LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc :

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134332.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.469 571 575 588 rVB 564473 542269 1.85% 0.822%
2 6.475 743 746 753 rBV 605804 573447 1.96% 0.870%
3 6.840 802 808 811 rBV 493145 435556  1.49% 0.660%
4 7.398 900 903 906 rVV 438125 397762 1.36% 0.603%
5 8.092 1019 1021 1023 rVV 682018 649817  2.22%  ©.985%
6 8.116 1023 1025 1028 rVW 621518 617129 2.10% 0.936%
7 8.169 1031 1034 1037 rVB2 330652 405053 1.38% 0.614%
8 8.404 1070 1074 1078 rVV5 340263 464852 1.58% 0.705%
9 8.534 1092 1096 1098 rVvV2 366461 328490 1.12% 0.498%
10 8.622 1107 1111 1113 rBV 496354 416586 1.42% 0.632%
11  8.704 1122 1125 1129 rBV 954464 801155 2.73% 1.215%
12 8.939 1162 1165 1167 rBV2 524185 385988 1.32% 0.585%
13 9.069 1183 1187 1192 rBv4 254001 393898 1.34% 0.597%
14  9.134 1196 1198 1200 rBV2 426525 340466 1.16% 0.516%
15 9.192 1205 1208 1212 rVB 770817 596777 2.03% 0.905%
16 9.275 1217 1222 1225 rBV 1317188 1174979 4.01% 1.782%
17 9.592 1272 1276 1278 rVV3 602974 709203  2.42% 1.075%
18 9.616 1278 1280 1283 rVV2 316670 347687 1.19% 0.527%
19 9.804 1309 1312 1315 rVV 1493771 1191372 4.06% 1.807%
20 9.875 1322 1324 1328 rVB 499512 428141 1.46% 0.649%
21 10.128 1363 1367 1370 rVV3 374620 466824 1.59% 0.708%
22 10.192 1375 1378 1385 rBV6 164344 373149 1.27% 0.566%
23 10.310 1394 1398 1400 rVV 1437190 1293585 4.41% 1.962%
24 10.528 1430 1435 1438 rBV 488755 625346  2.13% 0.948%
25 10.669 1457 1459 1462 rBV 357713 294959 1.01% 0.447%
26 10.780 1475 1478 1487 rVB 1339181 1696497 5.78% 2.573%
27 11.233 1551 1555 1557 rBV 1265091 1020863  3.48%  1.548%
28 11.263 1557 1560 1566 rVB 469286 546850 1.86% ©0.829%
29 11.375 1575 1579 1581 rBV 526439 497102 1.69% 0.754%
30 11.663 1624 1628 1630 rBV 1084741 850161 2.90%  1.289%

31 11.780 1642 1648 1650 rBV 7356105 8202257 27.97% 12.438%
32 11.916 1666 1671 1676 rBV2 605632 752611 2.57% 1.141%
33 12.069 1694 1697 1703 rBV2 910299 969423 3.31% 1.470%
34 12.498 1759 1770 1772 rBV2 9701529 29329675 100.00% 44.475%
35 12.574 1780 1783 1786 rVB 4350431 4021363 13.71% 6.098%

36 12.610 1786 1789 1791 rBV2 1158676 1242606 4.24% 1.884%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.839 1825 1828 1831 rBV2 646198 540716 1.84% 0.820%
38 12.974 1848 1851 1854 rVB 623082 507085 1.73% 0.769%
39 13.157 1879 1882 1886 rVB4 219388 358791 1.22%  0.544%
40 13.198 1886 1889 1891 rBV 461279 447769 1.53% 0.679%
41 13.292 1902 1905 1908 rVB 450726 358049 1.22% 0.543%

42 13.969 2017 2020 2026 rBV 378654 350217 1.19% ©0.531%

Sum of corrected areas: 65946525
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@071723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134332.D\data.ms
1e+07
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Abundance TIC: BF134332.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.704  25.96 ng 801155 Naphthalene-d8 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64

Abundance Scan 1125 (8.704 min): BF134332.D\data.ms (-1122) (-) m/z 57.10 100.00%

