LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc :

ALS Vvial : 14 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139388.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 5 13 20 rVB 654878 1001422 71.57% 6.486%
2 5.092 499 510 518 rVB 63270 96968 6.93% 0.628%
3 5.492 572 578 584 rBV 1016663 1375462 98.31% 8.908%
4 6.504 744 750 755 rBV 1029765 1399142 100.00%  9.062%
5 6.875 808 813 818 rVB 296201 363807 26.00%  2.356%
6 7.439 898 909 913 rBV 687616 901081 64.40% 5.836%
7 7.522 918 923 927 rVB3 14965 21808 1.56% 0.141%
8 7.592 927 935 938 rBvVS8 5058 14240 1.02% 0.092%
9 7.686 946 951 956 rVB3 38504 54521 3.90% 0.353%
10 7.798 958 970 975 rBvV5 23329 59689 4.27% 0.387%
11  7.975 997 1000 1006 rVB4 10382 17662 1.26% 0.114%
12 8.028 1006 1009 1012 rBV2 14482 18781 1.34% 0.122%
13 8.063 1012 1015 1018 rVv2 15528 18412 1.32% 0.119%
14 8.110 1019 1023 1024 rVV3 11977 16459 1.18% 0.107%
15 8.157 1024 1031 1037 rVV 357911 522688 37.36% 3.385%
16 8.210 1037 1040 1044 rVV3 28633 41919 3.00% 0.271%
17 8.245 1044 1046 1053 rVV6 11437 18715 1.34% 0.121%
18 8.357 1063 1065 1070 rVB4 14150 18979 1.36% 0.123%
19 8.445 1076 1080 1084 rBV4 36341 57004 4.07% 0.369%
20 8.539 1093 1096 1099 rBV2 20820 23088 1.65% 0.150%
21 8.575 1099 1102 1104 rBV 31755 38424  2.75% 0.249%
22 8.663 1113 1117 1120 rBV2 43104 55486 3.97% 0.359%
23 8.745 1128 1131 1134 rBV2 54845 69778 4.99% 0.452%
24  8.904 1155 1158 1161 rBV3 22100 32384 2.31% 0.210%
25 8.980 1167 1171 1174 rBV2 55273 68343 4.88% 0.443%
26 9.110 1189 1193 1197 rVB6 29593 52512 3.75% 0.340%
27  9.175 1201 1204 1209 rVV3 65492 86979 6.22% 0.563%
28 9.233 1209 1214 1218 rVV 1130544 1359255 97.15% 8.803%
29 9.310 1223 1227 1231 rBV 168807 215792 15.42% 1.398%
30 9.545 1264 1267 1269 rBv2 35805 49204 3.52% 0.319%
31 9.627 1277 1281 1284 rBV2 132549 193650 13.84% 1.254%
32 9.686 1289 1291 1295 rVB4 50161 58091 4.15% 0.376%
33 9.780 1303 1307 1309 rBV5 38771 61635 4.41% 0.399%
34 9.839 1313 1317 1321 rVV 153642 220812 15.78%  1.430%
35 9.910 1325 1329 1333 rVB 305312 389427 27.83% 2.522%

36 10.004 1342 1345 1351 rVB2 106285 169388 12.11% 1.097%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc :

ALS Vvial : 14 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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.163 1369 1372 1376 rVB4 47748 57908 4.14% 0.375%
38 10.233 1380 1384 1389 rBV6 37239 81549 5.83% 0.528%
39 10.339 1398 1402 1406 rVB 212171 240424 17.18% 1.557%
40 10.557 1434 1439 1445 rBV 131785 203726 14.56% 1.319%
41 10.622 1446 1450 1457 rVV2 110598 182170 13.02% 1.180%
42 10.698 1457 1463 1474 rVB 536201 735391 52.56% 4.763%
43 10.816 1478 1483 1491 rVB 375318 631068 45.10% 4.087%
44 11.257 1554 1558 1561 rBV 268240 352699 25.21%  2.284%
45 11.286 1561 1563 1569 rVB 144487 196172 14.02%  1.271%
46 11.392 1577 1581 1597 rBV 266477 464730 33.22% 3.010%
47 11.686 1627 1631 1635 rBV 246265 289058 20.66% 1.872%
48 11.921 1667 1671 1678 rVB 155518 216777 15.49% 1.404%
49 12.092 1696 1700 1704 rVB 215031 248852 17.79% 1.612%
50 12.374 1745 1748 1756 rVB2 32604 49199 3.52% 0.319%
51 12.439 1757 1759 1762 rVV3 26392 32241  2.30% 0.209%
52 12.480 1762 1766 1771 rVB 179925 227614 16.27% 1.474%
53 12.604 1784 1787 1793 rBV 42640 63398 4.53% 0.411%
54 12.704 1800 1804 1810 rBV4 52869 97687 6.98% 0.633%
55 12.851 1823 1829 1833 rBV2 118979 196447 14.04%  1.272%
56 12.980 1846 1851 1859 rVB 762242 1025303 73.28% 6.640%
57 13.210 1886 1890 1896 rBV 85945 122273 8.74% 0.792%
58 13.551 1945 1948 1952 rBV 51698 60854  4.35% 0.394%
59 13.880 2001 2004 2014 rVB2 77139 131902 9.43% 0.854%
60 14.027 2025 2029 2037 rBV2 166804 244854 17.50% 1.586%
61 15.504 2276 2280 2283 rBV 83507 124990 8.93% 0.810%

