LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135640.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.957 485 488 501 rBV 224212 282446  2.50% 0.563%
2 5.369 555 558 586 rBv 1822281 2115594 18.75% 4.219%
3 6.387 728 731 748 rBV 2091913 2152928 19.08% 4.293%
4 6.740 788 791 797 rVB 1116133 905028 8.02%  1.805%
5 7.304 884 887 890 rBV 1483741 1246875 11.05% 2.486%
6 7.328 890 891 895 rVB 208664 152254 1.35% 0.304%
7 7.651 937 946 948 rBV7 67093 120482 1.07%  0.240%
8 7.998 1002 1005 1006 rVV 459119 382391 3.39% 0.763%
9 8.016 1006 1008 1012 rVV 1308750 1140359 10.11% 2.274%
10 8.075 1014 1018 1021 rVB2 141261 180022 1.60% 0.359%
11 8.304 1053 1057 1064 rBv4 126953 222819 1.97% 0.444%
12 8.392 1070 1072 1076 rBV3 121184 115547 1.02% 0.230%
13 8.434 1076 1079 1081 rBV2 178930 169346 1.50% 0.338%
14 8.522 1090 1094 1096 rBV2 150576 139713  1.24% 0.279%
15 8.610 1105 1109 1112 rBV 658334 555151 4.92% 1.107%
16 8.704 1122 1125 1128 rVB4 106993 125751 1.11% 0.251%
17 8.839 1145 1148 1150 rBvV2 181417 132100 1.17% 0.263%
18 8.975 1167 1171 1174 rVB4 128748 164296 1.46% 0.328%
19 9.039 1179 1182 1184 rVV2 231644 191510 1.70% 0.382%
20 9.092 1188 1191 1195 rBV 1968292 1751810 15.53% 3.493%
21  9.175 1201 1205 1209 rBV 931146 768837 6.81% 1.533%
22 9.245 1214 1217 1220 rVB3 130171 130741 1.16% 0.261%
23 9.433 1246 1249 1251 rWV 129165 166821 1.48% 0.333%
24 9.492 1254 1259 1261 rVV4 354276 434986 3.86% 0.867%
25 9.516 1261 1263 1267 rVV3 199836 232103 2.06% 0.463%
26 9.557 1267 1270 1272 rVB2 185077 162216 1.44% 0.323%
27 9.704 1292 1295 1299 rVB 935845 774195 6.86% 1.544%
28 9.775 1303 1307 1310 rVB 1184996 992637 8.80% 1.979%
29 9.939 1331 1335 1337 rBV2 111067 163071 1.45% 0.325%
30 10.028 1346 1350 1353 rBV4 233195 248516  2.20%  0.496%
31 10.210 1377 1381 1383 rVV 899170 743014 6.59%  1.482%
32 10.428 1413 1418 1421 rBV 311917 387818 3.44% 0.773%
33 10.510 1430 1432 1435 rBV2 114527 122928 1.09% 0.245%
34 10.545 1435 1438 1440 rVvVv2 127352 119019 1.05% 0.237%
35 10.569 1440 1442 1453 rVB 1023700 930281 8.25% 1.855%

36 10.680 1458 1461 1470 rVB 916658 1098721 9.74%  2.191%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.133 1535 1538 1540 rBV 762146 596587 5.29% 1.190%
38 11.163 1540 1543 1549 rVB 286587 315198 2.79% 0.629%
39 11.269 1558 1561 1564 rBV 1049102 866342 7.68% 1.728%
40 11.563 1608 1611 1614 rBV 591244 482924 4.28% 0.963%
41 11.669 1625 1629 1632 rVB 4111256 3530858 31.29% 7.041%
42 11.810 1649 1653 1659 rBV 346187 434528 3.85% 0.866%
43 11.969 1677 1680 1685 rBV 459322 415443 3.68% 0.828%
44 12.369 1742 1748 1750 rBV 6921675 11282933 100.00% 22.499%
45 12.392 1750 1752 1757 rVB2 6646324 6189928 54.86% 12.343%
46 12.463 1761 1764 1767 rBV 2102377 1825409 16.18% 3.640%
47 12.504 1767 1771 1773 rBV2 640967 750170  6.65%  1.496%
48 12.739 1807 1811 1814 rVB2 257851 295550 2.62% 0.589%
49 12.863 1829 1832 1836 rVB 1491530 1370348 12.15% 2.733%
50 13.098 1869 1872 1873 rBV 211783 200601 1.78%  0.400%
51 13.192 1885 1888 1891 rVB 208588 159510 1.41% 0.318%
52 13.439 1927 1930 1933 rVB 161176 141493 1.25% 0.282%
53 13.863 2000 2002 2008 rVB 211611 216732 1.92% 0.432%
54 13.927 2010 2013 2017 rBV 667753 671648 5.95% 1.339%
55 14.092 2038 2041 2049 rVB2 96157 117369 1.04% 0.234%