57.1
5000
85.1
R RN R
| h 13‘1-01 aa2 8.40 8.60 8.80 9.00
b el 10 L 1852 1842 043 10 84.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 L B e
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 52.76%
0 \\\‘\‘\‘\ T \H“ T \“} T “1‘\ T 1“‘\1\1{‘:3\-‘0\ ‘\\1\4“1\.\0\ T ‘ T \’\I‘Si4\-0\\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
R A RRERE
8.40 8.60 8.80 9.00
5000 m/z 41.10 49.41%
85.0
29.0
ob’ I Dl 1130 1410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- o RRRREEE s
57.0 8.40 8.60 8.80 9.00
m/z 85.10 31.63%
5000 85.0
29.0 141.0
Ot 1130 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown9.069 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.069 18.40 ng 393898  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 38
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 35
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 30
4 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 30
5 1-Iodo-2-methylnonane 268 Cl1oH21I 1000101-47-9 30

Abundance Scan 1187 (9.069 min): BF134332.D\data.ms (-1183) (-) m/z 43.10 100.00%

43.1
5000
85.1
118.1 e e
‘ h H H 176.2 8.80 9.00 9.20 9.40
ok ‘L\N‘NWW$WMNMWMHMAE‘W“‘ e m/z 57.10 99.01%
m/z--> 50 100 150 200 250
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 e ARER RRa
8.80 9.00 9.20 9.40
m/z 41.05 60.03%
270‘ h | ‘97'0 1270 183.0
05 “\ ‘\‘ T ‘\‘”1‘ il H’ \H \“\. i T \“ I \2:\35\.0‘ I —
m/z--> 50 100 150 200 250
Abundance #74017: Tridecane, 2-methyl-
43.0
A AREmEERE R R
8.80 9.00 9.20 9.40
5000 m/z 71.10 49.19%
85.0
L ™
ol Ll 1e50 T 1es0
m/z-—-> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- R A AARREaN A
57.0 8.80 9.00 9.20 9.40
m/z 85.10 36.80%
R7.0 99.0
o“‘h‘““u‘;uu‘,mm“1‘6?'9“””_ 2081 et U e A
miz--> 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\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.275 54.89 ng 1174980  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 90
4 Undecane 156 C11H24 001120-21-4 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1222 (9.275 min): BF134332.D\data.ms (-1217) (-) m/z 57.10 100.00%
57.1
- MM
A AARBAAESSEREEE
F 1412 198.3 9.00 9.20 9.40 9.60
0 M‘M | e m/z 43.85 80.01%
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 T T T T T T T
9.00 9.20 9.40 9.60
m/z 71.10 56.08%
01\5\4 “ \“‘\“‘ \“\1“\4.\‘1“0\\\1\9?\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
A ARBAAESEESEE L
9.00 9.20 9.40 9.60
5000 m/z 41.05 45.93%
oL ‘L‘ || %9‘9 141.0183.0226.0
! A e e AR e
m/z--> 50 100 150 200 250 300 350
Abundance #292194: Silane, trichlorooctadecyl- A RAREE e AR RS
57.0 9.00 9.20 9.40 9.60
m/z 85.05 35.03%
- MM\ILAM/\M
015.<J Ll F | 141.0 189.0231.0273.0315.0  386.(
e e s e A m ma e R ARRaEEL SR
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4 1-Octadecanesulphonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.592 33.13 ng 709203  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 64
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 64
4 Hexadecane 226 C16H34 000544-76-3 62
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 1276 (9.592 min): BF134332.D\data.ms (-1272) (-) m/z 57.10 100.00%
57.1
132.0 e
‘ ‘99 1 ‘ 174-2 9.50
0k ‘wa\d\H\MwHMHMM C‘M\??4p“ ———— m/z 43.10 88.80%
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
5000 T |
9.50
m/z 71.10 84.41%
27,0
OLLLS w0 o
0\\\\‘M\”\‘\“\“‘\H\”\ i“\\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
T [
9.50
5000 m/z 41.05 50.81%
1.0
0b— “ H\‘ ‘ “\H‘H\m\ ‘\1‘7\5"0‘ 7 ‘2‘88‘(
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane T
57.0 9.50
m/z 85.10 42.47%
5000
‘ ‘ 113.0 1
ol 2ol ALl ) 180 2s0 il
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.804 55.65 ng 1191370  Acenaphthene-d10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 1312 (9.804 min): BF134332.D\data.ms (-1309) (-) m/z 57.10 100.00%
57.1
- i W
— e
9.50 10.00
113.1
om‘mJ“;HUNMmu‘_m_ﬂ‘ﬁ‘r"”??%w‘2‘?‘2“2‘”‘ m/z 43.10  77.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90190: Pentadecane
57.0
5000 — o
85.0 9.50 10.00
200 m/z 71.10 56.04%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— o
9.50 10.00
5000 m/z 41.10 43.37%
85.0
29.0
0 \ ‘ | ‘ (113.0 141.0 169.0 197.0 226.0
e e e e e

