LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc : SB-03-0-2-20230510

ALS Vvial : 10 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: BF133374.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.898 474 478 485 rVB 149855 172019 6.01% 0.600%
2 5.328 548 551 563 rBV 2605139 2647872 92.47% 9.243%
3  6.363 723 727 735 rBV 3024982 2680835 93.62% 9.358%
4 6.722 784 788 791 rBV 1348112 1089514 38.05% 3.803%
5 7.281 878 883 887 rBV 1773828 1659222 57.94% 5.792%
6 8.004 1003 1006 1009 rBV 1798257 1370071 47.85% 4.782%
7 8.716 1124 1127 1135 rBV2 40479 72828 2.54% 0.254%
8 9.080 1185 1189 1192 rBV 3777033 2863447 100.00%  9.995%
9 9.198 1206 1209 1212 rVB3 73458 61319 2.14% 0.214%
10 9.416 1243 1246 1249 rBvV 262720 202790 7.08% 0.708%
11  9.463 1249 1254 1256 rBV3 38874 44868 1.57% ©0.157%
12 9.616 1275 1280 1284 rVB2 103556 112537 3.93% 0.393%
13 9.657 1284 1287 1292 rBv4 34465 49275 1.72% 0.172%
14  9.757 1296 1304 1307 rBV 1794698 1642327 57.35% 5.733%
15 9.963 1334 1339 1343 rBV2 33715 45934 1.60% 0.160%
16 10.469 1421 1425 1428 rBV 139590 120857 4.22% 0.422%
17 10.545 1434 1438 1443 rBV 1554081 1323663 46.23% 4.620%
18 10.627 1448 1452 1456 rVV2 58167 66558 2.32% 0.232%
19 10.669 1456 1459 1467 rVB3 36272 59787 2.09% 0.209%
20 10.910 1497 1500 1507 rBV9 29591 54157 1.89% 0.189%
21 10.969 1507 1510 1514 rBv4 21853 39039 1.36% 136%

22 11.239 1552 1556 1558 rBV 1462394 1178805 41.17%
23 11.263 1558 1560 1564 rVV 451859 342076 11.95%

OO0 P~
=
(o)
e
3R

24 11.310 1564 1568 1572 rVB 73264 89814  3.14% 314%
25 11.469 1590 1595 1599 rBV2 55699 97678 3.41% 341%
26 11.739 1639 1641 1644 rBV 86807 74793 2.61% 0.261%
27 11.774 1644 1647 1651 rBV2 615185 649446 22.68%  2.267%
28 11.851 1657 1660 1663 rBV 72219 63742 2.23% 0.222%
29 12.063 1694 1696 1699 rVB 104829 80028 2.79% 0.279%
30 12.292 1732 1735 1739 rBvV2 53264 81171 2.83% 0.283%
31 12.374 1746 1749 1752 rBV2 89408 98245 3.43% 343%

32 12.451 1757 1762 1765 rBV 763602 745118 26.02%
33 12.486 1765 1768 1776 rVV6 178180 355649 12.42%
34 12.563 1778 1781 1791 rVB3 184269 287716 10.05%
35 12.680 1796 1801 1804 rVV 584447 595057 20.78%
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36 12.710 1804 1806 1813 rVB3 157881 229647 8.02% 0.802%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc : SB-03-0-2-20230510

ALS Vvial : 10 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 12.827 1822 1826 1829 rBV 2458211 2274655 79.44% 7.940%
38 13.063 1864 1866 1870 rVB2 78963 83740  2.92% 0.292%
39 13.198 1887 1889 1893 rBV 71429 69342  2.42% 0.242%
40 13.404 1922 1924 1927 rVB 122343 102351 3.57% 0.357%
41 13.733 1977 1980 1987 rVB2 346191 416823 14.56%  1.455%
42 13.874 1999 2004 2007 rBV2 1111249 1361491 47.55% 4.752%
43 14.051 2031 2034 2037 rVB 218795 181287 6.33% 0.633%
44 14.357 2084 2086 2088 rVB 203671 146254 5.11% 0.511%
45 14.892 2175 2177 2181 rBV 187330 225268 7.87% 0.786%

