVB 359403 460898 89.59% 9.714%
50 13.992 2019 2023 2035 rBV2 129529 229204 44.55% 4.831%

51 15.463 2269 2273 2278 rVB 82654 126330 24.56% 2.663%

Sum of corrected areas: 4744556
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Aburhdoag&t)-:‘o TIC: BF139001.D\data.ms

350000 5.463 6.481
300000
250000 7.398
200000 6.834
150000

100000

50000

3.416 548 6.687

0\\‘\\H‘\H\’Hr\‘\\T\,—vﬁ\j‘ru\’uH‘HH‘\H\‘\\H‘HH’HH‘\H\‘\H\‘\\H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH () CTT T TT T [T T[T T i1

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
Abur}{joaonce TIC: BF139001.D\data.ms

000
9.186

12.933
350000

300000

250000
11.351

200000 8.116 9.863 10.657
150000
100000
. 11 204 11 633
50000 10.286
1096@8 611
8.439 8 6937@964)5 @g

2
07 o e ‘ o o
Time--> 8.00 8.5 9 00 9 50 10 00 10.50 11.00 11.50 12.00 12.50 13.00
Aburhdoag&t)-:‘o TIC: BF139001.D\data.ms

350000
300000
250000 13.992 15.463
200000
150000

100000

50000

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ 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\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.046 3.02 ng 33674 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 1,8-Nonanediol, 8-methyl- 174 C1OH2202 054725-73-4 25
Abundance Scan 502 (5.046 min): BF139001.D\data.ms (-498) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ 83.0 ‘ 4.80 5.00 5.20 5.40
Obrrrprrer el et S e e m/z 59.10 60.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L R IR L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.12%
31.0 83.0
O\\\’\\\\‘\\\‘\“‘\\\\“H\\\‘\\w‘\‘\\\\‘\\\\‘\‘\\\’\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
R AEAEEERE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.77%
430 101.0
o“‘,1‘5"9_‘w"m“”h‘_m:‘um?‘l:‘?”m‘,w_m_

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9311: Acetic acid, 1,1-dimethylethyl ester A RAMEREEEE

43.0 4.80 5.00 5.20 5.40

m/z 41.00 9.92%
57.0
5000
20.0 101.0
o 0 730 850
R R L e AAARaEaRY R ARAEEEREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Silane, trichlorooctadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.786 2.74 ng 30425  Acenaphthene-die 9.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 59
2 Hexadecane 226 C1l6H34 000544-76-3 59
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 59
4 Octacosane 394 C28H58 000630-02-4 53
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 1308 (9.786 min): BF139001.D\data.ms (-1302) (-) m/z 57.10 100.00%
57.1
" m
‘ FQ 1 159.1 950 10 00

omMHm\mmm_m_m_m_m m/z 43.05 %

miz--> 50 100 150 200 250 300 350

Abundance #292194: Silane, trichlorooctadecyl-

57.0
5000
950 1000
m/z 71.10 %
015.(4 L1l “\ | 1““}‘19 189.0231.0273.0315.0  386.C
\\\\‘\\\\‘\\\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
950 1000
5000 m/z 41.10 4%
o L moesozee
m/z--> 50 100 150 200 250 300 350
Abundance #184136: Octadecane, 1-chloro-
57.0 950 10 00
m/z 85.05 %
5000
SELREN w rowmozio 200 b
m/z--> 50 100 150 200 250 300 350 950 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.286 4.29 ng 47693  Acenaphthene-d10 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1393 (10.286 min): BF139001.D\data.ms (-1388) (- m/z 57.10 100.00%
57.1
5000
—r— —
| h‘ s 1551 10.00 1050
0 H‘_‘HWMNW‘MHpMuW‘pru‘W‘H‘M‘H‘H‘w“u‘u“ m/z 43.10 86.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45481: Dodecane
57.0
5000 e —
85.0 10.00 10.50
29.0 m/z 71.10 48.03%
Ll L) 30 1010 100
O\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\}\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
S —
10.00 10.50
5000 m/z 41.05 46.80%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane 7 —
57.0 10.00 10.50
m/z 85.05 35.64%
5000
85.0
29.0 ‘ ‘ k
N U N ) NV OISO L
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\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 3,5-Dimethyldodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.504 2.76 ng 30661 Acenaphthene-die 9.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 58
5 Octane, 2-methyl- 128 C9H20 003221-61-2 58
Abundance Scan 1430 (10.504 min): BF139001.D\data.ms (-1425) (- m/z 57.05 100.00%
57.0
e M
99.1 1050 |
LSy e e
ot m/z 43.10 55.97%
miz-> 50 100 150 200 250
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 —— ‘
10.50
m/z 71.10 41.14%
99.0
01\5\0“\ M ‘H‘\ ‘\“ T “ P ‘1\6?9\ SN A B
m/z--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
N I
10.50
5000 m/z 41.05 30.10%
99.0
L2l || ) 1410 1850 zo M
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- T
57.0 10.50
m/z 85.05 21.61%
5000
‘ 99.0 0
O b 1970 2390 2810 S
m/z--> 50 100 150 200 250 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