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

Abundance #59029: Tridecane — —

57.0 9.50 10.00

m/z 85.10 37.32%
5000
85.0
29.0
L o e
O Lttt s e b e — N
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\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.128 21.81 ng 466824  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
3 Tetracosane 338 (C24H50 000646-31-1 83
4 Octacosane 394 (C28H58 000630-02-4 83
5 Tetratetracontane 619 C44H99 007098-22-8 83
Abundance Scan 1367 (10.128 min): BF134332.D\data.ms (-1363) (- m/z 57.10 100.00%
57.1
- m
A =
‘99-1 159.1 10.00 10.50
oL ‘w“‘ c“n““, Lol 02082 m/z 43.10  89.86%
m/z--> 50 100 150 200 250 300
Abundance #45479: Dodecane
43.0
5000 T —
85.0 10.00 10.50
m/z 71.10 62.88%
Ly, gero oo
0\\“”‘\‘\‘\‘\H’\H\“\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #158608: Octadecane, 2-methyl-
57.0
o =
10.00 10.50
5000 m/z 85.10 44.70%
99.0
225.0
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane N T
57.0 10.00 10.50
m/z 41.10 44.41%
5000
99.0
0 \‘ I \H\ \‘h h‘ | }4\19 :]830 225.0 267.0 338.
i A L S B e e AR A —— ——
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.310 60.43 ng 1293590  Acenaphthene-d10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane 184 C13H28 000629-50-5 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Eicosane 282 (C20H42 000112-95-8 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1398 (10.310 min): BF134332.D\data.ms (-1394) (- m/z 57.10 100.00%

57.1
5000 85.1
‘ 10.00 10.50
113.1 1441 : :
om_m_"!W”‘wm‘_wm“““‘1“7‘2“2‘1‘9‘7‘9“2‘2‘93‘ m/z 43.10  75.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 — —r—
10.00 10.50
29.0 m/z 71.10 58.64%
0 \\\‘\‘\‘\\“\\\H‘\\“\\“1‘\\\“1\1?‘()\‘\1\\4.‘1\9\1‘\6\9\3\\1%?\0\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
T ——
10.00 10.50
5000 m/z 85.10 39.91%
85.0
29.0
AR TR PR
R R L L R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane = =
57.0 10.00 10.50
m/z 41.10 38.88%
5000 85.0
29.0
0 \‘ 1l H \‘\ N 11\\30\1410 169.0 212.0
rrrrrte e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF062623.M Tue Jul 18 19:59:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.528 29.21 ng 625346  Acenaphthene-di10 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 78
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76

Abundance Scan 1435 (10.528 min): BF134332.D\data.ms (-1430) (- m/z 57.10 100.00%
57.1
- MM
‘ F91 10.50 |
’ 169.2 :
0 Hu‘w“‘luw‘\ Lopper2lt2  r  m/z 43.10  50.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— ‘
10.50
m/z 71.10 47.19%
Ly h | 14101830 390
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
1 \
10.50
5000 m/z 41.10 25.78%
9.0 169.0
L Y'Y M
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —
57.0 10.50
m/z 85.10 24.25%
- M
ol ‘ | % ‘1410183022502670 3230 380.!
“““ I R e e e e e
miz--> 50 100 150 200 250 300 350 10.50

