LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc :

ALS Vvial : 21  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: BF134002.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 8 18 rVB 761426 951589 4.38% 1.401%
2 5.481 573 577 589 rBV 1422389 1252407 5.77% 1.844%
3 6.481 743 747 761 rBV 1231904 1072388 4.94% 1.579%
4 6.851 806 810 814 rBV 834696 663671 3.06% 0.977%
5 7.410 902 905 909 rBV 811232 645451  2.97%  0.950%
6 8.110 1021 1024 1025 rVV 348715 316088 1.46% 0.465%
7 8.128 1025 1027 1030 rVV 939106 890209 4.10% 1.310%
8 8.187 1033 1037 1040 rVB3 179222 235427 1.08% 0.347%
9 8.422 1072 1077 1080 rBV4 198689 249765 1.15% 0.368%
10 8.634 1110 1113 1116 rBV2 331683 269781 1.24% 0.397%
11  8.722 1125 1128 1131 rBV2 524839 461766  2.13% 0.680%
12 8.951 1165 1167 1170 rBV 375452 308741 1.42% 0.454%
13 9.081 1185 1189 1193 rVB3 152618 267250 1.23% 0.393%
14  9.151 1198 1201 1203 rBV3 340779 280854 1.29% 0.413%
15 9.204 1207 1210 1215 rVB 1283561 1109885 5.11% 1.634%
16 9.286 1220 1224 1227 rBvV 948670 818306 3.77% 1.205%
17 9.357 1233 1236 1239 rVB2 278571 246854 1.14% 0.363%
18 9.610 1274 1279 1281 rVV4 545471 648785 2.99%  0.955%
19 9.633 1281 1283 1286 rVV2 306740 302163 1.39% 0.445%
20 9.669 1286 1289 1292 rVB 294785 246876 1.14% 0.363%
21  9.822 1312 1315 1319 rVB 1171505 1000283 4.61% 1.472%
22 9.886 1323 1326 1330 rVB 760202 732775 3.38% 1.079%
23 10.051 1350 1354 1356 rVV2 173292 239221 1.10% 0.352%
24 10.081 1356 1359 1362 rVV3 211709 301917 1.39% 0.444%
25 10.139 1366 1369 1373 rVV3 331742 451149 2.08% 0.664%
26 10.210 1378 1381 1387 rBV7 138584 309685 1.43% 0.456%
27 10.322 1397 1400 1403 rVV 1503843 1194033 5.50% 1.758%
28 10.539 1432 1437 1443 rBV 496926 699009 3.22% 1.029%
29 10.680 1459 1461 1464 rVB 619510 461217 2.12% 0.679%
30 10.798 1478 1481 1490 rVB 1456201 1640368 7.56% 2.415%
31 11.245 1554 1557 1560 rBV 1059339 980485  4.52% 1.443%
32 11.275 1560 1562 1568 rVB 493403 529694 2.44% 0.780%
33 11.386 1577 1581 1583 rBV 733187 675278 3.11% 0.994%
34 11.675 1627 1630 1633 rBV 950613 799402 3.68% 1.177%
35 11.786 1644 1649 1652 rBV 6568175 6357163 29.29% 9.358%

36 11.922 1668 1672 1679 rBV 468797 614107 2.83% 0.9047%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS Vvial : 21  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 12.086 1696 1700 1705 rVB2 956487 851570  3.92%  1.254%
38 12.498 1762 1770 1772 rBV 9295813 21706484 100.00% 31.952%
39 12.522 1772 1774 1778 rVB2 9272734 9738275 44.86% 14.335%