Sum of corrected areas: 15440293
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
BF139388.D

: 16 Sep 2024 19:48

: RC/JU

: P3962-01

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

1000000

800000

600000

400000

200000

Abundance TIC: BF139388.D\data.ms
1200000
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Time-->

1000000

800000

600000

400000

200000

Abundance TIC: BF139388.D\data.ms
1200000 9.233

12.980

92 12.480
12.851 13.210
12274880704 1|
0= — — —

— — — — — — 7
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Time-->
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Abundance TIC: BF139388.D\data.ms
1200000

15.504

13.551 13.880

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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
2.169 55.05 ng 1001420 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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 13 (2.169 min): BF139388.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
R Rmams L AR
‘ J 881 2.202.302.402.502.60
Ol B8 L 88, 4305 5e.98%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T T[T T T T[T T T[T T T TTT

2.202.302.402.502.60

43.0
‘ m/z 55.10 32.83%
27.0 88.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
G
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.55%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2246: S|Iane, tetramethyl- R amams L AR
73.0 2.202.302.402.502.60

m/z 41.10 16.93%

5000
43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0

m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 18
R.T. EstConc Area Relative to ISTD R.T.
5.092 5.33 ng 96968 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 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9

Abundance Scan 510 (5.092 min): BF139388.D\data.ms (-499) (-) m/z 43.10 100.00%

43.
59.1
5000
‘ 83.0 101.1 4.80 5.00 5.20 5.40
0 HWH_m_HJ“MHWMMw‘u:wm‘w_m‘ m/z 59.18 53.61%
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 B L B L AL SR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  15.83%
31\'0 il | 83.0 |
O \\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
e EARREEEES R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.76%
58.0
15.0 579 | 72‘-0 100.0
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide R R EEamE S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.94%
5000 59.0
73.0
101.0
O 280 L se0 SRSV N AT
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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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, 2,6,10-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.175 4.47 ng 86979  Acenaphthene-dile 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 62
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 58
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 58
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
Abundance Scan 1204 (9.175 min): BF139388.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1
2000 M/\M
shooboshooh "
115. . . : g
ol “‘ ol g J“M“w ‘! %?372‘ ———————— m/z 71.10 78.03%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 L L N B LR B
8.80 9.00 9.20 9.40
m/z 43.10 66.32%
27‘.0‘ ‘ 97.0 127.0 183.0
O\“\“\“H\M \“‘\‘M’ \H\“\ L —— \‘.\ AL B B
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T
8.80 9.00 9.20 9.40
5000 m/z 41.10 53.27%
113.0
27.0
of 10 L L T magias0 a0 JﬂwNAmeﬂ
m/iz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl- T
57.0 8.80 9.00 9.20 9.40
m/z 85.10 29.40%
- J\/\/_//\kau/\
0 1l w‘ 1301430 1830 253.0 296.(
e o e e B Emama e e Al Aaaea R R e ae
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.310 11.08 ng 215792  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 1-Bromodocosane 388 C22H45Br 006938-66-5 52
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 49

Abundance Scan 1227 (9.310 min): BF139388.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1

é

5000
85.0 193.2
ERamas R AR
H ‘12‘31 1541 9.00 9.20 9.40 9.60
O bl b e m/z 43.10 93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
5000 L B LR B R
85.0 9.00 9.20 9.40 9.60
29.0 m/z 41.10 72.24%
‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

