LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc :

ALS Vvial : 17 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133395.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.898 474 478 491 rVB 296271 367149 1.18% 0.288%
2 5.334 547 552 563 rBV 4073226 4226925 13.55% 3.320%
3  6.369 723 728 740 rBV 4382708 4225148 13.54% 3.318%
4 6.716 784 787 795 rVB 1172592 1105550 3.54% 0.868%
5 7.286 880 884 887 rVV 3029978 2619298 8.40% 2.057%
6 7.322 888 890 893 rVW 456939 351754 1.13% 0.276%
7 8.004 1001 1006 1008 rBV2 1748095 1963084 6.29% 1.542%
8 8.298 1051 1056 1059 rVVv4 249563 398654 1.28% 0.313%
9 8.386 1069 1071 1074 rBV3 344766 321896 1.03% 0.253%
10 8.433 1074 1079 1080 rVV3 334427 317102 1.02% 0.249%
11 8.510 1088 1092 1095 rBV2 507650 465706  1.49% 0.366%
12 8.604 1104 1108 1110 rBV2 1218578 1085725 3.48% 0.853%
13 8.827 1139 1146 1148 rBV2 518356 533611 1.71% 0.419%
14 9.033 1178 1181 1185 rVB3 381641 421316 1.35% ©0.331%
15 9.080 1185 1189 1192 rBV 5039651 4207670 13.49%  3.305%
16 9.169 1200 1204 1208 rBV 1545662 1417023 4.54% 1.113%
17  9.345 1230 1234 1238 rVB5 237257 369111 1.18%  0.290%
18 9.422 1244 1247 1249 rVV2 303924 383351 1.23% 0.301%
19 9.486 1253 1258 1260 rVV4 749306 863631 2.77% 0.678%
20 9.510 1260 1262 1264 rVV 448900 386093 1.24% 0.303%
21  9.539 1264 1267 1270 rVB3 383415 391782 1.26% 0.308%
22 9.698 1291 1294 1297 rBV 1927741 1601891 5.13% 1.258%
23 9.757 1301 1304 1307 rVB 1623037 1338205 4.29% 1.051%
24 9.933 1329 1334 1336 rVV3 267185 456933  1.46% 0.359%
25 9.957 1336 1338 1341 rVV3 330931 362688 1.16% 0.285%
26 10.016 1344 1348 1352 rVV3 508932 622387 1.99%  0.489%
27 10.192 1375 1378 1381 rVB 2011307 1736579 5.57% 1.364%
28 10.416 1410 1416 1418 rBV 886805 1036741 3.32% 0.814%
29 10.469 1422 1425 1428 rVB 674506 561640 1.80% 0.441%
30 10.545 1433 1438 1442 rBV2 2486079 2479388 7.95% 1.947%
31 10.669 1456 1459 1467 rBV 2248804 2707329 8.68% 2.126%
32 10.986 1510 1513 1518 rVB4 374349 526299 1.69% 0.413%
33 11.116 1532 1535 1537 rBV 1952739 1582207 5.07% 1.243%
34 11.145 1537 1540 1546 rVB 862663 859764 2.76% 0.675%
35 11.239 1553 1556 1558 rBV 1547429 1222589 3.92% 0.960%

36 11.545 1604 1608 1610 rBV 1527466 1434109 4.60% 1.126%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc :

ALS Vvial : 17 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.651 1621 1626 1629 rVB 9556650 12298711 39.42% 9.659%
38 11.704 1629 1635 1638 rBV5 235668 321211 1.03% ©0.252%
39 11.804 1644 1652 1656 rBV 3161126 4337923 13.90%  3.407%
40 11.951 1674 1677 1681 rBV 1510448 1366900 4.38% 1.074%

41 12.368 1737 1748 1749 rBV5 10215898 31199761 100.00% 24.503%
42 12.415 1755 1756 1758 rVB2 731626 324451 1.04% 0.255%

