LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc :

ALS vial : 6 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140257.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 7 22 rVB 1332735 2117039 75.31% 7.098%
2 2.240 22 25 60 rvB 60465 189309 6.73% 0.635%
3 5.010 489 496 500 rBV6 21623 48095 1.71% ©0.161%
4 5.087 504 509 516 rVB 340911 514410 18.30% 1.725%
5 5.299 537 545 549 rBV 49043 80762 2.87% 0.271%
6 5.487 571 577 588 rVB 1790912 2396728 85.26% 8.036%
7 5.575 588 592 596 rBV 36433 47165 1.68% ©0.158%
8 5.657 602 606 610 rBVv3 20648 28217 1.00%  0.095%
9 5.893 641 646 652 rBV2 37969 65298 2.32% 0.219%
10 6.493 742 748 754 rBV 1756127 2399760 85.37% 8.046%
11 6.704 779 784 788 rBvV2 26282 36390 1.29% 0.122%
12 6.875 808 813 818 rBV 751927 908924 32.34% 3.047%
13 7.434 899 908 912 rBV 1278166 1630463 58.00% 5.467%
14 7.469 912 914 917 rW 29920 32014 1.14% 0.107%
15 7.681 946 950 957 rVB2 34377 51040 1.82% 0.171%
16 7.798 959 970 973 rBv6 24276 55067 1.96% 0.185%
17 8.157 1019 1031 1037 rBV 911027 1266610 45.06% 4.247%
18 8.210 1037 1040 1043 rVB2 24719 32089 1.14% 0.108%
19 8.445 1075 1080 1084 rBV6 30617 46784 1.66% 0.157%
20 8.657 1112 1116 1120 rBV 46116 58833 2.09% 0.197%
21 8.745 1127 1131 1135 rBV 116739 153497 5.46% 0.515%
22 8.975 1166 1170 1176 rVV3 63309 104362 3.71% 0.350%
23 9.110 1189 1193 1197 rVB4 43432 70358 2.50% 0.236%
24 9.175 1201 1204 1208 rVV2 53037 67821 2.41% 0.227%
25 9.234 1208 1214 1218 rVV 2220427 2810952 100.00%  9.425%
26 9.310 1223 1227 1232 rBvV 250947 327454 11.65% 1.098%
27 9.381 1236 1239 1245 rVB 60951 84436  3.00% 0.283%
28 9.569 1264 1271 1272 rBV4 60486 123661 4.40%  0.415%
29 9.628 1277 1281 1284 rBV4 129724 198309 7.05% 0.665%
30 9.692 1289 1292 1296 rVB2 71679 88088 3.13% 0.295%
31 9.839 1313 1317 1322 rVB 341308 435686 15.50% 1.461%
32 9.916 1322 1330 1334 rBV 913315 1246409 44.34% 4.179%
33 10.016 1345 1347 1351 rVB3 37601 43134 1.53% 0.145%
34 10.081 1354 1358 1359 rBV2 54685 76826 2.73% 0.258%
35 10.163 1369 1372 1376 rBV4 92005 128551 4.57% 0.431%

36 10.345 1398 1403 1407 rBV 476690 595729 21.19% 1.997%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc :

ALS vial : 6 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-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 10.563 1435 1440 1446 rBV 214337 347426 12.36% 1.165%
38 10.628 1446 1451 1458 rBV2 181859 312539 11.12% 1.048%
39 10.704 1458 1464 1469 rBV 943773 1283630 45.67% 4.304%
40 10.822 1479 1484 1492 rVB 640203 1067659 37.98% 3.580%
41 11.010 1513 1516 1518 rBV 61174 80089 2.85% 0.269%
42 11.269 1555 1560 1563 rBV 523304 721025 25.65% 2.417%
43 11.298 1563 1565 1571 rVB 263603 312396 11.11% 1.047%
44 11.404 1578 1583 1587 rBV 764214 973345 34.63% 3.263%
45 11.692 1628 1632 1637 rBV 446579 553730 19.70% 1.857%
46 11.928 1668 1672 1680 rVB 277895 401840 14.30% 1.347%
47 12.104 1698 1702 1706 rVB 372581 447877 15.93% 1.502%
48 12.492 1764 1768 1773 rVB 286919 350273 12.46% 1.174%
49 12.716 1802 1806 1812 rBV 209328 355868 12.66% 1.193%
50 12.863 1828 1831 1835 rVB 197476 254757 9.06%  0.854%
51 12.992 1848 1853 1861 rVB 1578674 2038797 72.53% 6.836%
52 13.222 1889 1892 1898 rBV 131267 164171 5.84% 0.550%
53 14.051 2028 2033 2039 rBV 589661 843880 30.02%  2.829%
54 15.539 2282 2286 2296 rVB 377327 755888 26.89% 2.534%