46 14.974 2188 2191 2194 rBV 609879 584197 20.40% 2.039%
47 15.298 2243 2246 2249 rBV 535356 585328 20.44% .043%
48 15.745 2318 2322 2327 rVB 954230 1269512 44.34% 4.431%

N

Sum of corrected areas: 28648152
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 12 May 2023 17:45
¢ CG\JU
. 02747-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
BF133374.D

SB-03-0-2-20230510

Sample Multiplier: 1

: 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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF133374.D\data.ms

6.363

5.328

7.281

6.722

4.898

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133374.D\data.ms

9.080

12.827

8.004 9.757

10.545 11.239

0
Time-->

QL JML J\Ts
9.416

10.4 11.310.46911
0198 glecudEn o063 " fReseanasme 10

‘ : o —
9.00 9.50 10.00 10.50 11.00 11.50

8.716
= — T 7
12.00 12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133374.D\data.ms

15.745

13.874

14.974 15.298

14.8

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF042123

.M Mon May 15 01:26:25 2023 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51223\

Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample 1 02747-01 :
Misc . SB-03-0-2-20230510

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.898 3.16 ng 172019 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9

4 Allyl acetate 100 C5H802 000591-87-7 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 478 (4.898 min): BF133374.D\data.ms (-474) (-) m/z 43.00 100.00%

43.0
- i h
1011 \\\‘\\\\’\\\\‘\\\\‘\\\\
‘ 83.0 4.60 4.80 5.00 5.20
O b e ey M/z 59.10 50.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RRaE e e
59.0 4.60 4.80 5.00 5.20
m/z 101.10  16.80%
15.0 101.0
0 2%\ L | 830 | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate
43.0
A R
4.60 4.80 5.00 5.20
5000 m/z 58.00 13.83%
58.0
o 15.0 200 || | 72‘.0 109_0
R R e L e naaamE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4318: 4-Methoxy-1-pentene N AANRREEEEEE
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.03%
5000
41.0
‘ 85.0
0 Hw"‘wHH_"MuwM‘;Hw,‘H“Hmw"www S M
mlz--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc SB-03-0-2-20230510

ALS Vvial : 10 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 Caryophyllene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.416 2.47 ng 202790  Acenaphthene-die 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 95
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 90
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 89
5 .alpha.-Farnesene 204 C15H24 000502-61-4 45
Abundance Scan 1246 (9.416 min): BF133374.D\data.ms (-1243) (-) m/z 93.05 100.00%
41.0 69.0 93.0
: 133.0
5000
161-2 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
189.2 9.00 9.20 9.40 9.60 9.80
0! m/z 41.00 95.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
41.0 69.0
5000 RREE R e
161.0 9.00 9.20 9.40 9.60 9.80
189.0 m/z 69.05 84.46%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80294: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimeth
93.0
1330 DL B LN B R
9.00 9.20 9.40 9.60 9.80
5000 410 690 m/z 133.00  79.93%
161.0
189.0
0 ‘M “M u;“m ““1‘” Hqu _HM N/ A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80395: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-n e Hj\ﬁ‘
41.0 93.0 9.00 9.20 9.40 9.60 9.80
69.0 m/z 91.85  78.21%
133.0
5000 161.0
‘ 204.0
0! m1_HM““H‘:W‘uw!m R R T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc SB-03-0-2-20230510

ALS Vvial : 10 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.774 11.02 ng 649446  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1647 (11.774 min): BF133374.D\data.ms (-1644) (-] | m/z 72.95 100.00%
73.0
5000
129.1
192.1
39/0 | | “ ‘ 256.3 11.50 12.00
0. Lt L by Lo 8090 0 43,10 97.03%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
171.0 213.0 256.0 m/z 59.95 89.10%
0 T T i“‘ ‘\SH‘H‘PJHL\M \““\ \‘ \‘\ " \“\‘\ T ‘L\ L
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
—— =
11.50 12.00
5000 129.0 m/z 57.10 74.46%
29. 1850 549 2840
1 bl L) . L ] |
0 b L L
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid T —
73.0 11.50 12.00
m/z 41.10 73.29%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc : SB-03-0-2-20230510