56 15.398 2259 2263 2268 rBV 435214 563281 4.99% 1.123%

Sum of corrected areas: 50149178
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135640.D\data.ms
7000000

6000000
5000000
4000000

3000000

6.387
2000000 5.369
7.304

6.740
1000000

4.957 71328 ;s
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W

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: BF135640.D\data.ms
7000000 12D

6000000

5000000

11.669
4000000

3000000

9.092 12.463
2000000

1000000

13100892

0 ‘ —— — ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: BF135640.D\data.ms
7000000

— —
12.50 13.00

6000000
5000000
4000000
3000000
2000000

1000000 13.927 15.398
pase B8%Gao
w

[ v r T T [ v 1 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\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.957 6.24 ng 282446  1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 33

4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 488 (4.957 min): BF135640.D\data.ms (-485) (-) m/z 43.00 100.00%

43.0
59.0
5000
TR
‘ 83.0 1011 4.60 4.80 5.00 5.20
0t et - M/Z 59.08 54.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L B LR I
4.60 4.80 5.00 5.20
101.0 m/z 101.10  15.77%
0 29.0 m‘ 83.0
H‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AN E e EaRATE
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.00 14.13%
i
oH‘mWm_‘H;1”W“!“;H“%‘3:9_H‘wm_m,w_ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15660: 3-Octanol R R B
59.0 4.60 4.80 5.00 5.20
m/z 40.95 8.35%
5000
27.0 41.0 83.0
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 11
R.T. EstConc Area Relative to ISTD R.T.
8.610 9.74 ng 555151 Naphthalene-d8 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Dodecane 170 C12H26 000112-40-3 78
4 Tetradecane 198 C14H30 000629-59-4 72
5 Triacontane 422 C30H62 000638-68-6 64
Abundance Scan 1109 (8.610 min): BF135640.D\data.ms (-1105) (-) m/z 57.05 100.00%
57.0
5000
85.1
ST T T e
8.20 8.40 8.60 8.80 9.00
131 0
0 6011832 m/z 43.05  82.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 850 DL B LA B R
8.20 8.40 8.60 8.80 9.00
290 m/z 71.10 46.18%
H || U120 1410 1840
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
T R T
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.05 35.87%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane R EaamaE
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10 27.51%
5000
85.0
29.0
oL L 120 1410 1700
I A AR REaRs RS e P e
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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Data Path : Z:\svoasrv\HPCHEM1\BNA_F
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05
Operator : CG\JU

Sample : 04769-01

Misc

ALS vial : 2

Quant Method
Quant Title

TIC Library
TIC Integrati

Library Search Compound Report

\Data\BF100623\

AU-06-10-4-2023

2  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
on 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 Hexadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.175 15.49 ng 768837  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 76