Sum of corrected areas: 29825460
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Nov 2024 15:25
: RC/JU
: P4709-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
BF140257.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF140257.D\data.ms

5.487 6.493

134
7.434

6.875

5.087

240 5,010 5299 4&57@57 5.803 6.704 4697.6¢

0
Time-->

S X
L L L L B L I L L L L L B L L L L L I B L L L L L L B L BRI BRI B

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

2000000

1500000

1000000

500000

TIC: BF140257.D\data.ms

9.234

12.992

8.157

Time-->

1.798
0===

13.222
745
2108 4458 8570 24

— — — — — — — 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF140257.D\data.ms

14.051 15.539

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.134 46.58 ng 2117040 1,4-Dichlorobenzene-d4 6.875

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
Abundance Scan 7 (2.134 min): BF140257.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
87.1
R ARAARNRRE
‘ Lg 1 2.202.302.402.50
bl 225 M 101111501290 1y s 43,10 40.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT [T T T[T T T[T T T [TTTT T
43.0 2.202.302.402.50
' 87.0 m/z 55.10  28.19%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RRAn S e ERSEREREEEE
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.24%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RRa e A RARAREEE Y
73.0 2.202.302.402.50
m/z 41.10 13.43%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Propane, 1,1-dimethoxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.240 4.17 ng 189309 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 56
2 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 10
3 Disilane, pentamethyl(pentafluor... 298 C11H15F5Si2 033558-55-3 9

4 2-Methylundecanal dimethyl acetal 230 C14H3002 1010430-97-6 9
5 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 9
Abundance  Scan 25 (2.240 min): BF140257.D\data.ms (-22) (-) 75.05 100.00%

75.0
5000
41,0
I R e e

‘ ‘ 2 20 240 2.60
\‘ Lyl

ob—lbert m/z 73.10  69.23%
miz--> 50 100 150 200 250
Abundance #5393: Propane, 1,1-dimethoxy-
75.0
5000 L L B BB
410 220 240 260
m/z 45.05 41.39%
0 \‘\ HH ‘ “ \“\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #92152: 2,5-Diethoxy-3-methyl-3-vinylhexane
73.0
T T
220 240 2.60
5000 m/z 41.05 27.21%
0 410 |, 139.0 214.0
L R
miz--> 50 100 150 200 250
Abundance  #195926: Disilane, pentamethyl(pentafluorophenyl)- T
73.0 220 240 2.60

m/z 47.00 17.52%

200 \‘ 1250 161.0 206.0 283.0

Ottt L L o NS e e
m/z--> 50 100 150 200 250 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.087 11.32 ng 514410 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 5-Oxohexanenitrile 111 C6HINO 010412-98-3 12
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 509 (5.087 min): BF140257.D\data.ms (-504) (-) m/z 43.05 100.00%
3.0
59.0
5000
101.1
4.80 5.00 5.20 5.40
\‘\ M‘ 83.1 | 9
oyt m/z 59.05 56.82%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L B LR
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.02%
15.0 101.0
‘ Wl | 830 |
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
AmmEE e
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.50%
101.0
41.0
o 220 w80 L
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RARRAEERE L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.90%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 PR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.745 2.42 ng 153497 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 60
Abundance Scan 1131 (8.745 min): BF140257.D\data.ms (-1127) (-) m/z 57.10 100.00%
57.1
5000
85.1
T
H 131.0 160.1184.2 8.40 8.60 8.80 9.00
Obrrrrree b 16011842 T s 1 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L L NN B L I
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 54.58%
d h L |, ;11301410 184.0
O\\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
Al EamEREEEE S
8.40 8.60 8.80 9.00
5000 m/z 41.10 41.10%
85.0
29.0
0 ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane o RRRAREAT
57.0 8.40 8.60 8.80 9.00
m/z 85.10 33.31%
5000 85.0
29.0
0 L 1301410 1690 1980
e e e A e e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.310 5.25 ng 327454  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1227 (9.310 min): BF140257.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1
5000
85.1
R e
9.00 9.20 9.40 9.60
113.1 193.2
0 m_uw‘HWHH“1‘HH‘_m_ﬂf‘?f}??%”wm_m m/z 43.10  78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L B LR B B
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.05 55.26%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
R !
9.00 9.20 9.40 9.60
5000 m/z 41.10 40.18%
29.0 ‘ 126.0
S A O T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane R AR EE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.51%
5000
85.0
29.0
0 ‘\ i M‘ 113.0 141.0 169.0 197.0 226.0
H"H"_"w“u“H“H“_“w“u“u“u“w“w“u e RAREEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Decane, 2,3,5,8-tetramethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.628 3.18 ng 198309  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 52
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 52
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
4 Octane, 2-methyl- 128 C9H20 003221-61-2 46
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43