8270-BF062623.M Tue Jul 18 19:59:50 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.781 68.26 ng 1696500  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1478 (10.780 min): BF134332.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1
o w
T —
99.1 1411 10.50 11.00
ol 191 1832 2402 8290/, 43,10 76.28%
m/z--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 — —
10.50 11.00
99.0 m/z 71.05 58.61%
01\5\Q‘\ ‘\“ “\ ‘H‘ \‘H‘\ “L \“‘ \141‘1-‘9\ "!8\:‘3\0‘ T \2\4.?‘0\ L B s
m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
—— .
10.50 11.00
5000 m/z 41.10 39.30%
‘ 99.0
o150 L L1 ALy 1410 1830 2250 2060
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane — —
57.0 10.50 11.00
m/z 85.10 39.06%
5000
99.0
oL LUy a0 gm0 2ss0 e Jn ]l
miz--> 50 100 150 200 250 300 10.50 11.00

8270-BF062623.M Tue Jul 18 19:59:51 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heptadecane, 8-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.233 41.07 ng 1020860  Phenanthrene-d10 11.374
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 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1555 (11.233 min): BF134332.D\data.ms (-1551) (- m/z 57.10 100.00%

57.1
5000 85.1

1
h 1131 11.00 11.50

"1141.2169.2197.2 . ;
et g I 2169.2197.2205.1254.8 0 43,10 72.74%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0

5000 — o
11.00 11.50

m/z 71.10  59.25%

126.0
154.0
H\‘\H\‘H\H’HH}\“H‘H\h“\H‘\‘\\H‘H\h\‘\\1%1\3\\0\‘2\1\’\]\‘0\2\§?\\0\\‘H\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

11.00 11.50

o

o

5000 85.0 m/z 85.10 40.48%
140.0
I O . L T
m/z--> 20 40 60 80 100 120 140160 180200220 240 260
Abundance #90189: Pentadecane T o
57.0 11.00 11.50

m/z 41.10 36.97%

5000 85.0
29.0
113 0141.0169.0 212.0

S S S e L e S — —
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50

8270-BF062623.M Tue Jul 18 19:59:52 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17

Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 11 Hexadecane, 1-iodo- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.263 2208 ng 546850 Phenanthrene-dio 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecame 240 C17H36 000629-78-7 90

2 Tridecane
3 Hexadecane, 1

4 Tetradecane, 1-iodo-

184 C13H28
-iodo- 352 C16H33I
324 C14H291I

000629-50-5 87
000544-77-4 86
019218-94-1 80

5 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 80
Abundance Scan 1560 (11.263 min): BF134332.D\data.ms (-1557) (- m/z 57.10 100.00%
57.1
o A\AﬁMNLvAKﬁAhVNLAﬂ“J
T —
113.1 184.1 11.00 11.50
ol bbb ] 1500 2824 8270 g 16 76.88%
m/z--> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 T —
11.00 11.50
m/z 43.10 52.98%
99.0
0 \5.\Q‘\ ‘\L““\ ‘!‘ \“‘\ “L \“ \141‘1.‘0‘\ ]8\‘3\0‘ t \2\4?‘0\ L I
m/z--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 41.54%
99.0
o200 || B 1ar0 tes0
m/z--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 11.00 11.50
m/z 41.10 27.22%
5000
990 155.0 225.0
S W
m/z--> 50 100 150 200 250 300 11.00 11.50

8270-BF062623.M Tue Jul 18 19:59:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.663 34.20 ng 850161 Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1628 (11.663 min): BF134332.D\data.ms (-1624) (- m/z 57.10 100.00%

57.1
5000

e

99.1 1411 11.50 12.00

ol d fd [ g 14711832 2252 2683 330, ./, 43.10  72.21%
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
571.0
5000 = rell

11.50 12.00

m/z 71.10 63.60%

L \ \ ‘ \ L T \ \ T ‘ T T T ‘ T \ L ‘ L
miz-—-> 100 150 200 250 300
Abundance #141070: Heptadecane, 8-methyl-
57.0