43 12.445 1758 1761 1765 rBV2 7681184 7781172 24.94% 6.111%
44 12.498 1765 1770 1771 rVV 3973027 6423764 20.59% 5.045%
45 12.515 1771 1773 1778 rVV2 4565322 4728016 15.15% 3.713%
46 12.580 1781 1784 1789 rVB 1331637 1196695 3.84% 0.940%
47 12.686 1797 1802 1804 rBV2 726408 900773 2.89% ©.707%
48 12.715 1804 1807 1813 rVB 848545 907015 2.91% ©0.712%
49 12.839 1824 1828 1831 rBV 4551745 4014318 12.87% 3.153%
50 13.015 1856 1858 1863 rVB3 449295 654363 2.10% 0.514%
51 13.068 1864 1867 1868 rBV 821098 774106  2.48% 0.608%
52 13.162 1880 1883 1885 rBV 1046825 848079 2.72% 0.666%
53 13.410 1922 1925 1928 rVB 457076 364906 1.17% 0.287%
54 13.739 1978 1981 1991 rVB3 515022 722755 2.32% ©0.568%
55 13.827 1993 1996 1999 rBV 1026543 884541 2.84% 0.695%
56 13.880 2001 2005 2008 rBV2 1122908 1174116 3.76% 0.922%
57 14.451 2099 2102 2108 rBv4 335915 449729 1.44% 0.353%

58 15.309 2244 2248 2251 rBV 553718 705043 2.26% ©.554%

Sum of corrected areas: 127328676
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133395.D\data.ms

1le+07

8000000

6000000

5.334 6.369
4000000

7.286

2000000
6.716

4.898 7822
e
TT ‘ L ‘ TTrTT ’ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTrTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L

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: BF133395.D\data.ms

o

11.651 12 jge8
1e+07

2.445
8000000

6000000 9.080 12.515 12.839

4000000 11.804

16
1.239 11.545 ||11.951

10.5
8.004 96%7 ' .
2000000 : 6604 M
827 ol Shape ‘ 1.7
8. 8.8279.033| g 94%2 48

O e R e T 7 T T — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133395.D\data.ms
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T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 20
R.T. EstConc Area Relative to ISTD R.T.
8.604 11.06 ng 1085730  Naphthalene-d8 8.004

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1108 (8.604 min): BF133395.D\data.ms (-1104) (-) m/z 57.10 100.00%
57.1
5000
85.1
e R RARARRAREE
145.1 . . . . .
| H ‘ 1121 5 184.2 8208408608809000
0- ool T e b T 0 m/z 43,100 79.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 I L AL B
85.0 8.20 8.40 8.60 8.80 9.00
29.0 m/z 71.10 56.53%
‘\ “ | 113.0 1410 1840
0\\\‘\\\\“}\\\“\\H\“l‘\\\“‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R A RAR S
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 36.99%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R R R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 35.12%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
rrrrrr e e e e e e e EEEEEEEa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 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@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.169 21.18 ng 1417020  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
Abundance Scan 1204 (9.169 min): BF133395.D\data.ms (-1200) (-) m/z 57.10 100.00%
57.1
5000
e wm
T T
8.80 9.00 9.20 9.40
113.2
0 m_uw‘HW“H“1‘m‘_m_Hlﬁl‘%}??%”l???”_m m/z 43.10  75.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L B RN B BN B
85.0 8.80 9.00 9.20 9.40
20.0 m/z 71.10 57.24%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R T
8.80 9.00 9.20 9.40
5000 m/z 85.10 36.40%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane e
57.0 8.80 9.00 9.20 9.40
m/z 41.10 36.19%
5000 85.0
29.0
0 \‘ l H \‘\ i ‘11?0\1410 169.0 212.0
R RAAa=a s R R AR mEE S R Ra
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\

Library Search Compound Report

Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3 Tritetracontane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
086 12.91ng 863631 Acenaphthene-dio 0.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 CasHes 007098-21-7 80
2 Hexadecane 226 C16H34 000544-76-3 72

1000382-54-3 72
054833-48-6 64
003221-61-2 62

3 Carbonic acid, eicosyl vinyl ester 368 C23H4403
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 Octane, 2-methyl- 128 C9H20

Abundance Scan 1258 (9.486 min): BF133395.D\data.ms (-1253) (-) m/z 57.10 100.00%

57.1
5000
Fan W)
w21 9.20 9.40 9.60 9.80
o ddbbilh 3982 e m/z 71.10 84.69%

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

Abundance #346740: Tritetracontane
57.0
5000 L AL B L B R
9.20 9.40 9.60 9.80
m/z 43.10 82.31%
o ”ﬁﬁ%wwamwo 463.0 533.0 604.(
‘HH‘\H\‘\HI[\!H‘WHT[HF\‘WH\[HT!‘\H\‘\H\‘H\\‘\H\‘H