Abundance Scan 1281 (9.628 min): BF140257.D\data.ms (-1277) (-)| | m/z 57.10 100.00%
7.1

57.
5000
163.1

7
91 | 9.50 10.00
ol M gy L2082 s 4310 92.69%

m/z--> 50 100 150 200 250 300
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0

5000 1
9.50 10.00
m/z 71.10 90.88%

99.0
155.0
0 \‘H\ ’“\ \“‘\ “‘ \“‘\ T “\ T \1\98‘(\)\ L B e B B
Mjze> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0

R
9.50 10.00
5000 m/z 41.10 50.11%

99.0 1550
N e ) IR VY
miz--> 50 100 150 200 250 300

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 9.50 10.00
m/z 55.10 41.12%

‘ 99.0
I !\ A \“ ‘u‘

0 | 141.0 1830 2390  296.0
1 A e ERS —— ——
miz--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.839 6.99 ng 435686  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 83
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 1317 (9.839 min): BF140257.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1
5000
851 w
— —
9.50 10.00
113.1 1451
0 m_uw‘HM‘HpmH‘_m_HW““‘12“1‘1‘”“2“1‘2“2“” m/z 43.10  77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 = e
85.0 9.50 10.00
29.0 m/z 71.10 57.02%
0 \‘ L\ H \‘\ i ‘11?0\14%10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— —1—
9.50 10.00
5000 m/z 41.10 37.59%
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 #74004: Tetradecane — ——
57.0 9.50 10.00
m/z 85.10 37.15%
5000 85.0
29.0
0 Ll 1180 1410 1690 1980
Frrrtr e e e e e e e e = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.345 9.56 ng 595729  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Pentadecane 212 C15H32 000629-62-9 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87

Abundance Scan 1403 (10.345 min): BF140257.D\data.ms (-1398) (- m/z 57.10 100.00%
57.1

5

5000 85.1
10.00 10.50
113.1
Ol b b i 24T 1721 226.2 m/z 43.10  71.23%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107217: Hexadecane
57.0
5000 T ——
85.0 10.00 10.50
29.0 9
m/z 71.10 55.92%
oLl aonenoiso a0
\H‘HH‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane
57.0
— B
10.00 10.50
m/z 85.10 39.76%
5000 85.0
29.0
0 \‘ I H\ \‘\ \11?0\14;01690 212.0
vt b R e R e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane T T
57.0 10.00 10.50
m/z 41.10 36.31%
5000 85.0
29.0
0 \‘ h H\ Il \\lld30\141016901970 268.(
HwHHM‘HMHw‘HWHH‘HHMH‘_HWH‘WHHMH‘_HWH“ — ——
m/z--> 20 40 60 80 100120140160 180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 9 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.563 5.57 ng 347426  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 72

Abundance Scan 1440 (10.563 min): BF140257.D\data.ms (-1435) (. m/z 57.10 100.00%
57.1