Abundance Scan 1205 (9.175 min): BF135640.D\data.ms (-1201) (-) m/z 57.10 100.00%
57.1
- wJ\Jw
T e
H 91 0,  1e80 8.80 9.00 9.20 9.40
ol b7, 1492 1982 m/z 43.10 78.41%
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 L L NN DAL R B
8.80 9.00 9.20 9.40
m/z 71.10 47 .33%
99.0
O \2\61\0‘\“‘ “‘\ ‘1‘ “‘ \‘ T ]\_4\]_.‘()\ %8\3.\0’ \2\26\.0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0
P T TR
8.80 9.00 9.20 9.40
5000 m/z 41.10 36.11%
99.0
)29 | 1% a0 ses0
miz-> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- Rmaaa e R
57.0 8.80 9.00 9.20 9.40
m/z 85.10 29.94%
) WMJ/\/\A/
99.0
o‘%al‘ouw‘\\wmM“%6?'9\,””_“29@‘
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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, 2,6,10,14-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.492 8.76 ng 434986  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
2 Hexadecane 226 C16H34 000544-76-3 64
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Tridecane 184 C13H28 000629-50-5 59
Abundance Scan 1259 (9.492 min): BF135640.D\data.ms (-1254) (-) m/z 57.10 100.00%
57.1
- M
T T
‘ 132 0 174 9.20 9.40 9.60 9.80
- “ M e bl 2083 m/z 43.10 83.81%
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 L AL B B R
9.20 9.40 9.60 9.80
m/z 71.10 74.83%
oL} h I ‘ HP014z0 1830 2530 296
T T T ‘ T T T ‘ T T T ‘ T T \ T T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
PO e
9.20 9.40 9.60 9.80
5000 m/z 41.05 41.87%
o 27‘\'0“‘ | ‘ 990 1410 1830 2260
el e e e
m/iz--> 50 100 150 200 250
Abundance #141075: Hexadecane, 7,9-dimethyl- R A R
57.0 9.20 9.40 9.60 9.80
m/z 55.10 35.21%
- M
113.0 155.0
oL bl TP T ooz T
m/z--> 50 100 150 200 250 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.704 15.60 ng 774195  Acenaphthene-die 9.775

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 Tridecane 184 C13H28 000629-50-5 72
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1295 (9.704 min): BF135640.D\data.ms (-1292) (-) m/z 57.10 100.00%

57.1
5000
85.1

A
9.50 10.00

113.1

et TR 19501600 2122 s 4310 76.75%

‘ H I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 = e
9.50 10.00
85.0

m/z 71.10  48.54%

L H‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0

T
9.50 10.00

o

o

5000 85.0 m/z 41.10  34.41%
29.0
obpd 535, 3410 2050 1900
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane T ——
57.0 9.50 10.00

m/z 85.10  31.42%

5000
29.0 85.0
0 \‘ L “ 113.0 1410  184.0

T
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\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 19
R.T. EstConc Area Relative to ISTD R.T.
10.028 5.01 ng 248516  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 83
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 1350 (10.028 min): BF135640.D\data.ms (-1346) (- m/z 57.10 100.00%
57.1
- m
10.00 |
55. :
o“““W‘WW‘MMJHW1?9??““““““““H m/z 43.10 92.17%
miz--> 50 100 150 200 250 300 350
Abundance #45480: Dodecane
57.0
5000 s ‘
10.00
F m/z 71.10  55.99%
170.0
01\5.\(*‘“‘\“‘\‘\H‘\“\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
R \
10.00
5000 m/z 41.10 44 ,59%
5.0
141.0
I 71
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 10.00
m/z 85.10 40.88%
ol i H | 141:0183.0226.0267.0300.0_ 3850
“““““““ T T s
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.210 14.97 ng 743014  Acenaphthene-di10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 96
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1381 (10.210 min): BF135640.D\data.ms (-1377) (- m/z 57.10 100.00%

57.1
5000
85.1

“ 1131 1400 1721 10.00 10.50
et b 180 172.1197.2 2263y 0 43,10 71.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 s Bl
10.00 10.50
85.0

m/z 71.10 51.38%

\\\‘ TTT \‘\\ \\‘\ 113014‘101690197‘02260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0

— T
10.00 10.50

5000 m/z 85.10  33.95%

85.0
270‘ 1120 1400
H‘\ﬂ"w"ﬂ‘”“\”H‘HHh‘w“ﬂ“‘w%§§9w“‘%%%?‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#74004: Tetradecane T —
57.0 10.00 10.50

m/z 41.10 32.63%

5000 85.0
29.0

ol b a0 2690 RN -

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

o

o

o

8270-BF091123.M Mon Oct @9 13:57:58 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
BF135640.D