%

9.00 9.20 9.40 9.60
5000 m/z 71.10 48.81%

85.0

29.0

ol h ‘h‘ 1110 15401820  227.0
e 200 1820 2270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester R R RREE
57.0 9.00 9.20 9.40 9.60

m/z 55.10 46.78%

é

5000
85.0

%

29.0

N H‘ 1110 140.0 168.0 196.0 241
el 1400 1680 196.0 241 S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Carbonic acid, prop-1-en-2-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.627 9.95 ng 193650  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 58
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 52

Abundance Scan 1281 (9.627 min): BF139388.D\data.ms (-1277) (-) m/z 57.10 100.00%
57.1

5000

——
9.50 10.00
Obrrrprrrlhrd m/z 43.10  99.70%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

5000 — —
9.50 10.00
29.0 85.0 m/z 71.1@  72.37%
0 \‘H“‘JLJJ , 125.0154.0182.0  227.0
H\‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
e e
9.50 10.00
5000 ITI/Z 41.10 54.96%
85.0
113.0 169.0
29.0
B RN CR 10
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90207: Dodecane, 2,6,10-trimethyl- — ——
57.0 9.50 10.00
m/z 55.10 41.98%
= e M
29.0 ‘ 127.0
A A — SR
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.839 11.34 ng 220812  Acenaphthene-di10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 78
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 1317 (9.839 min): BF139388.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 14519741
obrdh b MBI 2122 4310 85.77%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #123961: Heptadecane
57.0
5000 — —
85.0 9.50 10.00
29.0 m/z 71.10  49.19%
Sl oo 2o
\’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
— —
9.50 10.00
m/z 41.10  38.59%
5000 85.0
29.0
W‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107218: Hexadecane — —
57.0 9.50 10.00
m/z 85.10  35.28%
5000
85.0
29.0
0 ‘\ ‘ L 4 M‘ 113.0141.0169.0197.0 226.0
e e e e e e e — —
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 unknownl®.004 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.004 8.70 ng 169388  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecanone 170 C11H220 000112-12-9 27
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 12
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 12
5 Hexanoic acid, 3-oxo-, methyl ester 144 C7H1203 030414-54-1 12
Abundance Scan 1345 (10.004 min): BF139388.D\data.ms (-1342) (- m/z 43.10 100.00%
43.1
5000
101.1 155.1
70.1 — ‘
WL e | e
0 e el bl e T T m/z 57.100 45.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45376: 2-Undecanone
43.0
5000 —— :
71.0 10.00
m/z 59.10 38.89%
O 15\0 H H\ huﬂ ullly Mh‘ n 11\\20\1410\1790
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
R
10.00
m/z 101.10 36.45%
%000/ 150 710 1010
‘ 144.0
0H‘M‘u!“u‘ilm‘“_‘M“m“‘1“,‘m,uu,uu,uu,uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9238: 1,3-Dioxane, 4,4-dimethyl- AR !
43.0 10.00
0 o m/z 97.10  35.03%
5000
15.0 ‘
0! et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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.
10.339 12.35 ng 240424  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1402 (10.339 min): BF139388.D\data.ms (-1398) (- m/z 57.10 100.00%
57.1
5000
85‘1 MLU\
— —
10.00 10.50
113.2 1441
owmm“;"UuH“:w‘“_‘mm‘_ku‘lﬁz“z‘wm?ﬁ??w m/z 43.10 81.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — —
10.00 10.50
290 850 m/z 71.10  48.64%
0 “ ‘ L4 H‘ 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
— —
10.00 10.50
m/z 41.10 43.83%
5000 85.0
W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane “ —
57.0 10.00 10.50
m/z 85.10 36.35%
5000
85.0
29.0
‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“ — —
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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.557 10.46 ng 203726  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 81
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Octane, 4-ethyl- 142 C1eH22 015869-86-0 64
Abundance Scan 1439 (10.557 min): BF139388.D\data.ms (-1434) (- m/z 57.10 100.00%
57.1
‘99 10,50 |
1 .
1692
ol bbby PR 2102 m/z 43.10  57.14%
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 R
10.50
m/z 71.10 40.35%
99.0
oL L1, 3410 1820 2250 2670 338
\\\\’ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
T \
10.50
5000 m/z 41.10 31.01%
‘ 112.0
L 2 S
m/iz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 10.50
m/z 85.10 23.30%
h NM
0 L‘ Ll ‘\ y 14191830 2390 296.0
gk A C
m/z--> 50 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 14
R.T. EstConc Area Relative to ISTD R.T.
10.621 9.36 ng 182170  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 53
3 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 53
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 53
5 Vinyl benzoate 148 C9H802 000769-78-8 53
Abundance Scan 1450 (10.622 min): BF139388.D\data.ms (-1446) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000 51.0
1050  11.00
152.1 : :
O e e e A28 A 2T20 sz 77,05 75.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 m— —
10.50 11.00
51.0 m/z 182.10  53.92%
O\‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\112\\719‘]\-\5%\.‘0\\\\‘H\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26925: 1,2-Propanedione, 1-phenyl-
77.0 105.0
VAV e
10.50 11.00
m/z 51.05 39.99%
5000 51.0
27.0 ‘ ‘ | 148.0
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49630: Ethanone, 2,2,2-trifluoro-1-phenyl- =T ==
77.0 105.0 10.50 11.00
m/z 50.10 14.19%
5000
51.0
0‘?}9q‘“"wwm‘H"N‘W‘H‘_“W}Tﬁ?‘u“u‘_‘ o ppp [ A
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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.816  27.16 ng 631068 Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 1483 (10.816 min): BF139388.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1
501 050 1000
141. 2183.2 : :
ol LU L[ 38123852 2408  h/; 4310 77.26%
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 — —
10.50 11.00
‘ # m/z 71.10 55.79%
0
141.0184.0
Ol\s\d!‘\““\“\“\“‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
— —
10.50 11.00
5000 m/z 41.10 41.03%
ol ‘ ‘ | F \1‘410183022502670 323.0 380. W
T T T T
m/z--> 50 lOO 150 200 250 300 350
Abundance #158602: Tridecane, 7-hexyl- — T
57.0 10.50 11.00
m/z 85.10 31.88%
5000
182.0
o LD | asoreo el
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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.257 15.18 ng 352699  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Eicosane 282 (C20H42 000112-95-8 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90