=

5000
10.50
169.2
0 F2112‘ e m/z 43.10  48.21%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 - :
10.50
m/z 71.10 47.70%
O T \L‘\ ‘\‘ “ “ % \‘ \1\4\]_‘0\]:8\3\0‘\ \2\3\9‘0\ T ‘ L ‘ L
miz—> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T T \
10.50
5000 ITI/Z 85.10 24 .65%
0 JL \h F ‘}410183022502670 323.0 380.
e L
m/z--> 0 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 10.50
m/z 41.10 24.52%
- NJM_NﬂkvvjkwKﬂJ\ﬂwJ“
‘ 112.0
R T — e
m/z--> 0 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Benzophenone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.628 5.02 ng 312539  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47

Abundance Scan 1451 (10.628 min): BF140257.D\data.ms (-1446) (-] ' m/z 105.10 100.00%

105.1
77.0
182.1
5000
51.0

=
1050 1100
152.1

0ot ety i 120522300 s 77 05 69.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0

5000 =
10.50 11.00
510 m/z 182.10  56.85%

27.0 | | 152.0 I
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0

L
77.0 10.50 11.00

o

5000 m/z 51.00 28.15%
51.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32009: Acetophenone, 2-chloro- T 7
105.0 10.50 11.00

m/z 181.10  10.43%

77.0
5000
51.0
270 | 154.0
0 | 1yl | |

T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.822 21.94 ng 1067660  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 1484 (10.822 min): BF140257.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1

B

5000
‘ Fg.l 10.50 11.00
ol d bbby, 1091 2403 n/z 43.10  68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — ——
10.50 11.00
9.0 m/z 71.10  63.50%
Olwswdr ‘\““\ ‘“‘ \‘“‘\ HL \“‘\“\4%“0\1\8\3\0‘ T \2\4}0‘0\ L B B B B
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— ——
10.50 11.00
5000 ITI/Z 85.10 36.60%
oLl ae0nms0  zes0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00
m/z 41.10 32.76%
h /L/\”M
oL F ‘}410183022502670 323.0 380.(
L A B I e g L B i S — ——
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\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25

Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Heptadecane, 8-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.269 14.82 ng 721025  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1560 (11.269 min): BF140257.D\data.ms (-1555) (- m/z 57.10 100.00%

57.1
5000

—r— —
h 991 111 672 11.00 11.50
ob b bl g 2L 1972 2843 m/z 43.10  73.35%
miz--> 50 100 150 200 250
Abundance #141070: Heptadecane, 8-methyl-
57.0
5000 —— —
11.00 11.50
126.0 m/z 71.10  61.31%
O T T T ‘\“‘ ‘ “\ H‘ ‘H‘ h \ T \ ﬁe\g\o T ‘ T \2\3?-? T T T T
m/z--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 42 .38%

99.0 1400
182.0
ol bl Lo b T 2260
miz--> 50 100 150 200 250

Abundance #194590: Heneicosane — ——
57.0 11.00 11.50
m/z 41.10 34.98%
5000
99.0
0 26\10‘\ ‘\ H\ h\ h‘ u \?‘410‘ 1830 225.0 296.(

e fr 7 e e e — 7

m/z--> 50 100 150 200 250 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\

BF140257.D

: 06 Nov 2024 15:25
: RC/JU
: P4709-01

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 13 3-Ethyl-2,6,10-trimethylund... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.298 6.42 ng 312396  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tridecane 184 C13H28 000629-50-5 87
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 86

3 Heptacosane 380 C27H56 000593-49-7 80
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 80
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 1565 (11.298 min): BF140257.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1
. A\J\MVLA\VJ\NmJJk\
1100 1150
184.1 . :
- | i L bk 2232 m/z 71.10 81.78%
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 — ——
11.00 11.50
m/z 43.10  45.55%
O \“‘\ ‘\ “\“ E014101840 T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 44 ., 20%
113.0
183.0
0 m“ L, | rlmso
m/z--> 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50
m/z 55.10 26.07%
h w
0 “L | F ‘1410183022502670 3230 380.(
““‘ R B e e —— ——
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\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.692 11.38 ng 553730  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1632 (11.692 min): BF140257.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1

§

5000 85.1
h 113.1141 2169.2197.2 1150 12.00
Obrprrbrdi b LT 241:2169.2197.22252 2685 1/, 43,10 71.52%
miz--> 20 40 60 80 100120140160 180200220240 260
Abundance #158597: Nonadecane
57.0
5000 85-0 T ‘ T
11,50 12.00

m/z 71.10 61.28%

29.0
‘ h | [F30141.0160.0107.00050 268.C
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