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

s

Abundance #107220: Hexadecane
57.0
R e e KRS
9.20 9.40 9.60 9.80
5000 m/z 55.10 42.15%
0 ‘l 2?.0 226.0
BN R e o e R SRR R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #277469: Carbonic acid, eicosyl vinyl ester AR R
57.0 9.20 9.40 9.60 9.80
m/z 85.10  39.79%
- M
o H 201960 2800
e s S e e e e e e R RARRAEama e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.698 23.94 ng 1601890  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 9-methylheptadecane 254 C18H38 026741-18-4 86

Abundance Scan 1294 (9.698 min): BF133395.D\data.ms (-1291) (-) m/z 57.10 100.00%

57.1
5000 85.1

h ‘9.150‘ 10.00

113.1 141.2 212.3 o
el AT 14121692 2128 43010 74.38Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0

5000 85.0 T T
9.50 10.00

29.0 m/z 71.10 59.68%

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 #123961: Heptadecane
57.0

o

o

T —
9.50 10.00
5000 m/z 85.10 39.45%
85.0
29.0
ool omoise
bl e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane T ——
57.0 9.50 10.00

m/z 41.10 35.37%

5000 85.0
29.0
Ll M3014101600 2120

ol e e e e e e e e —r— —

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\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.192  25.95 ng 1736580  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87

Abundance Scan 1378 (10.192 min): BF133395.D\data.ms (-1375) (- m/z 57.10 100.00%

57.1
5000 85.1

I
10.00 10.50

113.1 14411721 226.3 o
Hw‘thHMHWWh‘ﬂHH‘mH_‘H_‘H_H‘_HW‘HWH‘WH“ m/z 43.10  73.25%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane
57.0

5000 —— S
10.00 10.50
85.0

290‘ m/z 71.10 60.31%

J ‘H‘”‘ 113.0141.0169.0197.0226.0
H\‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158600: Nonadecane
57.0

o

o

\ U

10.00 10.50
m/z 85.10  38.20%

5000 85.0
29.0
HWH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59029: Tridecane T —7
57.0 10.00 10.50

m/z 41.10 34.56%

5000
85.0
29.0
| k I 113.0141.0 184.0

0‘H‘H‘wu‘wumww‘ﬂuuwu‘W‘HW‘HW‘HW‘H‘_H‘_H‘_H‘ P ‘

m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane, 5-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.416 15.49 ng 1036740  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76
4 Octacosane 394 C28H58 000630-02-4 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 1416 (10.416 min): BF133395.D\data.ms (-1410) (- m/z 57.10 100.00%
57.1
o M
Fgl 10.50
: 169.2 :
ob L “‘ bbb 2898 m/z 71.10 47.36%
m/z--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 U
10.50
m/z 43.10 45.53%
112.0
O\\‘\““\u‘\h\“‘ \“\‘\!‘\]‘[8\“3\.()‘\22\6\.\0‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—
10.50
5000 m/z 85.10 24.28%
9.0
oL L |||, 141.0183.0225.0267.0 323.0 380.
A e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #59087: Decane, 2,6,8-trimethyl- —
57.0 10.50
m/z 41.10 21.95%
B MJVNNﬂmW“AwaVKMAJW
‘ 99.0
155.0
O s
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF042123.M Tue May 16 11:16:41 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.669  44.29 ng 2707330  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tridecane, 1-iodo- 310 C13H27I 0935599-77-0 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1459 (10.669 min): BF133395.D\data.ms (-1456) (- m/z 57.10 100.00%
57.1
o “\/ﬂﬂmNL«ﬁkmMﬁMNkvﬂA
01 050 1100
' 169.2 : :
ol M“ bl 202 2804 3279 w7 43.10 70.35%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — —
10.50 11.00
9.0 m/z 71.10 63.45%
Olwswdr ‘\““\ ‘“‘ \‘“‘\ HL \“‘ \]“-14”1‘“0\ %8\‘3\0‘ T \2\4}0‘0\ L B B B B
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
— —
10.50 11.00
5000 m/z 85.10 41.68%
9.0
SELREE F o
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 —7
57.0 10.50 11.00
m/z 41.05 32.54%
5000
9.0
ol L || | 141.0183.0225.0267.0 323.0 380.(
A A e e —— ——
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF042123.M Tue May 16 11:16:42 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.116 25.88 ng 1582210  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1535 (11.116 min): BF133395.D\data.ms (-1532) (- m/z 57.10 100.00%
57.1