Oct 2023 21:05

¢ CG\JU
. 04769-01

. 22

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

AU-06-10-4-2023

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 8 Undecane, 3,6-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.428 7.81 ng 387818 Acenaphthene-d10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 81
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 68
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 68

Abundance Scan 1418 (10.428 min): BF135640.D\data.ms (-1413) (- m/z 57.10 100.00%
57.1
o WMNLAﬂAWMﬂmNLVA\MJW
85.1 e
113.1 10.50
169.1 <
0 Hu“h ‘ ‘Hu A, ‘ AL AL P00 2020 2398 ns 43,10 46.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 1
10.50
200 850 m/z 71.10 43.17%
~113.0
O\‘\‘\‘\\““\\\‘!“\\‘M\‘W‘\\\H‘\\}‘\‘\\\\‘%5\?;\0\\%?\4\.9\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
e
10.50
5000 m/z 85.10 21.51%
85.0
0 ‘L || M80 1550 184.0
e e e TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59035: Undecane, 5-ethyl- -
57.0 10.50
m/z 41.10 21.44%
5000
29.0 85.0
0 d w Ly ‘ 126.0 155.0
T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50

8270-BF091123.M Mon Oct @9 13:57:59 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\

Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 9 Heptadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.681 25.36 ng 1098720  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1461 (10.680 min): BF135640.D\data.ms (-1458) (- m/z 57.10 100.00%
57.1
o ﬂmwyjtdw/VA\NANVAxwﬂA
— —
‘ 99.0 1411 10.50 11.00
ol bbby 2432 1851 2403 8274 yyz 43,10 72.29%
miz-> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 — —
10.50 11.00
m/z 71.10 52.46%
99.0
OL\S.\Q‘\ ‘\L‘ “‘\ ‘!‘ \“‘\ “L 1“ \%4%.‘(‘)\ ]‘\.8\‘3\'0‘ T \2\4?.?\ LI ‘ LI
miz-> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
— —
10.50 11.00
5000 m/z 85.10 34.67%
99.0
o250l || 0 1er0 w00 ms0
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T T
57.0 10.50 11.00
m/z 41.10 30.80%
h R\MM
99.0 140.0
182.0
B 0 1 I P s X S e e
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF091123.M Mon Oct 09 13:58:01 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.133 13.77 ng 596587  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 1538 (11.133 min): BF135640.D\data.ms (-1535) (- m/z 57.10 100.00%

57.1
5000
85.1

e
1100 1150

‘ 113.1141.0169.1 2001 254.2 i

b 14101691 2000 2542 43 10 6o.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141058: Octadecane
57.0

5000 85.0 T T T
11.00 11.50

m/z 71.10 52.19%

29.0
I \nf 0\1410‘1690197022502540
\H‘HH‘H\\‘HH‘\‘\H‘H‘\\‘HH‘HH‘HH“HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane
57.0

o

o

— T
11.00 11.50
5000 m/z 85.10 35.86%
85.0
29.0
0 “ \ H\ H\ i \11?014101690 226.0
b e e e e e

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #74005: Tetradecane — T
57.0 11.00 11.50

m/z 41.05 29.31%

5000 85.0
29.0
‘ 113.0141.0169.0 198.0

0m"H"HH_J‘:“‘M"mh‘mH_"Wm‘w“wwww

T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50

8270-BF091123.M Mon Oct 09 13:58:05 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\

Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 11 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.163 7.28 ng 315198 Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86

2 Heptadecane 240 C17H36 000629-78-7 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Eicosane 282 C20H42 000112-95-8 78
5 Hentriacontane 437 C31He64 000630-04-6 78

Abundance Scan 1543 (11.163 min): BF135640.D\data.ms (-1540) (- m/z 57.10 100.00%