40 12.586 1781 1785 1787 rBV 3777608 3098776 14.28% 4.561%
41 12.616 1787 1790 1792 rBV2 714548 708881 3.27% 1.043%
42 12.857 1826 1831 1837 rVB2 488697 594213 2.74% 0.875%
43 12.986 1849 1853 1856 rVB 1010848 883510 4.07% 1.301%
44 13.216 1888 1892 1893 rBV 387862 368699 1.70% 0.543%
45 13.310 1905 1908 1911 rVB 364335 298831 1.38% 0.440%
46 13.886 2004 2006 2017 rVB 206550 271905 1.25% 0.400%
47 13.980 2019 2022 2026 rBV 351902 308697 1.42% 0.454%
48 14.045 2029 2033 2036 rBV 531240 546553 2.52% 0.805%
49 15.551 2285 2289 2293 rBV 261721 334901 1.54% 0.493%
Sum of corrected areas: 67935337
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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: BF134002.D\data.ms
8000000
6000000
4000000
2000000
5.481 6.481
134 6.851 7.410
O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF134002.D\data.ms
12
8000000
11.786
6000000
2.586
4000000
2000000 10.322 10.798
9.204 9.822 .245 12.986
.286 ‘886 11.678 12.086 10616 .
8.128 81228958 10.54568 11 [bh386 11 922 12.857 131318
8.31}7 8.4228- :
0 AT = — — — —
Time--> 8.00 &50 9.00 9.50 1000 1050 1100 1150 1200 12.50 13.00
Abundance TIC: BF134002.D\data.ms
8000000
6000000
4000000
2000000
1315B88° 15.551
O T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Butane, 2-methoxy-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.134  28.68 ng 951589  1,4-Dichlorobenzene-d4 6.851

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 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 8 (2.134 min): BF134002.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 K
A EmasammEE
‘ J 881 2.202.302.402.50
Ol i 58 Il 8811001 0 43,05 43.63%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T TTTT T
43.0 2.202.302.402.50
‘ m/z 55.05 29.41%
27.0 88.0
O\‘\\\\‘\“T\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
P
2.202.302.402.50
5000 55.0 m/z 87.10 25.20%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL P
73.0 2.202.302.402.50
41.05 13.88%
5000
43.0
T Ao o e N S R R R
m/z--> 0 20 40 60 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.722 10.37 ng 461766  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 58
3 Nonadecane 268 C19H40 000629-92-5 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 52

Abundance Scan 1128 (8.722 min): BF134002.D\data.ms (-1125) (-)| | m/z 57.10 100.00%

57.1
5000
85.1

e
1311 8.40 8.60 8.80 9.00
0 O B ;
O prrrr el b et bl e e m/z 43.05 85.50%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59025: Tridecane
574.0
5000 L L L B B I I |
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.10 50.50%
o “ L | “‘ 113.0141.0  184.0
‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
B
8.40 8.60 8.80 9.00
5000 ITI/Z 41.05 46.72%
85.0
141.0
O el 1230
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane  AAEEmEEE R
57.0 8.40 8.60 8.80 9.00
m/z 85.10  31.49%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
‘H"_‘H"H‘_‘H‘m‘_‘H"HW‘H‘WWWWWW e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 11
R.T. EstConc Area Relative to ISTD R.T.
9.286 22.33 ng 818306  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 1224 (9.286 min): BF134002.D\data.ms (-1220) (-) m/z 57.10 100.00%
57.1
5000
85.1
O ARBAEERENE S R
9.00 9.20 9.40 9.60
113 1
Ol ol il g 11311402 17321982 0 43,10 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 R N R R
9.00 9.20 9.40 9.60
29.0 m/z 71.10 54.90%
0 ||| 301410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R ASEERRESEEEE R
9.00 9.20 9.40 9.60
5000 m/z 41.10 45.90%
85.0
29.0
0 ‘\ ““ L 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 #228590: Tetradecane, 1-iodo- R RARRwEEESE T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 34.32%
5000
29.0
85.0
0 ‘ H h‘\\ Al 113 0 155.0 197.0
R A E T S B R ABSRARREEE LR
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\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 4 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.610 17.71 ng 648785  Acenaphthene-die 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 60
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 58
3 Tritetracontane 605 C43H88 007098-21-7 58
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 58
5 Decane, 5-propyl- 184 C13H28 017312-62-8 55