5000 85.1

g

11.00 11.50

h L \‘\113 114121692 2001 254.4

Orpreretrdb bl RS ORE S0 S m/z 43.18 70.66%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #141058: Octadecane
57.0
5000 85.0 T T
11.00 11.50
9.0 m/z 71.10 63.78%
113.0
141.0
O ‘ \‘\‘\ T “\ T \H\ ‘ T \H‘\ T ‘w‘\ T 1“ T \“\‘\ ‘ \‘\ T ‘ TT \‘\];\6? \(‘)‘%\93\9\2\‘25\0\‘2\??‘(\)\ TT ‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #141070: Heptadecane, 8-methyl-
57.0
ce -
85.0 11.00 11.50
5000 ITI/Z 85.10 44 ,95%
126.0
154.0
ok bt | 1021102390
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 11.00 11.50
m/z 41.10 30.41%
B | W
H 113 014? 0 1820
ST S R o RS WA % NN — —
m/z--> 20 40 60 80 100120140 160180 200220 240 260 11.00 11.50

8270-BF042123.M Tue May 16 11:16:43 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.145 14.06 ng 859764  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 1540 (11.145 min): BF133395.D\data.ms (-1537) (- m/z 57.10 100.00%
1.1

5
5000

A=

1132 11.00 11.50
552 197.2

- LAl ) 552 1972 2533 m/z 71.10  77.39%

miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 1
11.00 11.50
m/z 43.10 46.31%

113.0
R7.0 ‘
\“‘\ ‘\‘ ““\ ‘H‘ Ay ‘M‘ \“‘ T “\ 715‘3\0_}8\?’\0“ I \25‘3\0\ T
Mjze> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl-

57.0

—_—
11.00 11.50
5000 m/z 85.10  41.73%

99.0
27 155.0
o S Al Y N
miz--> 50 100 150 200 250

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 11.00 11.50

m/z 41.10 23.86%

- A\AVNWAVAXNJWMAMﬂxJ
99.0
‘\‘ | L M0 1830 2390 296

ob—td SRR AL S S e
miz--> 50 100 150 200 250 11.00 11.50

o

o

o

8270-BF042123.M Tue May 16 11:16:44 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.545 23.46 ng 1434110  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1608 (11.545 min): BF133395.D\data.ms (-1604) (- m/z 57.10 100.00%
57.1
9.1 11.50 |
141 2 :
- u“““ |l 3812 1962 2683 4/ 43.10  68.59%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 P :
11.50
m/z 71.10 63.74%
9.0
0 \‘ \L ‘ H\ I H‘ | ]w\-4\1 9183 0 225.0 268 0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
11.50
5000 m/z 85.10 44 ,19%
ol L L F ‘1‘410183022502670 323.0 380.
e e e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane T
57.0 11.50
m/z 41.10 29.91%
h MM
9.0
m/z--> 50 100 150 200 250 300 350 11.50