Abundance Scan 1558 (11.257 min): BF139388.D\data.ms (-1554) (- m/z 57.10 100.00%
57.1

w0 m

— —
99.1 11.00 11.50

141.0
ol il 24D 1971 2843 m/z 43.10 81.60%
miz--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
5000 —— e
11.00 11.50

m/z 71.10 54.09%

99.0
o260l L1 140 1s0 20
mi/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

— —
11.00 11.50

5000 m/z 41.10 44 .00%
99.0
Jiso | ||, 3410 1830 250 296
e
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane —— —
57.0 11.00 11.50

m/z 85.10 37.50%

) M
2610‘\ L | “‘99'0 141.0 183.0 226.0

o=y : —

: —
miz--> 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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.286 8.44 ng 196172  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
2 Dodecane, 3-methyl- 184 C13H28 017312-57-1 76
3 Tridecane 184 C13H28 000629-50-5 74
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64

5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1563 (11.286 min): BF139388.D\data.ms (-1561) (- m/z 57.10 100.00%
57.1
20 /\\M—M\\
—— —
1131 11.00 11.50
184.0 : :
ok “ “‘u bl | 11451 47 2322 m/z 71.1e  71.20%
mfz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 e e
11.00 11.50
m/z 43.10 42.58%
27| 1130 1
O ‘\ \ ‘ AL ‘H‘ \H‘\ ““ \“‘ e }?4\0\ 8\30 T \25‘3\0\28\2\(
m/z--> 50 100 150 200 250
Abundance #59046: Dodecane, 3-methyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 33.24%
155.0
‘ 99.0 ‘
ol iy, | gwe
miz--> 50 100 150 200 250
Abundance #59026: Tridecane — —
57.0 11.00 11.50
m/z 41.10 27.98%
5000
270 99.0
L1 e sso
ob— Al e — —
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\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Tridecane, 6-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.686 12.44 ng 289058  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 1631 (11.686 min): BF139388.D\data.ms (-1627) (- m/z 57.10 100.00%

57.1
5000
85.1

h 113-1141.1169.1197.2225.2 150 1200
Ot iy LT A4111691197.22052 2688, 43,10 82.20%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107222: Tridecane, 6-propyl-
43.0
71.0
5000 — —
11.50 12.00

m/z 71.10 52.89%

99.0 126.0154.0 183.0
‘HH“\H‘!“\‘\H}\‘W‘H\h‘\\\\‘\h\\\‘\\\“\‘HH‘HHH‘\\\2\%6\\9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0

o

— —
11.50 12.00
m/z 41.10 41.57%
5000 85.0
29.0
_‘H‘H‘W‘H‘_‘H‘H‘q‘u‘_‘u‘u‘q‘u‘_‘H‘H‘q‘u‘_‘u
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #123961: Heptadecane T —
57.0 11.50 12.00
m/z 85.10 36.73%
5000
85.0
29.0
oL msomousy o
_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 1L50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 15
R.T. EstConc Area Relative to ISTD R.T.
11.922 9.33 ng 216777  Phenanthrene-di10 11.392
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1671 (11.921 min): BF139388.D\data.ms (-1667) (- m/z 43.10 100.00%