ALS Vvial : 10 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.563 4.23 ng 287716  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 1781 (12.563 min): BF133374.D\data.ms (-1778) (- m/z 43.10 100.00%
43.1
5000 129.0 W
T \
338.2 403.2 12.50
ol 292.1330. : m/z 73.00 89.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 s ‘
12.50
} 1850 284.0 m/z 57.10 74.83%
0\\“\”‘ ‘J\ \\\‘\\“T‘\B%\‘Q\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
T \
12.50
5000 129.0 m/z 59.95 74.06%
242.0
T
A0 11 Y0
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid T ‘
73.0 12.50
m/z 41.10 70.03%
5000
129.0
228.0
gl |
0 HL‘“‘M‘ “Hmw“”‘\‘,ﬂ”‘w‘\‘H‘H‘HH‘HH‘HH,HH —
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc : SB-03-0-2-20230510

ALS Vvial : 10 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 1-Heptadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.733 6.12 ng 416823  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 96
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Carbonic acid, decyl hexadecyl e. 426 C27H5403 1000383-16-5 87

Abundance Scan 1980 (13.733 min): BF133374.D\data.ms (-1977) (- m/z 57.10 100.00%

57.1
5000

P e
‘ ‘ 1 1821 2472 334.1 13:50 14.00
bk d Ll L, 18212472 3341 4143 526 . 4319 69.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121340: 1-Heptadecene
57.0
5000 — ——
13.50 14.00
71.10 59.51%
125.0 n/z
0 ‘ | ‘\ I J\ II | 1\182 02380
‘\\\ ‘\\1\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
P e
13.50 14.00
5000 m/z 85.10  41.65%

o

\‘ | ‘ } " F\\ 224'0 297'0
R TR ST
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester —— —
57.0 13.50 14.00

m/z 55.10  35.86%

5000 W\uﬂ

0\H¢w ‘Jk?,?19602690 ‘

‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc SB-03-0-2-20230510

ALS Vvial : 10 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 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.051 2.66 ng 181287 Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
2 Dotriacontane 451 C32H66 000544-85-4 70
3 2-Methylheptacosane 394 C28H58 001561-00-8 70
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 70
5 Hexacosane 366 C26H54 000630-01-3 70
Abundance Scan 2034 (14.051 min): BF133374.D\data.ms (-2031) (- m/z 57.10 100.00%
57.1
5000 Mw
‘ ‘ 1291 207.1 ‘14.‘00‘ |
ob Al |, 2751 3361 396145035104 51 0 6110
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
5000 —
14.00
m/z 43.10 59.36%
13.0
0 \\l\‘\‘\\\“‘\J\J\!‘\\\2\?!0\\0\‘\\\3\0‘?\0\\:3‘6\6\\0\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #325755: Dotriacontane
57.0
T
14.00
5000 m/z 85.10 46.71%
3.0
okl kL \‘ 11302250 29503510 4500
. ‘H‘_“w“ AT e AR A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298432: 2-Methylheptacosane 7 ‘
57.0 14.00
m/z 55.10 23.57%
5000 W
113.0 351.0
L1 1s00aasozmro
0 ‘H"w‘_mwJmmuuum‘HH‘mmw_wm —
mlz--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc SB-03-0-2-20230510

ALS Vvial : 10 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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.357 2.15 ng 146254  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Heptadecane 240 C17H36 000629-78-7 96
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 93
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90
5 Dotriacontane, 2-methyl- 465 C33H68 001720-11-2 90

Abundance Scan 2086 (14.357 min): BF133374.D\data.ms (-2084) (- m/z 57.10 100.00%