Abundance Scan 1279 (9.610 min): BF134002.D\data.ms (-1274) (-) m/z 57.10 100.00%

57.1
5000
132.0 Sl S
l 9.50 10.00
o“HMuLNHWWW#???H‘H‘W‘HW‘H‘_H‘_‘H‘HH‘H‘WH m/z 43.10  84.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107220: Hexadecane
57.0
5000 e e
9.50 10.00
m/z 71.10 81.05%
O ‘\\J\‘\[\jff‘\?-\‘z\zg?\\\\‘2%?.\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184136: Octadecane, 1-chloro-
57.0
o 4
9.50 10.00
5000 ITI/Z 41.10 50.23%
oillilxﬁﬁ%:‘??°3-°288-°
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T ——
57.0 9.50 10.00
m/z 55.10 47.21%
5000

0 Wjﬁ%wmwmuo 463.0 533.0 604.
B e . ad — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.50

[N
o
o
S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.822 27.30 ng 1000280  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Undecane 156 C11H24 001120-21-4 86
Abundance Scan 1315 (9.822 min): BF134002.D\data.ms (-1312) (-) m/z 57.05 100.00%
57.0
5000
ot W
— P
9.50 10.00
113.1 1451

o“WH‘AMHM_NMHM‘AH‘W‘H‘_‘H‘H%ﬁﬁ?‘ﬁ%aﬁ‘u,u m/z 43.10  78.32%

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

Abundance #107218: Hexadecane

57.0
5000 — e
9.50 10.00
290 85.0 m/z 71.10  54.60%
0 “ L | H‘ 113.0 141.0 169.0 197.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
= P
9.50 10.00
5000 85.0 m/z 41.10 42.64%
29.0
0 ||| 13014101600 1980
e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane “ T
57.0 9.50 10.00
m/z 85.10 36.68%
5000
85.0
29.0
Hw‘u‘_‘H‘HH‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H,H e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 17
R.T. EstConc Area Relative to ISTD R.T.
10.139 12.31 ng 451149  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 81
3 Heptacosane 380 C27H56 000593-49-7 74
4 Heneicosane 296 C21H44 000629-94-7 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74

Abundance Scan 1369 (10.139 min): BF134002.D\data.ms (-1366) (- m/z 57.10 100.00%

57.1
5000

‘ 150.1 506 5 10.00 10.50
ol “w“w“mww e M/z 43.1@ 89.05%

m/z--> 50 100 150 200 250 300 350
Abundance #45479: Dodecane
43.0

5000 st _—
50 10.00 10.50

m/z 71.10 60.37%

‘ ‘ 127.0 170.0
AL Iy
0\\‘\‘\!\\“‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo-

57.0

10.00 10.50
5000 m/z 85.10 41.70%
J 9.0
o8 Lyl L1 10r0 2880
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane P ]
57.0 10.00 10.50

m/z 41.10 41.58%

h m\“
| ‘ I F |y 141.0183.0225.0267.0 323.0 380.!

omw_ e e e A e S — —
miz--> 50 100 150 200 250 300 350 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.322  32.59 ng 1194030  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1400 (10.322 min): BF134002.D\data.ms (-1397) (- m/z 57.10 100.00%
57.1
5000
8ad L/\JM
T ——
h 113.1 1441 1721 10.00 10.50
Obrrprretird bl FAE L L2 1107.2 2268 s 43,10 77.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0
5000 = ——
85.0 10.00 10.50
29.0 m/z 71.10  56.63%
0 ‘\‘ \‘\ H\ H\ A \11?’ 0141.0 169.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0
— T
10.00 10.50
5000 85.0 m/z 41.10 40.36%
29.0
0 ||| 13014101600 1980
e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane “ T
57.0 10.00 10.50
m/z 85.10 36.79%
5000
85.0
29.0
Hw‘u‘_‘H‘HH‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H,H — T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF062623.M Wed Jun 28 10:22:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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.
10.539 19.08 ng 699009  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76