43.1
73.0
5000
129.0

213.2 ]
‘ “ ‘ 157.1185.1 ‘ 256.1 12.00
0l AL “M‘m“w‘w‘wm bbbl L wyz 41,10 81.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

—
12.00
m/z 55.10  79.44%

1510185021&0 256.0
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
12.00
5000 129.0 m/z 60.00 79.15%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —r=
43.0 73.0 12.00
m/z 73.05 78.42%
5000 129.0
199.0
o
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.092 10.71 ng 248852  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1700 (12.092 min): BF139388.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

5000

?

85.1
141.1
0 _Hm“m!_“‘w‘mJ“_MHWﬁ???ﬁ?ﬁ‘_“2‘4‘?"%‘”2‘%?“‘ m/z 43.10 80.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90193: Pentadecane
57.0
5000 ‘ ‘
85.0 12.00
29.0 m/z 71.10 52.43%
212.0 1
‘ L) [Po40160.0
O ‘\\H‘HH‘H}\“I‘H\‘H}\‘\‘\H‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176396: Nonadecane, 9-methyl-
57.0
T T \
85.0 12.00
5000 ITI/Z 41.10 40.29%
14001680
0 “\ u‘\ u\ \h\ \\ “ 211. 0239 02670
RERRNRRRESS H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_‘
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #158600: Nonadecane T ‘
57.0 12.00
m/z 85.10 37.98%
5000 85.0
29.0
o “ h | M13.0141.0169.0197.0 268.0
_‘H_‘HM‘H_‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H‘ ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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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\BF091624\
BF139388.D

: 16 Sep 2024 19:48
: RC/JU
: P3962-01

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 17 Nonadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.480 9.80 ng 227614  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1766 (12.480 min): BF139388.D\data.ms (-1762) (- m/z 57.10 100.00%
57.1

5000 851

g

11311412 1891 2392 12:50
272
0“HMMHLMMMH‘HhHW‘m‘qu‘w‘uw‘u‘wu‘_‘uw‘u‘u‘w m/z 43.10

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158600: Nonadecane
57.0
5000 ]
85.0 12.50
29.0 m/z 71.10 52.83%
‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘

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

g

Abundance #123961: Heptadecane
57.0
12.50
5000 m/z 41.10 40.16%
85.0
29.0
0 J \‘h [ MH1§014101690 240.0
et e A e e e

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

Abundance #107244: Dodecane, 2-methyl-6-propyl- ——
57.0 12.50
m/z 85.10 37.50%
B | m
L ot 1m0
(OSSN T, | S WIS A 2.1 SN —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.210 9.99 ng 122273  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 (C24H50 000646-31-1 81
5 Octacosane 394 (C28H58 000630-02-4 81

Abundance Scan 1890 (13.210 min): BF139388.D\data.ms (-1886) (- m/z 57.10 100.00%

57.1
5000

T T
13.00 13.50

220.2
1411 1891 :
oLk b u“ L e 2OTA3005 s 43,10 81.63%
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — —
13.00 13.50

m/z 71.10 56.24%

99.0
0 27‘ h ‘H\ L H‘ 1 \14\10‘ 183.0 268.0
T T \ ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ 1
m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0

T T
13.00 13.50

5000 ITI/Z 85.10 42.77%
R7.0
L) e 1410 1830 2250 2820
\\\“‘\H\ \“\ ‘ \‘ \‘ { L \\\“ B ——— ‘ L \ T ‘\
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane T —
57.0 13.00 13.50

m/z 41.10 32.92%

- M
I

99.0
£1o) “ Lo u\ 1410 1830 254.0

o) I A I e — —
miz--> 50 100 150 200 250 300 13.00 13.50
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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\BF091624\
BF139388.D