11.50 12.00

o

5000 m/z 85.10 42.98%
126.0
A L] e 00
m/z--> 100 150 200 250 300
Abundance #194588: Heneicosane —T —
57.0 11.50 12.00

m/z 41.10 35.94%

5000
99.0
15Q‘m | 1| 1410 183.0 2250 296.0

(LR S A i L L = :
miz--> 5 100 150 200 250 300 11.50 12.00

8270-BF062623.M Tue Jul 18 19:59:54 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 13 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.780 330.00 ng 8202260  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 1648 (11.780 min): BF134332.D\data.ms (-1642) (-] ' m/z 74.05 100.00%
74.0
5000
4111 |
1431 2272 T T T T T T T
‘ 1111 185.1 270.1 11.50 12.00
0b el T LT Ly TTRT020 s g7 05 74.00%
m/z--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 -t
11.50 12.00
41,0 143.0 m/z 43.10 37.07%
‘ \ | 1110 185.0 227.0 2700
O \H“‘\ i \“M\ h“ T ‘\ T T “ T \‘\ g T 1 T
m/z--> 50 100 150 200 250 300

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

‘ T
11.50 12.00

5000 m/z 55.10 30.64%
410
0 \‘ \“ \M‘ \‘J \‘u\ ﬂ\110\‘14“?’0 1850 22\70 2790
A R e I A R e
m/z--> 50 100 150 200 250 300
Abundance #126209: Methyl tetradecanoate T %“A“TJY¢T“
74.0 11.50 12.00
m/z 41.10  28.60%
5000
41.0
143.0
199.0 242.0
NI TP L B N ¥ W
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF062623.M Tue Jul 18 19:59:55 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.916 30.28 ng 752611  Phenanthrene-di10 11.374
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 72

Abundance Scan 1671 (11.916 min): BF134332.D\data.ms (-1666) (- m/z 43.10 100.00%
43.1

5000
129.1
p3.1 213.2 U
H‘ ‘ 171.1 ‘ 256.1 12.00
0 gl e Ll L 8150 75,95 86. 30%
miz--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 P
12.00
1710 213.0 256.0 m/z 60.00 79.88%
o g0, (T T
miz-—-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
A
12.00
5000 129.0 41.10  74.15%
29. 171.0
‘ 214.0
0 \\h”\\‘\\\\\‘h ‘\“““\““““““‘
m/z--> 50 1 OO 1 50 200 250 300
Abundance #109281: Tetradecanoic acid
.0 1200

57.16  72.31%

129.0
185.0 228.0
HM‘ h“ ML il

m/z--> 50 100 150 200 250 300 1200

5000

o
™
©

w

8270-BF062623.M Tue Jul 18 19:59:56 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.069 39.00 ng 969423  Phenanthrene-d1e 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 81
3 Heptacosane 380 C27H56 000593-49-7 81
4 Nonadecane 268 C19H40 000629-92-5 81
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 74
Abundance Scan 1697 (12.069 min): BF134332.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
- A M
2432 s |
9.1 1411 1879 12.00
ol bl e | e84 4310 78.60%
m/z--> 0 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
i M
5000 = |

12.00
m/z 71.10 61.52%

H %90141018302260
\\\\‘ [\\\\‘\I\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

12.00

o

5000 m/z 85.10 41.43%
9.0
0 15. (J I “H\ i h‘ | 141 0 183 0225.0 296.0
A e
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane —T ‘
57.0 12.00

m/z 41.10  38.53%

- JM
i F ‘1‘4‘1 0183.0225.0267.0 323.0 380.
‘ S

omw A i (P2 £ T 00D 9290 2P
miz—> 0 50 100 150 200 250 300 350 12.00

8270-BF062623.M Tue Jul 18 19:59:57 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.498 1180.03 ng 20329700  Phenanthrene-dle 11.374