Abundance Scan 1437 (10.539 min): BF134002.D\data.ms (-1432) (| m/z 57.10 100.00%
57.1
- WM
F 1050 |
169.2 :
owu“‘ VL, 1892212 oz 4310 52.21%
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — ‘
10.50
m/z 71.10 46.85%
0 \“\ \ ‘ “ F \‘ \]_\4\]-‘0\]\_8\3\()‘ T \2\3\9‘0\ L ‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
1 \
10.50
5000 m/z 41.10 28.66%
| ‘ || | 1301850
T e —
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 10.50
m/z 85.10 24.83%
) MVAA,wAmv‘NAMmANVAKAJJA
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ T T e T
m/z--> 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\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Nonane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.798 48.58 ng 1640370  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 89
4 Eicosane 282 C20H42 000112-95-8 87
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
Abundance Scan 1481 (10.798 min): BF134002.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1
- A\AAmNLAf{JfﬂwAJM
—— —
99.1 1411 10.50 11.00
ol fa Ly 3972 1832 2408 38L1 . 43,10 76.34%
miz-> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 a—— ——
10.50 11.00
m/z 71.10 58.37%
99.0
OL\S-\Q‘\ ‘\L‘ ‘“\ ‘!‘ \“‘\ H“ \“ \%4%.‘0‘\ ]‘\.8\‘3\'0‘ T \%4?.’0\ T 1T ‘ L
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
T —
10.50 11.00
5000 m/z 41.10 38.73%
0 20 | | “‘99{'0‘ 141.0 183.0 226.0
e e
miz--> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl- — —
43.0 10.50 11.00
m/z 85.10  37.75%
85.0
5000 126.0
I P Y T Y
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF062623.M Wed Jun 28 10:23:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.245 29.04 ng 980485  Phenanthrene-d1e 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 1557 (11.245 min): BF134002.D\data.ms (-1554) (- m/z 57.05 100.00%

57.0
5000

=,
1o 11.00 11.50
e “ﬂ‘M‘“‘¥§%%“‘?ﬁ4?““““““ m/z 43.10 77.01%

m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0

5000 B s
11.00 11.50

m/z 71.10 56.17%

Ol\S\q \L “ “‘ “‘ \“ T]“-\4\‘1“0\]W8\3\0‘\ \2\4?‘0\ 1T ‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0

o

R —
11.00 11.50
5000 m/z 85.10 38.61%
9.0
0 [ H\ A | 141 0183.0 268.0
T I T T B A
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane R —
57.0 11.00 11.50

m/z 41.10 37.13%

B ,AvqaﬁvmwwﬁmmwAmwnAAu
L H J1419;8302250 281.0 337.0 394.

ol Ay oo aes ey 2810 337.0 394 — —
miz--> 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\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 11 Hexadecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.275 15.69 ng 529694  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
2 Tridecane 184 C13H28 000629-50-5 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1562 (11.275 min): BF134002.D\data.ms (-1560) (- m/z 57.10 100.00%
57.1

o 5 m

13.1
1411 1832
2322 m/z 71.10  73.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #261137: Hexadecane, 1-iodo-
57.0

5000 85.0 =
11.00 11.50
m/z 43.10  54.28%

29-0‘ ‘ 113.0 1550 225.0
H\‘\‘\‘\\“M\\1“\W‘HH“\‘\H“‘H\‘\‘\‘\\\“\\\‘\‘.\\‘}\8‘\3\.\0\‘HH‘\‘\'H‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59029: Tridecane

57.0

—
11.00 11.50

o

o

5000 m/z 85.10 39.33%
85.0
29.0
| ‘ | |, 11301410 1840
0\H‘\‘H\“‘}H\“\\“H“1‘\\\M‘\\1‘\‘\‘\\\“\\\\‘\\H‘MH‘HH‘HH‘HH‘

mlz--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #228591: Tetradecane, 1-iodo- T T