7
11.50 12.00

o

5000 85.0 m/z 85.10 41.64%
140.0
I Y L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123960: Heptadecane 7 —
57.0 11.50 12.00

m/z 41.10 33.18%

85.0
5000
29 0 H 113.0

Ly 1410169.0197.0 2400

o‘wm‘w_mwwm_m_m_m_m_Wwiw_m — —
miz--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 15 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.928 8.26 ng 401840  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70

Abundance Scan 1672 (11.928 min): BF140257.D\data.ms (-1668) (- m/z 43.10 100.00%

43.1 73.0
5000

O‘HM‘HWH

m/z 73.00 96.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 T

1710 2130 256.0

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 57.10 81.00%
171.0
214.0
obrrd ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid 7
73.0 12.00
43.0 m/z 41.10 76.22%
5000 129.0
185.0
228.0
O‘deuwu$y —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.104 9.20 ng 447877  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1702 (12.104 min): BF140257.D\data.ms (-1698) (- m/z 57.10 100.00%

57.1
5000

e
99.1 12.00 12.50

141.1 .
LA b ly 11l 1971 2432 2823 . 4310 71.07%

m/z--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0

o

5000 — ——
12.00 12.50
99.0 m/z 71.10 60.69%
41.
oL, 200] | “H“h‘ LS [ 1830 2250 2820
m/z--> 50 100 150 200 250
Abundance #261137: Hexadecane, 1-iodo-
57.0
—— —
12.00 12.50
5000 m/z 85.10 43.57%
99.0
155.0 225.0
oL 28O A b R T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane —r —
57.0 12.00 12.50

m/z 41.10 30.86%

5000
99.0

41.0
o260, | ||| 110 1830 p250 296« T

m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.492 7.20 ng 350273  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Heptadecane 240 C17H36 000629-78-7 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 1768 (12.492 min): BF140257.D\data.ms (-1764) (-} ' m/z 57.10 100.00%
57.1
2000 m
——
99.1 12.50
411
I — h bl 1411 1831 2252 2661 ./, 4310 69.55%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 T
12.50
99.0 m/z 71.10 62.64%
O T \al\ ‘ ‘ HH‘ \‘”‘\ h‘ \“ \‘?\-41(‘)\ %8\3\0‘ \22\5\ 0\ ‘ T T \2\96’.(
m/z--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
——
12.50
5000 m/z 85.10 43.59%
99.0 0
o280 || L 40 wms0  2sa0
miz--> 50 100 150 200 250
Abundance #123958: Heptadecane T
57.0 12.50
m/z 41.10 30.07%
o m
99.0
Gl ‘ ] ‘ 141.0 183.0 240.0
OHH‘MH”H“H“\;“‘HH‘\H}‘HH ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25

Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: 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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.716 7.31 ng 355868 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 n-Hexadecanoic acid
3 Pentadecanoic acid
4 Tetradecanoic acid
5 n-Decanoic acid

284 C18H3602
256 C16H3202
242 C15H3002
228 C14H2802
172 C1eH2002

000057-11-4 99
000057-10-3 83
001002-84-2 83
000544-63-8 60
000334-48-5 58

Abundance Scan 1806 (12.716 min): BF140257.D\data.ms (-1802) (- m/z 43.10 100.00%
g7.1 1291
241.2 T T
185.1 ‘ 284.3 12.50 13.00
o—M, T B ‘u ol w‘hu bl m/z 57.10  80.08%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.
5000 129.0 — o
33.0 12.50 13.00
’ 284.0 o
185.0 241.0 ‘ m/z 73.05 79.14%
ob— “‘ H‘ I WM\“M} w“‘ ‘ L, ‘L “\‘ “ - \‘ “\ ‘\‘ . ‘\‘ —
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.
= —
12.50 13.00
5000 1290 m/Z 55 . 19 71 . 7200
97.0 171 0 213.0 256.0 me
oL—— “‘ m\h”w ‘H‘\ il ‘ | “ | “‘ \‘ ““ T “\‘ —
miz--> 150 200 250 300
Abundance #126199:Pentadecanok:add —— —
73.0 12.50 13.00
450 m/z 60.00  71.24%
5000 129.0
‘ 199.0 2420
ok M ‘1610‘ L“ ‘w‘ ——— — =
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.863 6.04 ng 254757  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
4 Docosane 310 C22H46 000629-97-0 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1831 (12.863 min): BF140257.D\data.ms (-1828) (-} | m/z 57.10 100.00%
57.1
5000 m
— ——
‘ ‘ 991 111 220.1 12.50 13.00
ok bbb [y 172 1822, | 267.2 3103 .0 4310 67.53%
miz-> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0
5000 — —
12.50 13.00
99.0 m/z 71.10 64.33%
LLL L 0 gm0 2540
O\‘\ ‘\““\ ‘\‘\“‘\H’ \“\“\ 1“‘\‘\ \‘\“\\\\“\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
— ——
12.50 13.00
5000 m/z 85.10 45,99%
99.0
0 \‘ A M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.
gl e e
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- “ —
57.0 12.50 13.00
m/z 41.10 27 .49%
99.0 183.0
A . N B
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 20 Hexadecane, 7,9-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13222 3.89ng 164171 Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane 254 ciszs 000593-45-3 98