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
»12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
»12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99

uih wNnPE
O O = 00 WO

Abundance Scan 1770 12.498 min): BF134332.D\data.ms (-1759) (- m/z 67.10 100.00%

5000
09.1
SEBLVY
‘ 263.1 12.50
220.2
N MMQM\L@1&52‘ il JM 299.0 342, n/7 81.10  84.36%

miz--> 100 150 200 250 300
Abundance #191900. 9,12-Octadecadienoic acid, methyl ester
67.0
00 o
29. 09.0 m/z 55.10 76.21%
294.0
0, \ \“h ‘hH\ ‘\“H‘ \‘\ ‘\\ e 2‘2‘3‘0‘ ‘ V- ‘\ R
miz—-> 50 100 150 200 250 300

Abundance #191899 8,11-Octadecadienoic acid, methyl ester

12.50
5000 m/z 41.85  65.76%
09.0
150.0 294.0
o , L“\\H‘hh‘ 1 1185022002590 |
m/z--> 100 1 50 200 250 300
Abundance #191908 10,13-Octadecadienoic acid, methyl ester

67.0 12.50
m/z 95.10 56.31%
5000
09.0 294.0
ol m“ : mas 022002590 | Ay

m/z--> 1 00 1 50 200 250 300 12.50

8270-BF062623.M Tue Jul 18 19:59:58 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.157 20.49 ng 358791 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202 1000336-42-6 81
2 Methyl 6-cis,9-cis,11-trans-octa... 292 C19H3202 1010336-37-7 64
3 6-Butyl-1,4-cycloheptadiene 150 C11H18 022735-58-6 60
4 Bicyclo[3.2.0]heptane, 2-methylene- 108 C8H12 089243-94-7 46
5 Cyclopentane, 1-ethenyl-3-methyl... 108 C8H12 029668-63-1 43

Abundance Scan 1882 (13.157 min): BF134332.D\data.ms (-1879) (- m/z 79.00 100.00%

79.0
5000141.0 292.3
225.1

211

—
63.2 555.2 13.00 13.50
0 bbb 95 m/z 93.10 90.28%

m/z--> 50 100 150 200 250 300 350
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0

5000

—
21.0 13.00 13.50
m/z 91.10  84.26%

63.0
0 \W “r““‘ \H‘h\ ﬁo“?\(‘)\‘ \2‘\4?\9\ L B B B B
miz--> 50 100 150 200 250 300 350
Abundance #189429: Methyl 6-cis,9-cis,11-trans-octadecatrienoate
79.0

—
13.00 13.50

5000 m/z 80.05 62.61%
292.0
21.0 175.0
\M\ ‘\ H\ ‘ 222.0
0 bl ey

miz--> 50 100 150 200 250 300 350
Abundance #27740: 6-Butyl-1,4-cycloheptadiene T 1
79.0 13.00 13.50

m/z 77.00 54.62%

5000
41.0
150.0

— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.198 25.57 ng 447769  Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 1889 (13.198 min): BF134332.D\data.ms (-1886) (- m/z 57.10 100.00%

57.1
5000

.
9.1 13.00 13.50

1.1
A ““‘ L 14111832 230228613302 3832 ., a3.10  73.27%

m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0

5000 — ——
13.00 13.50
9.0 m/z 71.10 67.58%
01\5-\(* ‘\““\ ‘! “‘ ”‘ \“‘\“\4“1“0\1\8\3\(‘)\ \2\4.\()‘0\ T ‘ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
13.00 13.50
5000 m/z 85.10 45.59%
ol L H 1 141.0183.0225.0 281.0 337.0 394.
i ““““““ B R e R A A
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane — —
57.0 13.00 13.50