57.1
5000
‘ 99 11.00 11.50
411 1832 . :
ob— u“““ bl oL 1882 2241 m/z 71.10  65.65%
miz-> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 Rhle M
11.00 11.50
m/z 43.10 49.90%
27| 1130 1
04— ‘\ \ ‘ o ‘H‘ \H‘\ ‘M‘ \“‘ T }?4\0\ 8\30 I — \25‘3\0\28\2\(
miz-> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
— =
11.00 11.50
5000 m/Z 85.10 33.23%

99.0
0 27‘\-0‘ ‘\ uh‘ \H\ \H\ H‘ \\‘ 141 0 182 O 24\().0
el e
m/z--> 50 100 150 200 250
Abundance i

#59029: Tridecane o —

57.0 11.00 11.50
m/z 41.05 22.68%
oL 210 90 a0 o
O i N SO R
miz--> 50 100 150 200 250 11.00 11.50

8270-BF091123.M Mon Oct 09 13:58:06 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.563 11.15 ng 482924  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
Abundance Scan 1611 (11.563 min): BF135640.D\data.ms (-1608) (- m/z 57.10 100.00%
57.1
" m
T \
‘ 99.0 1410 11.50
O bbb AALO, 18312122 2462 0 4310 6o, 58
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123959: Heptadecane
57.0
5000 o :
11.50
m/z 71.10 53.94%
99.0
\‘HH‘HH‘H\\‘H\\‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
T \
11.50
5000 m/z 85.05 36.24%
99.0
‘_HWH‘WHH_Hw‘HwHH_H‘_HWHH_‘H_HWHH‘HH_H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane T ‘
57.0 11.50
m/z 41.10 28.62%
) jJM\
0 ?ﬂ \ i \14}0\ 1%30\ 2%60\ T
A e
m/z--> 20 40 60 80 100120140160180200220240260280 11.50

8270-BF091123.M Mon Oct 09 13:58:08 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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.
11.669 81.51 ng 3530860 Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 1629 (11.669 min): BF135640.D\data.ms (-1625) (- m/z 74.00 100.00%
74.0
50007 43.1
143.0 LI Sl
M “‘1011 ‘ 185.2 22r2 270,32 11.50 12.00
ol b bbb Lo b e b T m/z 87.85 0 73.14%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1 T
43.0 1150 12.00
143.0 43.10 43.61%
‘u \“ ‘\‘ \\\1(\)\10 | 17\1 0\199022\70 270.0
O‘HH‘\\H‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance  #109374: Dodecanoic acid, 10-methyl-, methyl ester

%

74.0
1150 1200
55.10  34.48%
5000 143.0
185.0
‘ ‘ ‘1 1.0 | 228.0
mlz--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #126208: Methyl tetradecanoate
74.0 1150 1200
41.10  31.23%
5000
43.0

%

1430 1990
‘ ‘M | 41910 171,077 242.0

m/z--> 20 40 60 80 100120140160 180 200 220240 260 1150 1200

o

8270-BF091123.M Mon Oct 09 13:58:09 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.810 10.03 ng 434528  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1653 (11.810 min): BF135640.D\data.ms (-1649) (- m/z 60.00 100.00%
60.0
5000 129.0 k
. 213.2 ‘ ‘A‘ =
‘ 157.1185.1 256.1 11.50 12.00
0“W‘Hﬂ‘u m/z 72.95 97.32%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 e e
129.0 11.50 12.00
213.0 m/z 43.10 96.42%
‘ H (ﬂ 157.0185.0 ‘
O :I\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\\\““\ \H‘”h “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
= ==
11.50 12.00
5000 129.0 m/z 57.10  79.94%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126202: Pentadecanoic acid — A
43.0 73.0 11.50 12.00
m/z 41.10 77.21%
5000
129.0 242.0
199.0
|
Obrrrprber b MLl b L o S
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00