57.1
5000
14‘06 ‘14‘50‘
127.1 239.2 : :
0‘H‘H'.WLJ‘J“L"MH w001 400146625307 0 7118 69.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212282: Docosane
57.0
5000 “ ——
14.00 14.50
m/z 43.10 66.94%
[P S gem0  at00
0‘\\H“\\\‘\‘\J\‘\‘\“\‘H‘\l‘\l\‘\‘\“\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123958: Heptadecane
57.0
— —
14.00 14.50
5000 m/z 85.10 47 .00%
127.0 240.0
YU R N o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo- “ T
57.0 14.00 14.50
m/z 41.10 21.47%
5000 m
’ 183.0
ol iibmao T s00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

SB-03-0-2-20230510

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

Concentration Rank 2

Peak Number 8 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
14.974 19.96 ng 584197 Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Docosane 310 C22H46 000629-97-0 97
3 Nonacosane 408 C29H60 000630-03-5 95
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
5 Heneicosane 296 C21H44 000629-94-7 93

Abundance Scan 2191 (14.974 min): BF133374.D\data.ms (-2188) (- m/z 57.10 100.00%
57.1
13 ‘15‘00‘
169.2 -
omuw“‘ {11602 2681 33924010 4663 5391 1/, 7110  65.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 T
15.00
m/z 43.10 58.47%
0 111 130169.0225.0281.0  380.0
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212282: Docosane
57.0
——
15.00
5000 m/z 85.10 46.68%
‘ " 18302390 3100
ow,‘h«"_M‘Wu T -
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307031: Nonacosane —
57.0 15.00
m/z 55.10 20.20%
o ’V\'\/L\/\"V*AMW/J\A
H‘W‘H‘_“W‘H‘_‘H“H‘_‘H‘H‘w“H‘H‘W‘H“ —
miz--> 50 100 150 200 250 300 350 400 450 500 15.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF051223\

Data File : BF133374.D

Acqg On : 12 May 2023 17:45
Operator : CG\JU

Sample : 02747-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SB-03-0-2-20230510

: 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 9 Pentacosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.745 43.38 ng 1269510  Perylene-di12 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Tetracosane 338 (C24H50 000646-31-1 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Heptacosane 380 C27H56 000593-49-7 95
5 Tricosane 324 C23H48 000638-67-5 95

Abundance Scan 2322 (15.745 min): BF133374.D\data.ms (-2318) (- m/z 57.10 100.00%

57.1
5000

i
1272 1673 1550  16.00
o“‘_‘uh‘wlllw"H‘3§9?H“§§Q?H“ﬁ?§?‘§4ﬁ m/z 71.10  69.43%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262011: Pentacosane
57.0

5000 — =
15.50 16.00

m/z 43.10 61.02%

0 \‘\\‘\\1\J“\ﬁt‘\““\\3""#1\‘\01‘2\18\1\‘0\\3\\5%\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

—
15.50 16.00

5000 m/z 85.10  49.84%
1
““‘H“u" q:m«“u“u“‘H“‘H“_“‘_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- — —
57.0 15.50 16.00
m/z 55.10  22.59%
5000
} 1 239.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133374.D

Acqg On : 12 May 2023 17:45

Operator : CG\JU

Sample : 02747-01 :
Misc : SB-03-0-2-20230510

ALS Vvial : 10 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|
2-Pentanone, 4-... 4.898 3.2 ng 172019 1 6.722 1089510 20.0
Caryophyllene 9.416 2.5 ng 202790 3 9.757 1642330 20.0
n-Hexadecanoic ... 11.774 11.0 ng 649446 4 11.239 1178810 20.0
Octadecanoic acid 12.563 4.2 ng 287716 5 13.874 1361490 20.0
1-Heptadecene 13.733 6.1 ng 416823 5 13.874 1361490 20.0
Docosane, 11-bu... 14.051 2.7 ng 181287 5 13.874 1361490 20.0
Docosane 14.357 2.1 ng 146254 5 13.874 1361490 20.0
Heptacosane 14.974 20.0 ng 584197 6 15.298 585328 20.0
Pentacosane 15.745 43.4 ng 1269510 6 15.298 585328 20.0
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