8270-BF042123.M Tue May 16 11:16:45 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.651 201.19 ng 12298700  Phenanthrene-d1e 11.239
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 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
Abundance Scan 1626 (11.651 min): BF133395.D\data.ms (-1621) (- m/z 74.10 100.00%
74.1
5000
143.1 —— —r e
2213 11.50 12.00
IR ‘ 185.2 2703 450,
o I bbb st L b 980 m/z 87.05  74.09%
m/z--> 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —— ——
11.50 12.00
41.0 143.0 m/z 43.18  32.95%
‘ \‘ | 11.0 | 1850 2270 2700
O\ T \H“\ “ ‘M . \‘\‘\ T “\ \‘\‘\“ T \‘\ ‘\ ‘ T } L ‘ L
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
= —
11.50 12.00
5000 m/z 55.10 26.31%
410
ok d L M‘JM\%1101430 185.0 227.0 270.0
“‘ ‘ e
miz--> 100 150 200 250 300
Abundance #109337: Tridecanoic acid, methyl ester —— T
74.0 11.50 12.00
m/z 41.10  25.42%
) T .,Jj\jL
143.0
e 150 2280
oMl b L s e
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF042123.M Tue May 16 11:16:46 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.804 70.96 ng 4337920  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 1652 (11.804 min): BF133395.D\data.ms (-1644) (- m/z 73.05 100.00%
73.0
5000 129.1 i
213.3 — ——
‘ 171.2 ‘ 256.3 11.50 12.00
ol 38 lillL A ok Ll b 12921 3400 s 16 97.85%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N IR
11.50 12.00
171.0 2130 256.0 m/z 60.00 91.56%
O' ‘\Mh““ ;‘““\h} \‘ ‘ “\ \‘ \‘\ “ \“\ ‘\ T “\ LI ‘ L
miz--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
— ——
11.50 12.00
5000 129.0 m/z 57.10 81.62%
29.
199.0 242.0
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
m/z 41.10 70.00%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF042123.M Tue May 16 11:16:47 2023 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051523\
BF133395.D

May 2023 21:28

¢ CG\JU
. 02760-03

17

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.951 22.36 ng 1366900  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 1677 (11.951 min): BF133395.D\data.ms (-1674) (- m/z 57.10 100.00%
57.1
e JJ{JLxANVKANAW$VIAJ
——
9.1 12.00
ol “ LI 141218322052 28233282  n/; 43.18  67.92%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
12.00
m/z 71.10 66.27%
O \“\ ‘\“‘ “H‘ \“‘\ h“ \“‘ \]E “ “‘\]‘[8\:‘3\()‘2\2\5\9‘ \2\8\‘2\()‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—
12.00
5000 m/z 85.10 46.74%
9.0 140.0
182.0
obddd | Pree0
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 12.00
m/z 41.10 28.52%
- M
oL L L F ‘1410183022502670 3230 _ 3804
““‘ T T e —
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF042123.M Tue May 16 11:16:48 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF042123 .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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.368 516.39 ng 31199800 Phenanthrene-dle 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402
12-Octadecadienoic acid (Z,Z)-... 294 C19H3402

002462-85-3 99
000112-63-0 99

19
29,
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
Abundance Scan 1748 (12.368 min): BF133395.D\data.ms (-1737) (- m/z 67.10 100.00%
67.1
09.1
— 2
038 A1 18722203 TITTUS hs 81,10 86.31%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — e
12.00 12.50
290 09.0 m/z 55.10  69.22%
150.0 294.C
ol. L\“\u“ i b 2230 2030°7°F
miz--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
= —
12.00 12.50
5000 m/z 41.10 62.71%
299 . 294.C
150.0 263.0 '
oLl \“ L‘\ A 1810 2200 [ |
miz--> 50 100 150 200 250
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester = ——
67.0 12.00 12.50
m/z 95.10 58.22%
5000
09.0
29.0 294.C
150.0 263.0
‘ 220.0 ’
N Al asz0 200 | ___ WL
miz--> 50 100 150 200 250 12.00 12.50

8270-BF042123.M Tue May 16 11:16:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28

Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 15 Oleic Acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.515 77.34 ng 4728020  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 83
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 74
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 72

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 64

Abundance Scan 1773 (12.515 min): BF133395.D\data.ms (-1771) (- m/z 55.10 100.00%
55.1
7.1
5000
264.3 — :
| ’ 392 2223 12.50
0 “ﬂjw‘ MMW\MMMWWQ “HM\H‘\M\\‘ 3???“§99 m/z 69.10 90.32%
miz--> 50 100 150 200 250 300 350 400
Abundance #176208: Oleic Acid
558.0
7.0
5000 e :
12.50
2640 m/z 83.10 82.14%
H v N
oL ‘M’ w“\‘umm\h b “‘ m‘\‘ ‘ i S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
T \
7.0 12.50
5000 ITI/Z 97.10 73.32%
264.0
\ 150, 2220
OHH‘,“ \H‘mhwuh\‘h \}‘\ W e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #176218: cis-13-Octadecenoic acid — I
55.0 12.50
m/z 41.10 57.72%
5000
H\‘ \M\\ \‘ 13 2220240
o4l M““‘w‘u‘““‘m_m_m_m‘mw —
m/z--> 50 100 150 200 250 300 350 400 12.50