57.0 11.00 11.50

m/z 41.10  28.92%

5000 85.0
L L | \11&0 155.0 19?D
Il

[ ARSI 1 ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF062623.M Wed Jun 28 10:23:02 2023 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
BF134002.D

Jun 2023 21:16

¢ CG\JU
: 03388-01 2X

021

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.675 23.68 ng 799402  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1630 (11.675 min): BF134002.D\data.ms (-1627) (- m/z 57.10 100.00%
57.1
- m
— —
h "y 11.50 12.00
om_m\‘;m_“Mmm‘_H‘,mWw“‘15‘3‘?‘2“1‘4‘%?“'79‘3‘?7‘?” m/z 43.10  75.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123958: Heptadecane
57.0
5000 o fomer)
11.50 12.00
m/z 71.1@ 59.72%
O\\\2‘3“?“‘{\\“‘\\Hf‘\‘w‘\HH“\\}‘\’\‘\\%“]\_\o\‘\‘H‘]\-ﬁ:\g\\()\‘\\\\‘\\2\4\?\0\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
—
1150 12.00
5000 m/z 85.10 42.03%
99.0
0 27\10\‘\ H\ Loy \1410 183.0 268.0
e et e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 11.50 12.00
m/z 41.10 37.26%
) J¢
99.0 140.0
A O e e - S .
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF062623.M Wed Jun 28 10:23:04 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.786 188.28 ng 6357160  Phenanthrene-d10 11.386
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 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87

Abundance Scan 1649 (11.786 min): BF134002.D\data.ms (-1644) (- m/z 74.05 100.00%
74.0

5000 431
143.1 I L
M H jror1 185.2 22‘7-2 270.2 11.50 12.00
O et bbb b bt bbb iy | M/ 87.100 71.79%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——r
43.0 11.50 12.00
143.0 m/z 43.10  40.79%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.0
O\‘HH‘HH‘\\‘\\‘\‘H\“HH’\\H‘\H\‘HH’HH‘\H\‘\H\‘HH‘\\‘H‘

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

5

74.0
11.50 12.00
5000/ 43.0 m/z 55.05 32.55%
oo 189 150 2270 o
“H‘w‘H‘_H‘_‘H‘H‘w‘H‘_‘H‘HH,H‘W‘H‘_‘H‘H‘W‘H‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.10 32.09%
5000 43.0

101.0 1430 185.0 9080

Y S 01 e OO .
miz—> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00

£
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 13
R.T. EstConc Area Relative to ISTD R.T.
11.922 18.19 ng 614107  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 n-Decanoic acid 172 C10H2002 000334-48-5 89
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1672 (11.922 min): BF134002.D\data.ms (-1668) (- m/z 43.10 100.00%

43.1 73.0
5000

— T
12.00

-

m/z 73.00 93.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 T

12.00
m/z 60.00 91.26%

171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 ‘A —
12.00
5000 129.0 m/z 41.10 82.71%
185.0
228.0
o‘u‘ﬂuHW“w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid T
43.0 73.0 12.00
m/z 57.05 76.64%
5000 129.0
171.0
‘ ‘ ‘ 214.0
ouw‘m‘;:‘u”!h —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF062623.M Wed Jun 28 10:23:06 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.086  25.22 ng 851570  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 1700 (12.086 min): BF134002.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