8270-BF091123.M Mon Oct @9 13:58:10 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.969 9.59 ng 415443  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
Abundance Scan 1680 (11.969 min): BF135640.D\data.ms (-1677) (- m/z 57.10 100.00%
57.1
o Aﬂ%ﬂquwvﬂﬂfwuLjﬂJ
—
99.1 1410 12.00
ol bbby 525017612112 2631 m/z 43.10  68.70%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 1
12.00
m/z 71.10 53.98%
99.0
0 \ Il h\ ; 141.0 183.0 225.0 267.0 338.
\\\‘ \\\\‘\\\\‘1\\1‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—
12.00
5000 m/z 85.10 33.57%
oL LI T 1m0 e
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane —
57.0 12.00
m/z 41.10 28.69%
5000
020 Jw ‘\M L 20 1410 1830 2260 L |
m/z--> 100 150 200 250 300 12.00

8270-BF091123.M Mon Oct 09 13:58:11 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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.
12.369 260.47 ng 11282900  Phenanthrene-d1e 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
Abundance Scan 1748 (12 369 min): BF135640.D\data.ms (-1742) (- m/z 67.05 100.00%
67.
- /L
09.1 — LA
12.00 12.50
0 37%] ‘H\HHMHH Hh ”h Hh “\ M 18712202 26‘3‘1‘29‘4‘ m/Z 81.95 79.8600
m/z--> 50 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — BV
12.00 12.50
m/z 55.10 75.52%
oLl 262.0294.(
T T T ’
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
i e
12.00 12.50
5000 m/z 41.10 61.79%
29.0 09.0
0 Lu, l uh Lty 2230 263077
m/iz--> 100 150 200 250
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate i =
67.0 12.00 12.50
m/z 95.05 52.83%
5000
09.0 294.C
150.0
0 u‘ il 180.0 220.0 262.0
- T R
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.392 142.90 ng 6189930  Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94

Abundance Scan 1752 (12.392 min): BF135640.D\data.ms (-1750) (- m/z 55.10 100.00%

5I:
5000
Ml k
264.1 T T
H‘ 231 1802 2222 ‘ 12.00 12.50
| TR T RO o 1 203 n/z 41.10 66.90%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0

-

5000 J\L i j i
12.00 12.50
230 m/z 69.10 53.69%
‘ ‘ 18 .0 2220 2640296c
0 2‘5“0“ N “ ‘ H“ It m H\\H‘ u\HU\ ol ol “ T ‘\‘ T I ——
100

miz--> 50 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
e e
12.00 12.50
5000 ITI/Z 74.05 50.90%
87.0
264.0
L Lo, amo 2220 T age
oL— ‘\“ HMM‘MH‘H\ \\‘HH\HH\ \H\ aly 1‘ ‘u‘ - {\L - — .
miz--> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester = o
74.0 12.00 12.50
m/z 83.10 45.37%
5000
41.0 264.0
10.0
222.0
\‘H H\ L | 298¢
o‘”‘ Il HM‘U‘“”“‘u‘””_”u‘ — =
m/z--> 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 18
R.T. EstConc Area Relative to ISTD R.T.
13.098 5.97 ng 200601  Chrysene-di12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Pentacosane 352 (C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 1872 (13.098 min): BF135640.D\data.ms (-1869) (- m/z 57.10 100.00%

57.1
5000

——
9.0 13.00 13.50
12 220.1 : :
ol bbb d g 382 2201 2681 3300 m/z 43.10  68.36%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
13.00 13.50

m/z 71.10 53.10%

obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane

57.0

7
13.00 13.50

5000 m/z 85.10 44.49%
9.0
0 \‘ . ‘“\ li h‘ | ]\-4%1 917830 225.0267.0 338.0
e e E A ML LA B e e e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane 7 —
57.0 13.00 13.50
m/z 55.05 30.68%
9.0
““‘“““““““‘“““““““““ ‘ ‘ ‘
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\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Methyl stearate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.192 4.75 ng 159510  Chrysene-di12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
Abundance Scan 1888 (13.192 min): BF135640.D\data.ms (-1885) (- m/z 74.00 100.00%
74.0
5000 /\\A
‘ 1430 13 00 EI.3‘56
39 ‘ 199 1234.2 283.1 326
oww“w“ ‘H‘J*pw”‘ TOT‘_HM‘_H m/z 86.95 71.45%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 SUSEE
13 00 13.50
‘ 143.0 m/z 43.10 45.40%
199.0 255.0 298.0
O\\\\“‘\‘\‘ ‘H‘lrp\p‘\\“‘\\\‘\“\\\\“\‘\\\“\\\
miz--> 100 150 200 250 300
Abundance #232220: Eicosanoic acid, methyl ester
74.0
13 00 13 50
5000 m/z 55.10 31.43%
29. 143.0
‘ ‘ 283.0 326.(
oLt d Jlliizopo, | 1990 par0 2850 ]
m/iz--> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester —— —
74.0 13.00 13.50
m/z 41.05 27.10%
5000
143.0
241.0 284.0
ol 11@90 [ wso =00 |
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\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc AU-06-10-4-2023