8270-BF042123.M Tue May 16 11:16:50 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.580 20.38 ng 1196700  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1784 (12.580 min): BF133395.D\data.ms (-1781) (- m/z 43.10 100.00%
43.1
5000 129.1 j\ﬂ/\w
85.1
185.2 241.3 — ‘
Ty O
- MWH 0 T e “u 3263 896 4z 73.00  88.40%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 o :
129.0 1250
m/z 57.10 85.58%
29.C ‘ 185.0 47 9284.0
O\\“\‘\ ‘“ “‘H\H‘“‘“\“\‘““““““““““““
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
T \
12.50
5000 m/z 60.00 78.29%
129.0
213.0
‘ 171.0 ‘
[ ' H ‘hh\w\u‘m A “ ““‘u\ ‘\“H‘HH‘HH‘HH
m/z--> 5 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid L ‘
73.0 12.50
m/z 55.10 63.08%
5000
129.0
29. 185.0228.0
0, HM‘ h” ML m “‘\‘\u“ “\‘ \‘ — \‘ O N B e . ‘ :
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 19
R.T. EstConc Area Relative to ISTD R.T.
13.015 11.15 ng 654363  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202 1000336-42-6 64
2 6-Butyl-1,4-cycloheptadiene 150 C11H18 022735-58-6 50
3 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 007361-80-0 49
4 Methyl 6-cis,9-cis,1l-trans-octa... 292 C19H3202 1010336-37-7 49
5 Bicyclo[3.2.0]heptane, 2-methylene- 108 C8H12 089243-94-7 45
Abundance Scan 1858 (13.015 min): BF133395.D\data.ms (-1856) (- m/z 79.10 100.00%
79.1
216.1
5000
35.1 292.3 T T
‘ ‘ ‘ 13.00
0’ bty Std2 B420 sy 93,10 79.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #189450: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienc
79.0 292.0
5000 — :
35.0 13.00
' m/z 216.10 69.61%
HH\ 18902350,
0- \”‘hx‘\‘\H‘\‘\‘M“\'H\“HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #27740: 6-Butyl-1,4-cycloheptadiene
79.0
T \
13.00
5000 m/z 91.10 62.96%
‘ 150.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #189428: 9,12,15-Octadecatrienoic acid, methyl ester —— ‘
79.0 13.00
292.0 m/z 80.18  56.35%
5000
35.0 236.0
191.0 ‘
m/z--> 50 100 150 200 250 300 350 400 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051523\
BF133395.D

May 2023 21:28

¢ CG\JU
. 02760-03

17

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 18 Tetracosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.068 13.19 ng 774106  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tricosane 324 (C23H48 000638-67-5 90
3 2-Methyltetracosane 352 (C25H52 001560-78-7 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 1867 (13.068 min): BF133395.D\data.ms (-1864) (- m/z 57.10 100.00%
57.1
5000 ﬂ\uﬂu$ww«wvﬂ\ﬂﬂxAkvﬂwy\
13.00 |
ol “h“ L “M L2, 220226723164 3752 L4310 67.68%
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 —— :
13.00
m/z 71.10 66.65%
0 L uh\ \‘h “ h ][41 0183 0225 0267 0 33\8 0
\\\‘\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #229643: Tricosane
57.0
— T \
13.00
5000 m/z 85.10 46.65%
9.0
324.0
L om0z 0z
ol b e
m/z--> 50 lOO 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane —— ‘
57.0 13.00
m/z 55.10 34.54%
. ww
41.
Sl L oo prgome .
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28

Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Eicosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.163 14.45ng 848079 Chryseme-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98

006929-04-0 95
001731-92-6 93
000112-39-0 91
001731-94-8 87

2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602
3 Heptadecanoic acid, methyl ester 284 C18H3602
4 Hexadecanoic acid, methyl ester 270 C17H3402
5 Nonadecanoic acid, methyl ester 312 C20H4002

Abundance Scan 1883 (13.162 min): BF133395.D\data.ms (-1880) (- m/z 74.10 100.00%