=

5000
9.1 243.2 12.00
1412 ’
ol d L 342 1972 ] 2831 n/; 43.10 74.91%
m/z--> 0 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 =
12.00
m/z 71.1@ 58.77%
9.0
ol ‘L‘ \ | ] 141018302250267.0 3380
\\\\‘ \\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
12.00
5000 ITI/Z 85.10 41.55%
ok L \ | F ‘1‘410183022502670 323.0 380.
e e S e T e
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane T
57.0 12.00
m/z 41.10 33.56%
5000
9.0
015(:4 i H L h‘ | 141018302250 296.0
e e e =
m/z--> 0 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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.
12.498 642.89 ng 21706500  Phenanthrene-d1e 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
Abundance Scan 1770 (12.498 min): BF134002.D\data.ms (-1762) (|  m/z 67.10 100.00%
67.1
5000
09.1
150.1 263.1594 1 12:50
0 37L~ ‘H“h‘ ‘w\‘ A ‘Jn‘87‘]" 2‘2‘\0"2‘ : ‘“ . ‘\‘ m/z 81.10 83.16%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000
1250
290 09.0 m/z 55.10  72.22%
294.C
0 L\“\u‘ bl ‘uh ‘hHwHu‘ m H_ . 2230 2630°7%
miz--> 50 100 150 200 250
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0
1250
5000 m/z 41.10 63.25%
09.0
29.0 294.C
150.0
‘ \ ‘ 2200 2030
oL LI AN L | ag20 2200 T |
m/iz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0 12 50
m/z 95.10 55.73%
5000
09.0
oL LHMWHN“MW\\M‘M‘M TS ???f)?94f
miz--> 50 150 200 250 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.522 288.42 ng 9738280  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 92
2 3-Octadecenoic acid, methyl ester 296 C19H3602 056599-33-8 91
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 89
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 86
Abundance Scan 1774 (12.522 min): BF134002.D\data.ms (-1772) (|  m/z 55.10 100.00%
553.1
264.1
87.1
5000 .
) . R
LUl
) m/z 74.10  69.49%
m/z--> 50 100 150 200 250 300
Abundance #194409: 9-Octadecenoic acid, methyl ester
5000 0 :
264.0 ; 12.50
m/z 264.15 69.31%
23.0 222.0
w | 180.0 | ‘ 296.0
0! u‘\‘\‘\H\H‘ \“U\ Al i \!\ P — ‘ B —
miz--> 50 100 150 200 250 300
Abundance #194413: 3-Octadecenoic acid, methyl ester
74.0
T T
12.50
5000 264.0 m/z 41.10 68.28%
222.0
10 1800
143.0
0! ] Hm I m el ot A
m/iz--> 150 200 250 300
Abundance #194407: 8- Octadecen0|c acid, methyl ester = ‘
55.0 12.50
m/z 69.10 60.40%
5000
264.0
23.0 222.0
m 180 0 | ‘ 296.0
0! ll \H‘H“U\ [ “\ R ‘\‘ : =
m/z--> 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.216 13.49 ng 368699 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tricosane 324 (C23H48 000638-67-5 94
3 Octacosane 394 (C28H58 000630-02-4 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 1892 (13.216 min): BF134002.D\data.ms (-1888) (- m/z 57.05 100.00%

57.0
5000

s
1300 1350
2 2201
- ‘WWwquhup‘x‘“m“%QQ?“3gﬁ$““‘ m/z 43.10  74.90%

m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0

5000 — e
13.00 13.50

m/z 71.10 62.72%

9.0
015.0% | 1) 141018302250 2960
LI \\‘\\1\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0

T
13.00 13.50

5000 m/z 85.10 44 ,35%
UL 30 1570 a0 0
[o ) “‘\ 4 u‘\ ‘\h\‘ h‘ ‘H‘ i \\ \\ A \‘ A ‘L‘ R
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 13.00 13.50

m/z 41.05 33.22%

- m

ol L \\J1419;8302250 281.0 337.0 394.
b I e aesee.) 2810 3370 394 —— —

m/z--> 0 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\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 Eicosanoic acid, methyl ester  Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.310 10.94 ng 298831  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 96
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 94
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 90