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 16

R.T. EstConc Area Relative to ISTD R.T.
13.863 6.45 ng 216732  Chrysene-di12 13.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 93
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
5 Methyl stearate 298 C19H3802 000112-61-8 91

Abundance Scan 2002 (13 863 min): BF135640.D\data.ms (-2000) (- m/z 74.00 100.00%
74.0
5000
1430 [T o T
iy, | 1981 2551 31133544  13%0 14.00
ol L S m/z 87.05  75.30%
miz--> 50 100 150 200 250 300 350
Abundance #264179: Docosanoic acid, methyl ester
74.0
5000 el
13.50 14.00
143.0 340 Mz 43.16  51.10%
29 ‘ | ‘ 1990 2550 3110
O\\‘\\“H\““\H‘\““\‘\‘\\‘\\\‘\“\\\\‘\\\\‘\‘\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
P e
13.50 14.00
5000 m/z 55.10 34.09%
143.0 354.0
311.0
199.0 255.0
m/z--> 100 150 200 250 300 350
Abundance #214951:Nonadecanok:add,nuﬂhyleﬁer — —
74.0 13.50 14.00
m/z 57.10 27.88%
5000
143.0
312.0
BT I L
owkw“‘H“‘Mu‘w”mm‘_m_u”_‘ — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100623\
Data File : BF135640.D

Acqg On : 06 Oct 2023 21:05

Operator : CG\JU

Sample : 04769-01

Misc : AU-06-10-4-2023

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
2-Pentanone, 4-... 4.957 6.2 ng 282446 1 6.740 905028 20.0
Tridecane 8.610 9.7 ng 555151 2 8.016 1140360 20.0
Hexadecane 9.175 15.5 ng 768837 3 9.775 992637 20.0
Heptadecane, 2,... 9.492 8.8 ng 434986 3 9.775 992637 20.0
Tetradecane 9.704 15.6 ng 774195 3 9.775 992637 20.0
Dodecane 10.028 5.0 ng 248516 3 9.775 992637 20.0
Pentadecane, 7-... 10.210 15.0 ng 743014 3 9.775 992637 20.0
Undecane, 3,6-d... 10.428 7.8 ng 387818 3 9.775 992637 20.0
Heptadecane 10.681 25.4 ng 1098720 4 11.269 866342 20.0
Octadecane 11.133 13.8 ng 596587 4 11.269 866342 20.0
Hexadecane, 2,6... 11.163 7.3 ng 315198 4 11.269 866342 20.0
Eicosane 11.563 11.2 ng 482924 4 11.269 866342 20.0
Hexadecanoic ac... 11.669 81.5 ng 3530860 4 11.269 866342 20.0
n-Hexadecanoic ... 11.810 10.0 ng 434528 4 11.269 866342 20.0
Tetracosane 11.969 9.6 ng 415443 4 11.269 866342 20.0
9,12-Octadecadi... 12.369 260.5 ng 11282900 4 11.269 866342 20.0
9-Octadecenoic ... 12.392 142.9 ng 6189930 4 11.269 866342 20.0
Octacosane 13.098 6.0 ng 200601 5 13.927 671648 20.0
Methyl stearate 13.192 4.8 ng 159510 5 13.927 671648 20.0
Docosanoic acid... 13.863 6.5 ng 216732 5 13.927 671648 20.0
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