74.1

%

m/z--> 0 50 100 150 200 250 300 350 400

5000
143.2 :
‘ 199 2 283.3 13.00 13.50
- ‘ ) AL L S o L 334:2 387.0 441 g7 10 75.35%
m/z--> 0 100 150 200 250 300 350 400
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 A S
13.00 13.50
1430 326.0 m/z 43.10  37.17%
O J h\“‘\h“\‘\‘\\“\\}\9‘9\0\\\‘2\6\9\9"\\“\\‘\\\\‘\\\\‘
miz—> O 100 150 200 250 300 350 400
Abundance #179165.Hexadecandcacm,154nemyL,meﬂwleﬁer
74.0
—— —
13.00 13.50
5000 m/z 55.10 26.12%
J 143.0 284.0
27, ‘ 199.0 ‘
0 ‘HL\“‘\“““M“““ ‘H‘_H‘WH\_m,””_m_m
—— —

Abundance #179145: Heptadecanoic acid, methyl ester
74.0 13.00 13.50
m/z 75.05 23.31%
5000
143.0
obdb by L e SN | S
m/z--> 0 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF042123.M Tue May 16 11:16:53 2023 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 20 Carbonic acid, octadecyl pr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.739 12.31 ng 722755  Chrysene-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90

Abundance Scan 1981 (13.739 min): BF133395.D\data.ms (-1978) (- m/z 57.10 100.00%
7.1

5
5000

—— —
h Hﬁ“ 1692 29015805 3632 13.50 14.00
ol A bkl 1Ly 2092 777 2802 3632 4285y, 4310 72.68%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — e
13.50 14.00

m/z 71.10 61.64%

11.0
J‘ “ “\ \‘\ \‘w L JH 168'0 224'0 297'0
\TT‘IT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

o

5000 m/z 85.10 42.96%
e
0 ‘\“ \“‘ Iy ‘\\\‘\“ ‘L‘Ju‘ - ‘179‘6“0‘ : “2‘69‘0‘ [T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178950: Carbonic acid, tetradecyl vinyl ester —— ——
57.0 13.50 14.00

m/z 55.10  37.24%

- W

11.0
0 ‘u\‘ “L ‘ “\‘ i \\ b 19\60

T \
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51523\
Data File : BF133395.D

Acqg On : 15 May 2023 21:28
Operator : CG\JU

Sample : 02760-03

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8.604 11.1 ng 1085730 2  8.004 1963080 20.0
Tetradecane 9.169 21.2 ng 1417020 3 9.757 1338210 20.0
Tritetracontane 9.486 12.9 ng 863631 3 9.757 1338210 20.0
Heptadecane 9.698 23.9 ng 1601890 3  9.757 1338210 20.0
Hexadecane 10.192 25.9 ng 1736580 3  9.757 1338210 20.0
Tridecane, 5-pr... 10.416 15.5 ng 1036740 3 9.757 1338210 20.0
Heptacosane 10.669 44.3 ng 2707330 4 11.239 1222590 20.0
Octadecane 11.116 25.9 ng 1582210 4 11.239 1222590 20.0
Hexadecane, 2,6... 11.145 14.1 ng 859764 4 11.239 1222590 20.0
Nonadecane 11.545 23.5 ng 1434110 4 11.239 1222590 20.0
Hexadecanoic ac... 11.651 201.2 ng 12298700 4 11.239 1222590 20.0
n-Hexadecanoic ... 11.804 71.0 ng 4337920 4 11.239 1222590 20.0
Eicosane 11.951 22.4 ng 1366900 4 11.239 1222590 20.0
9,12-Octadecadi... 12.368 510.4 ng 31199800 4 11.239 1222590 20.0
Oleic Acid 12.515 77.3 ng 4728020 4 11.239 1222590 20.0
Octadecanoic acid 12.580 20.4 ng 1196700 5 13.880 1174120 20.0
Methyl 9.cis.,1... 13.015 11.2 ng 654363 5 13.880 1174120 20.0
Tetracosane 13.068 13.2 ng 774106 5 13.880 1174120 20.0
Eicosanoic acid... 13.163 14.4 ng 848079 5 13.880 1174120 20.0
Carbonic acid, ... 13.739 12.3 ng 722755 5 13.880 1174120 20.0
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