m/z 55.05 33.98%

. MKW\/JUUU\\L/\
| ‘\

ol 11 1 M | 14ﬂ91‘83.0225.0267.0309.0 367.0
A e 003090

— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 19 Methyl 18-methylnonadecanoate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.292  20.45 ng 358049 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 95
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 91
4 Methyl 10-methyl-hexadecanoate 284 C18H3602 1000336-50-9 91
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1905 (13.292 min): BF134332.D\data.ms (-1902) (- m/z 74.00 100.00%
74.0
5000 AAMA
143.0 U U
\ | ‘ 185.1 227.2 28?33263 374 13.00 13.50
oL—L “ 11Vt P S A S L. m/z 87.00  72.33%
m/z--> 50 100 150 200 250 300 350
Abundance #232223: Methyl 18-methylnonadecanoate
74.0
5000
13.00 13.50
143.0 28303260 m/z 43.10 45.65%
29. ‘ | ‘ 199.0 24101 ‘
0\\‘\‘\“‘\‘\‘H\“‘\“\“\\‘\\\\‘\\\\‘\\\‘\‘\\‘\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
—— —
13.00 13.50
5000 m/z 55.05 34.60%
143.
1 Ul 20ses0 2snoze0
oL— “ﬂww“\ ‘“‘H‘\““H“‘J““““‘
m/z--> 100 150 200 250 300 350
Abundance #232222:EmosanMCacm,meﬂwleﬁer 7 —
74.0 13.00 13.50
m/z 41.10 28.64%
5000
143.0
326.0
Lhi | 19902410230
omuuu 1 I SRS e L SN e e
mlz--> 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Docosanoic acid, methyl ester  Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.969 20.00 ng 350217 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 94
4 Methyl 2@0-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2020 (13.969 min): BF134332.D\data.ms (-2017) (- m/z 74.00 100.00%
74.0
5000
143.1 _‘J\‘ T L /\r*rv
‘ ‘ 199.2 2562 113 14.00
oLl b oo L T2 0T L3883 4160 5o 00 go.6%
m/z--> 50 100 150 200 250 300 350 400
Abundance #264182: Docosanoic acid, methyl ester
74.0
! A
5000 354.0 14.00
143.0 m/z 43.10 55.79%
29. H
0 T \ \‘ “\‘M \LH\ ‘l“ \‘ \ \ \“ T \1\9‘9\()\ \2\5‘5\\0\2\9‘9\‘0\‘\ T “\ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #214954: Nonadecanoic acid, methyl ester
74.0
——
14.00
5000 m/z 55.10 37.71%
312.0
18.0 ‘ ‘ :
ool 200 L
m/z--> 100 150 200 250 300 350 400
Abundance #232220: Eicosanoic acid, methyl ester T
74.0 14.00
m/z 57.10 35.10%
5000
29.
‘ ‘ 143.0 326.0
oLl il 1990 2850, -
mlz--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134332.D

Acqg On : 18 Jul 2023 00:17
Operator : CG\JU

Sample : 03613-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Tridecane 8.704 26.0 ng 801155 2 8.116 617129 20.0
unknown9.069 9.069 18.4 ng 393898 3 9.875 428141 20.0
Tetradecane 9.275 54.9 ng 1174980 3  9.875 428141 20.0
1-Octadecanesul... 9.592 33.1 ng 709203 3 9.875 428141 20.0
Pentadecane 9.804 55.6 ng 1191370 3 9.875 428141 20.0
Dodecane 10.128 21.8 ng 466824 3 9.875 428141 20.0
Eicosane 10.310 60.4 ng 1293590 3 9.875 428141 20.0
Pentadecane, 2,... 10.528 29.2 ng 625346 3  9.875 428141 20.0
Heptadecane 10.781 68.3 ng 1696500 4 11.374 497102 20.0
Heptadecane, 8-... 11.233 41.1 ng 1020860 4 11.374 497102 20.0
Hexadecane, 1-i... 11.263 22.0 ng 546850 4 11.374 497102 20.0
Nonadecane 11.663 34.2 ng 850161 4 11.374 497102 20.0
Hexadecanoic ac... 11.780 330.0 ng 8202260 4 11.374 497102 20.0
n-Hexadecanoic ... 11.916 30.3 ng 752611 4 11.374 497102 20.0
Hexadecane 12.069 39.0 ng 969423 4 11.374 497102 20.0
9,12-Octadecadi... 12.498 1180.0 ng 29329700 4 11.374 497102 20.0
Methyl 9.cis.,1... 13.157 20.5 ng 358791 5 14.039 350217 20.0
Octacosane 13.198 25.6 ng 447769 5 14.039 350217 20.0
Methyl 18-methy... 13.292 20.4 ng 358049 5 14.039 350217 20.0
Docosanoic acid... 13.969 20.0 ng 350217 5 14.039 350217 20.0

8270-BF062623.M Tue Jul 18 20:00:02 2023 Pag 24