14

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
BF139001.D

Aug 2024 18:46

: RC/JU
: P3549-01

. 15

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 5 Nonadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.757 6.57 ng 91707  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 1473 (10.757 min): BF139001.D\data.ms (-1469) (- m/z 57.10 100.00%
57.1
o ﬂ«dvjk$mﬁj\vﬁf\AANﬂ«
— —
%91 165.1 10.50 11.00
(W 5 PR — m/z 43.10 74.05%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — ——
10.50 11.00
m/z 71.10 53.07%
0 Iy “\ I H‘ I 14101830 268.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl-
57.0
— —
10.50 11.00
5000 m/z 41.10 41.12%
9.0
NERRNEE “\ 1 141.0 189.0231.0273.0315.0  386.(
iy Al e e e
m/z--> 50 100 150 200 250 300 350
Abundance #45481: Dodecane T —
57.0 10.50 11.00
m/z 85.10 33.38%
5000
1700
0144% ~d ———
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.204 4.69 ng 65480  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90

Abundance Scan 1549 (11.204 min): BF139001.D\data.ms (-1545) (- m/z 57.10 100.00%
7.1

5
5000

e
%9-1 11.00 11.50
i
ol

155.1196.
ol A o980 m/z 43.10  82.42%

m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

5000

T
11.00 11.50
m/z 71.10 52.29%

9.0
0 I “\ I H‘ 1 ]\'4;(‘) 183.0 268.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

—
11.00 11.50

5000 m/z 41.10 40.55%
9.0
oL ||| [ 1410183.0225.0267.0 3230 380.
L L A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane T ——
57.0 11.00 11.50

m/z 85.10 36.08%

5000
9.0
J\“\L Jl4101820 240.0

m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Dodecane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.233 2.15 ng 30059 Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
3 Heptadecane 240 C17H36 000629-78-7 50
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 50
5 Decane, 2-methyl- 156 C11H24 006975-98-0 50

Abundance Scan 1554 (11.233 min): BF139001.D\data.ms (-1552) (- m/z 57.10 100.00%
e

A
5000

S o
991 1351 1831 11.00 11.50

_ \‘M“\‘ U‘ ‘w‘”h“”\\ “‘M‘H‘\ ‘HL : “ ‘\‘ e m/z 71.10 72.10%

m/z--> 50 100 150 200 250
Abundance #59047: Dodecane, 3-methyl-
57.0

5000 —— e
11.00 11.50

m/z 43.10 42.04%
L

240‘ | 9%0 15?0
Iy PR ) A |
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

— —
11.00 11.50

o

o

5000 m/z 85.10 40.42%
99.0
0 ‘\\ “‘\ li \‘ | \14\10 183.0 239.0 296.(
el bl S
m/z--> 50 100 150 200 250
Abundance #123959: Heptadecane T —
57.0 11.00 11.50

m/z 41.10 39.64%

5000
99.0

0 27\‘"0\ | h\ ‘“\ i H‘ | \\141'0 182.0 249'0
LB e — —T— I —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.633 4.00 ng 55841  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 1622 (11.633 min): BF139001.D\data.ms (-1618) (- m/z 57.10 100.00%