2 Tricosane 324 C23H48 000638-67-5 94
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 89

5 Decane, 1l-iodo-

268 Cl1oH21I

002050-77-3 81

Abundance Scan 1892 (13.222 min): BF140257.D\data.ms (-1889) (- m/z 57.10 100.00%
57.1
5000 m
—— —
| 99‘-1 11 183122906, 13.00 13.50
Ol bhod gy AT 1831 [ 2541 3061 L 4310 go.4a%
mi/z--> 50 100 150 250 300
Abundance #141056: Octadecane
57.0
5000 — ——
13.00 13.50
‘ 99.0 m/z 71.10 63.04%
04 \“\ } “‘\ “H‘ \‘“‘\ H“ \M‘ \%41‘1‘0‘ 183.0 T \\25“4\0\ L
m/z--> 50 100 150 250 300
Abundance #229644: Tricosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 45.16%
99.0
324.
e 02670 |
ol b L M i S
m/z--> 50 100 150 250 300
Abundance #74005: Tetradecane T ——
57.0 13.00 13.50
m/z 41.10 25.92%
e \mA“vw/WAAM/KﬁNJ\”“
‘ 99.0
osa L[|, 140 1880 S
m/z--> 50 100 150 250 300 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140257.D

Acqg On : 06 Nov 2024 15:25
Operator : RC/JU

Sample : P4709-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.134 46.6 ng 2117040 1 6.875 908924 20.0
Propane, 1,1-di... 2.240 4.2 ng 189309 1 6.875 908924 20.0
2-Pentanone, 4-... 5.087 11.3 ng 514410 1 6.875 908924 20.0
Tridecane 8.745 2.4 ng 153497 2 8.157 1266610 20.0
Tetradecane 9.310 5.3 ng 327454 3 9.916 1246410 20.0
Decane, 2,3,5,8... 9.628 3.2 ng 198309 3 9.916 1246410 20.0
Pentadecane 9.839 7.9 ng 435686 3 9.916 1246410 20.0
Hexadecane 10.345 9.6 ng 595729 3 9.916 1246410 20.0
Pentadecane, 2,... 10.563 5.6 ng 347426 3 9.916 1246410 20.0
Benzophenone 10.628 5.0 ng 312539 3 9.916 1246410 20.0
Heptadecane 10.822 21.9 ng 1067660 4 11.404 973345 20.0
Heptadecane, 8-... 11.269 14.8 ng 721025 4 11.404 973345 20.0
3-Ethyl-2,6,10-... 11.298 6.4 ng 312396 4 11.404 973345 20.0
Nonadecane 11.692 11.4 ng 553730 4 11.404 973345 20.0
n-Hexadecanoic ... 11.928 8.3 ng 401840 4 11.404 973345 20.0
Eicosane 12.104 9.2 ng 447877 4 11.404 973345 20.0
Heneicosane 12.492 7.2 ng 350273 4 11.404 973345 20.0
Octadecanoic acid 12.716 7.3 ng 355868 4 11.404 973345 20.0
Octadecane 12.863 6.0 ng 254757 5 14.051 843880 20.0
Hexadecane, 7,9... 13.222 3.9 ng 164171 5 14.051 843880 20.0
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