Abundance Scan 1908 (13.310 min): BF134002.D\data.ms (-1905) (- m/z 74.00 100.00%
74.0
5000 J
143.0 0833 — el
. . 13.00 13.50
227.2 326.:
: ‘?’%“M M et “w 1851\ TR SR ‘M —h m/z 87.00  73.13%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 = —_—h
13.00 13.50
143.0 Y m/z 43.05  49.24%
Ot \ﬂ ‘H\ ‘\‘ ‘MlTp\‘p‘\ 1“ Tt \;\9?9\‘2\4\‘1‘0\ T \L\.“‘ L
miz--> 100 150 200 250 300
Abundance #232224:Meﬂwl184nemyMOnadecanoam
74.0
P e
13.00 13.50
5000 m/z 55.00 34.83%
143.0 326.(
1990 2410 2007
0,
m/iz--> 50 100 150 200 250 300
Abundance #179144: Heptadecanoic acid, methyl ester — —
74.0 13.00 13.50
m/z 41.10 29.57%
o W
284.0
1 ‘ 1430 o o 2410
o‘m_‘wulp?‘o”"Hm_m\‘m”u_” — —
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc

ALS vial : 21 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 18

R.T. EstConc Area Relative to ISTD R.T.
13.980 11.30 ng 308697 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Methyl stearate 298 C19H3802 000112-61-8 97
3 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 93
4 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
5 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 87

Abundance Scan 2022 (13 980 min): BF134002.D\data.ms (-2019) (- m/z 74.00 100.00%
74.0
5000 N
143.0 —_
L ‘ 199.1 2552 311.33544 14.00
Ol b T T T wiz 87.0e  76.26%
miz--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 ”“‘\J\\ T ] T l\\"\‘"
14.00
m/z 43.10 55.70%
29. 143.0 354.0 {
Ll | 1990 2550 31107
O\‘\“\‘\“H\M\‘H\““\‘\‘\\‘\\\\“\\\\‘\\\\‘\‘\\\“\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #197271: Methyl stearate
74.0
——
14.00
5000 m/z 55.00 35.22%
143.0
‘ 199.0 255.0298.0
st LT it e I
m/z--> 100 150 200 250 300 350
Abundance #249023:Henemosanok:add,nuﬂhyleﬁer —
74.0 14.00
m/z 57.05 34.14%
5000
143.0
0 ‘u\ T ‘ 199 0241.0 29\7 034\0'0
“““ e e
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134002.D

Acqg On : 27 Jun 2023 21:16
Operator : CG\JU

Sample : 03388-01 2X

Misc :

ALS Vvial : 21  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|
Butane, 2-metho... 2.134 28.7 ng 951589 1 6.851 663671 20.0
Tridecane 8.722 10.4 ng 461766 2 8.128 890209 20.0
Tetradecane 9.286 22.3 ng 818306 3 9.886 732775 20.0
Hexadecane 9.610 17.7 ng 648785 3 9.886 732775 20.0
Heptadecane 9.822 27.3 ng 1000280 3  9.886 732775 20.0
Dodecane 10.139 12.3 ng 451149 3 9.886 732775 20.0
Pentadecane 10.322 32.6 ng 1194030 3  9.886 732775 20.0
Pentadecane, 2,... 10.539 19.1 ng 699009 3  9.886 732775 20.0
Nonane, 5-butyl- 10.798 48.6 ng 1640370 4 11.386 675278 20.0
Nonadecane 11.245 29.0 ng 980485 4 11.386 675278 20.0
Hexadecane, 1-i... 11.275 15.7 ng 529694 4 11.386 675278 20.0
Dodecane, 2-met... 11.675 23.7 ng 799402 4 11.386 675278 20.0
Hexadecanoic ac... 11.786 188.3 ng 6357160 4 11.386 675278 20.0
n-Hexadecanoic ... 11.922 18.2 ng 614107 4 11.386 675278 20.0
Tetracosane 12.086 25.2 ng 851570 4 11.386 675278 20.0
9,12-Octadecadi... 12.498 642.9 ng 21706500 4 11.386 675278 20.0
9-Octadecenoic ... 12.522 288.4 ng 9738280 4 11.386 675278 20.0
Heneicosane 13.216 13.5 ng 368699 5 14.045 546553 20.0
Eicosanoic acid... 13.310 10.9 ng 298831 5 14.045 546553 20.0
Docosanoic acid... 13.980 11.3 ng 308697 5 14.045 546553 20.0
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