57.1
5000

—
in ‘ 155 11.50 12.00
A m/z 43.10 81.68%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — —
11.50 12.00

m/z 71.10 57.24%

iy F1410183022502670 323.0  380.
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

o

o

— —
11.50 12.00
5000 m/z 85.10 41.49%
0 Iy ‘“\ H\ H‘ i ]\'41 0183.0 268.0
e I e e e
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T —
57.0 11.50 12.00

m/z 41.05 39.47%

3o 1L

oLt 290018300260

T T
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Decane, 1l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.039 3.99 ng 55661 Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Decane, 1-iodo- 268 C1oH21I 002050-77-3 86
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
4 Nonadecane 268 C19H40 000629-92-5 72
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 72
Abundance Scan 1691 (12.039 min): BF139001.D\data.ms (-1687) (- m/z 57.05 100.00%
57.0
2000 JJ\\Af\AAVAVN/\IA«Ax,
99.1 12.00 |
ol o d 1‘?‘51 “29“3‘«1‘ 2431 n/z 43.10  75.57%
miz-> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 —— :
12.00
m/z 71.10 48.75%
o 27‘\'0“\‘ | ”‘9?'0‘ 1410 1830 2260
T T i ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #157263: Decane, 1-iodo-
43.0
T \
12.00
5000 85.0 m/z 85.10  36.83%
0 ““ ‘M‘M Ll [ 1830 2680
miz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- T ‘
57.0 12.00
m/z 41.10 36.78%
- NAwAjXﬁﬂwAﬁwﬂwfoWw
‘ 99.0 0
ol kbbb e L) 2970 2390 2810 -
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.427 4.19 ng 58449  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 76
3 Tetracosane 338 C24H50 000646-31-1 72
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 68
5 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 68

Abundance Scan 1757 (12.427 min): BF139001.D\data.ms (-1750) (-} | m/z 57.10 100.00%

57.1
5000
99.1 41.0 206.1 12.50
‘n“ e \H“ \‘d‘\‘\:\} i .‘ o

| bl m/z 43.10 79.49%

| “\

‘ ‘ ;
mi/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane

57.0

o

5000 L
12.50
99.0 m/z 71.05 54.57%
226.0
01\5\0‘\ ‘\““‘\ “‘!‘ \‘H‘\ “L \“‘ \%4%.‘9\ :!\-8\3\0‘ T \‘\ L L B
m/z--> 50 100 150 200 250 300
Abundance #59028: Tridecane
57.0
—
12.50
5000 m/z 85.10 39.73%
99.0
184.0
ot | || [0 geotee0
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —
57.0 12.50

m/z 41.10 36.54%

b W
99.0

0 \‘ L ‘ \“\ \‘h h‘. | }4}9 :!'830 225.0 267.0 338.I
.

m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081424\
Data File : BF139001.D

Acqg On : 14 Aug 2024 18:46
Operator : RC/JU

Sample : P3549-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.046 3.0 ng 33674 1 6.834 222801 20.0
Silane, trichlo... 9.786 2.7 ng 30425 3 9.863 222476 20.0
Dodecane 10.286 4.3 ng 47693 3 9.863 222476 20.0
3,5-Dimethyldod... 10.504 2.8 ng 30661 3 9.863 222476 20.0
Nonadecane 10.757 6.6 ng 91707 4 11.351 279064 20.0
Heptacosane 11.204 4.7 ng 65480 4 11.351 279064 20.0
Dodecane, 3-met... 11.233 2.1 ng 30059 4 11.351 279064 20.0
Hexadecane 11.633 4.0 ng 55841 4 11.351 279064 20.0
Decane, 1-iodo- 12.039 4.0 ng 55661 4 11.351 279064 20.0
Tridecane 12.427 4.2 ng 58449 4 11.351 279064 20.0
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