: 16 Sep 2024 19:48
: RC/JU
: P3962-01

14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 19 Heneicosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.551 4.97 ng 60854  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 2-Methyltetracosane 352 (C25H52 001560-78-7 83
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 1948 (13.551 min): BF139388.D\data.ms (-1945) (- m/z 57.10 100.00%
57.1
5000 AmJtRﬁvwxj\vﬂquA\f«
1350 |
411 2301 2851 :
ob— u“wh l w““ L34 L e e~ m/z 43.10  80.08%
miz-> 5 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 ——
13.50
99.0 m/z 71.10 56.84%
OL\S\Q‘\ H‘ ”‘ h‘ “‘ }\ 11(‘)\ J\-8\3\0‘ \22\5\0\ T \2?6‘9\ T
miz-> 50 100 150 200 250 300
Abundance #262014: 2-Methyltetracosane
57.0
T
13.50
5000 m/z 85.10 45, 80%
‘ 99.0
41.0
ob L L) 240 1820 2250 2670 3090
miz--> 50 100 150 200 250 300
Abundance #275543: Eicosane, 7-hexyl- 7 ‘
57.0 13.50
m/z 41.10 37.82%
182.0
o LU 19101820 g 2910 4 -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48

Operator : RC/JU

Sample : P3962-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 20 1-Octadecanesulphonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.880 10.77 ng 131902  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Octadecanesulphonyl chloride
2 Carbonic acid, hexadecyl prop-1-.

4 11-Tricosene
5 1-Heptadecene

352 C18H37C102S

. 326 C20H3803
3 Carbonic acid, octadecyl prop-1-...

354 C22H4203
322 C23H46
238 C17H34

1000342-70-4 91
1000382-90-3 91
1000383-11-5 91
052078-56-5 91
006765-39-5 87

Abundance Scan 2004 (13.880 min): BF139388.D\data.ms (-2001) (- m/z 57.10 100.00%
57.1
5000
F 230.1 13‘56 ‘14‘00‘
ob—d b | “h “ J13L.1 1691‘ e 29213300 43,10 88.04%
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 — e
13.50 14.00
m/z 71.10 53.60%
O T ‘\ ‘\‘ “ ‘“‘ “ “ ‘ \‘“ ‘\ H‘\‘ \ \]-7\‘5\0\ ‘ T T T T ‘ T \2\88\? T T 1
miz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
— —r
13.50 14.00
5000 m/Z 55.10 44 ., 85%
ol “ u | 1400 1960 2600
miz--> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester P ——
57.0 13.50 14.00
m/z 41.10 37.10%
5000
7.0
0 . \“ \“\ Il H‘\ \“ ‘H ‘H %‘390 1820 ‘22‘4‘0‘ e ‘2‘97‘9‘ — ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139388.D

Acqg On : 16 Sep 2024 19:48
Operator : RC/JU

Sample : P3962-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.169 55.0 ng 1001420 1 6.875 363807 20.0
2-Pentanone, 4-... 5.092 5.3 ng 96968 1 6.875 363807 20.0
Dodecane, 2,6,1... 9.175 4.5 ng 86979 3 9.910 389427 20.0
Tetradecane 9.310 11.1 ng 215792 3 9.910 389427 20.0
Carbonic acid, 9.627 9.9 ng 193650 3 9.910 389427 20.0
Heptadecane 9.839 11.3 ng 220812 3 9.910 389427 20.0
unknown10.004 10.004 8.7 ng 169388 3  9.910 389427 20.0
Hexadecane 10.339 12.4 ng 240424 3 9.910 389427 20.0
Tetracosane 10.557 10.5 ng 203726 3 9.910 389427 20.0
Benzophenone 10.621 9.4 ng 182170 3 9.910 389427 20.0
Tridecane 10.816 27.2 ng 631068 4 11.392 464730 20.0
Octadecane 11.257 15.2 ng 352699 4 11.392 464730 20.0
Hexadecane, 2,6... 11.286 8.4 ng 196172 4 11.392 464730 20.0
Tridecane, 6-pr... 11.686 12.4 ng 289058 4 11.392 464730 20.0
n-Hexadecanoic ... 11.922 9.3 ng 216777 4 11.392 464730 20.0
Pentadecane 12.092 10.7 ng 248852 4 11.392 464730 20.0
Nonadecane 12.480 9.8 ng 227614 4 11.392 464730 20.0
Eicosane 13.210 10.0 ng 122273 5 14.027 244854 20.0
Heneicosane 13.551 5.0 ng 60854 5 14.027 244854 20.0
1-Octadecanesul... 13.880 10.8 ng 131902 5 14.027 244854 20.0
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