LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc :

ALS Vvial : 39 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136368.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.699 269 274 279 rBvV2 15004 24218 1.33% 0.140%
2 3.905 305 309 315 rVvB2 16162 22270 1.23% 0.129%
3 5.040 499 502 507 rVB 66592 72949 4.01% 0.422%
4 5.240 532 536 545 rVB 55647 60746  3.34% 0.351%
5 5.440 566 570 573 rBV 1971222 1817052 100.00% 10.510%
6 6.093 677 681 684 rVB 615013 499249 27.48%  2.888%
7 6.257 703 709 713 rBV2 56047 48959 2.69% ©0.283%
8 6.440 735 740 743 rBV 1889282 1656140 91.14% 9.579%
9 6.510 748 752 755 rVwV 247377 199985 11.01% 1.157%
106 6.557 757 760 765 rVB2 27414 23655 1.30% 0.137%
11 6.640 771 774 785 rBV2 24713 45034 2.48% 0.260%
12 6.757 791 794 797 rVB 46409 35017 1.93% 0.203%
13 6.804 799 802 806 rBV 770741 598132 32.92%  3.460%
14 6.922 819 822 824 rBV 23704 20537 1.13% 0.119%
15 7.363 892 897 900 rBV 1282998 1104925 60.81% 6.391%
16 8.081 1015 1019 1022 rBV 789723 642359 35.35%  3.715%
17 9.157 1198 1202 1205 rBV 1901190 1498077 82.45% 8.665%
18 9.281 1219 1223 1228 rVB 32600 32884 1.81% 0.190%
19 9.492 1257 1259 1263 rVB2 27266 23743 1.31% 0.137%
20 9.839 1314 1318 1321 rBV 702251 549646 30.25% 3.179%
21 10.628 1448 1452 1465 rVB 889889 775571 42.68%  4.486%
22 11.328 1568 1571 1574 rBV 698890 597548 32.89% 3.456%
23 11.351 1574 1575 1579 rW 136851 93579 5.15% 0.541%
24 11.404 1579 1584 1588 rVB 32957 31982 1.76% ©0.185%
25 11.833 1654 1657 1659 rBV 23567 20521 1.13% 0.119%
26 11.869 1659 1663 1667 rVV 153710 151804 8.35% ©0.878%
27 11.945 1673 1676 1678 rBV 25135 24973 1.37% 0.144%
28 12.222 1720 1723 1726 rVB4 35722 30696 1.69% 0.178%
29 12.433 1753 1759 1775 rBV5 223226 803483 44.22% 4.647%
30 12.545 1775 1778 1783 rVB 263398 233892 12.87% 1.353%
31 12.657 1794 1797 1802 rBV3 56213 69744 3.84% 0.403%
32 12.704 1803 1805 1810 rVV6 24747 29355 1.62% 0.170%
33 12.775 1812 1817 1821 rVV 216861 242258 13.33% 1.401%
34 12.827 1824 1826 1832 rVB3 26131 31478 1.73% 0.182%
35 12.927 1839 1843 1846 rBV 1949497 1596056 87.84% 9.232%

36 12.992 1851 1854 1860 rVB3 20852 33445 1.84% ©.193%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc :

ALS Vvial : 39 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-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.110 1867 1874 1880 rVvB2 42218 79977 4.40%  0.463%
38 13.175 1880 1885 1888 rBvV2 33709 48999 2.70% 0.283%
39 13.210 1888 1891 1893 rBvV2 28311 32256 1.78% 0.187%
40 13.233 1893 1895 1900 rVB6 31932 34754 1.91% 0.201%
41 13.304 1904 1907 1910 rBV3 26039 23602 1.30% ©.137%
42 13.339 1910 1913 1915 rBV4 18706 20004 1.10% 0.116%
43 13.451 1928 1932 1934 rBV2 90075 95898 5.28% 0.555%
44 13.474 1934 1936 1939 rw 78225 74291 4.09% 0.430%
45 13.510 1939 1942 1944 rVV2 44124 47239 2.60% 0.273%
46 13.533 1944 1946 1952 rVB5 57817 64215 3.53% 0.371%
47 13.616 1957 1960 1966 rVB 26099 43459  2.39% 0.251%
48 13.692 1970 1973 1976 rBV5 26027 27234 1.50% ©0.158%
49 13.780 1986 1988 1994 rVv3 29112 34515 1.90% 0.200%
50 13.845 1996 1999 2003 rVB 51683 54956 3.02% ©.318%
51 13.927 2009 2013 2017 rBV7 26640 61414 3.38% ©.355%
52 13.974 2017 2021 2025 rVV2 1242314 1511910 83.21% 8.745%
53 14.010 2025 2027 2030 rVB 117785 93044 5.12% ©.538%
54 14.086 2038 2040 2044 rBV2 21877 20396 1.12% ©.118%
55 14.163 2050 2053 2056 rVB 39070 37303 2.05% 0.216%
56 14.210 2058 2061 2068 rVV6 146205 163507 9.00% ©.946%
57 14.469 2102 2105 2108 rVB 69441 65639 3.61% ©.380%
58 14.780 2155 2158 2160 rBV 37560 31540 1.74% 0.182%
59 15.033 2197 2201 2204 rBV 95063 157821 8.69% 0.913%
60 15.127 2214 2217 2221 rVB2 47765 59509 3.28% 0.344%
61 15.339 2250 2253 2259 rVB 41277 55790 3.07% ©.323%
62 15.398 2260 2263 2269 rVB 61806 76635 4.22% 0.443%
63 15.468 2270 2275 2281 rBV 364144 473124 26.04% 2.737%
64 15.974 2358 2361 2368 rVB3 36518 58193 3.20% ©0.337%
Sum of corrected areas: 17289186
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Ab ce TIC: BF136368.D\data.ms
WS 5.440 6.440

1500000
7.363

1000000
6.804
6.093

500000

6.510

5.0405.240 6.2%
3.6993.905 Ao L 2 §5640/76.922

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundan TIC: BF136368.D\data.ms
2568600 9.157 12.927

S
=3

1500000

1000000 10.628
8.081

500000

9.2819.492
0 — — T : = = —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Ab ce :

%%%00 TIC: BF136368.D\data.ms

1500000
13.974

1000000

500000

0 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\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 unknown5.040 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.040 2.44 ng 72949 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
4 Acetic acid, chloro-, 1,1-dimeth... 150 C6H11C1l02 000107-59-5 17
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 17

Abundance Scan 502 (5.040 min): BF136368.D\data.ms (-499) (-) m/z 43.00 100.00%

43.0
5000
101.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ 4.80 5.00 5.20 5.40
O bl T m/z 59.10 62.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e R A REEma e
4.80 5.00 5.20 5.40
m/z 101.00  25.12%
15.0 ‘ 101.0
O\\\‘\‘\‘MH“MHH\H\‘\H\“‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
N AREmEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.67%
31.0
102.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 jL
Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester ARANmEEREEET R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.43%
5000 101.0
159.0
2&0“ ‘ 128.0 199.0 244.(
oHW‘:M‘“W;‘am:Hu“;mH_lm_hH‘HH“w\wwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54

Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: 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 3 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.093 16.69 ng 499249  1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 96
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 94
3 .alpha.-Pinene 136 C1OH16 000080-56-8 94
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 91
Abundance Scan 681 (6.093 min): BF136368.D\data.ms (-677) (-) m/z 93.05 100.00%
93.0
5000
e P s
41‘-1 55.1 107, 112‘1-1 136.1 5.80 6.00 6.20 6.40
0 ‘_Hww‘_hH‘umWU:_HJ}um"lu_mh_wwwmm m/z 91.10  44.99%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 UL L B I L LA BN
5.80 6.00 6.20 6.40
41. 77.0 m/z 92.10 37.81%
27.0 H H H 107.0121:0 136 0
O \‘\\\\‘\H\‘\‘\\\“\‘\‘\\‘\\‘\H‘\H\}‘\\H‘\1\\‘\\H‘\H\“\\H‘\\l\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
93.0
R RReREEEE R
5.80 6.00 6.20 6.40
5000 m/z 77.10 29.48%
41.0 o
. 210 7" 55.0 107.01%10 1369
L L
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18035: .alpha.-Pinene A
93.0 5.80 6.00 6.20 6.40
m/z 79.10 23.76%
5000
41.0 0
270 H H 10701210 1360 {\
0"H‘w‘HWJH‘MM‘_Jﬁ‘HHMH‘W‘LW‘wM_H‘_‘H‘HM‘H‘ A L
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54

Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 .beta.-Pinene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6510 6.69ng 199985  1,4-Dichlorobenzene-d4  6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 Cleris 000127-91-3 96

000508-32-7 91
018172-67-3 91
003387-41-5 87
000499-97-8 87

2 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16
3 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1lOH1l6
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16
5 Cyclohexane, 1-methylene-4-(1-me... 136 C1@H16

Abundance Scan 752 (6.510 min): BF136368.D\data.ms (-748) (-) m/z 93.10 100.00%
5000
410 690
R R E R
| H “ 12‘1'1 6.20 6.40 6.60 6.80
0ot el e 2970 myz a1.05  34.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18019: .beta.-Pinene
93.0
41.0
5000 T T T T T T T
69.0 6.20 6.40 6.60 6.80
m/z 69.05 29.59%
‘ H 121.0
O\]-\5\‘0\\‘\\‘M\\‘h“\“\\\\l\\!\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0
e
6.20 6.40 6.60 6.80
5000 m/z 91.05 28.00%
41.0 121.0
67.0
o ARSI X1 S AR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene AR RS A
93.0 6.20 6.40 6.60 6.80
m/z 79.10 25.59%
5000 41.0
69.0
‘ H 121.0
oH“H‘H;‘Hh“wJmluh‘wm‘,‘m!_m_m_m_m R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.869 5.08 ng 151804  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1663 (11.869 min): BF136368.D\data.ms (-1659) (- m/z 73.00 100.00%

73.0
43.0
5000
129.1
o e
‘ 11.50 12.00
okl Ml m/z 43.05  75.59%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ IR
11.50 12.00
97.0 1570 155 02130 256.0 m/z 60.00  75.43%
O ‘\\\\“}‘\\H‘\H \H‘\\‘H\\\wh““\\h“l‘\“\‘\\‘\\\\‘\\‘\\‘\‘\\\‘\\\‘\‘\\\\‘\\\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 _
P S
11.50 12.00
5000 m/z 57.10 74 .32%
129.0
1710 2140
101.0
oY I RSN SR VU 0 Y Y M AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid — T
43.0 73.0 11.50 12.00
m/z 55.05 65.59%
5000 129.0
199.0 242.0
s Bl
o_‘m‘i‘:w“1M‘Hw‘w‘:“lm‘w‘M"_‘H‘_‘mww‘_ o —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 n-Heptadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.433 26.89 ng 803483  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
3 1-Hexadecanol 242 C16H340 036653-82-4 94
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1759 (12.433 min): BF136368.D\data.ms (-1753) (- m/z 55.05 100.00%
55.0
97.1
5000
12.50
39.1 :
ol m“\ LB wagerz242 m/z 57.05 89.63%
miz-> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0
5000 T
12.50
m/z 69.10 87.73%
O:I\-g\.d; ‘\“““\ ‘\ \“\”“ 1“ \%\3?.?\ T \2‘19'9\ T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance
57.0
97.0 A
12.50
5000 m/z 43.10 87.50%
196.0
o150 {400 241.0 342.(
L e e BB E e
miz--> 50 100 150 200 250 300
Abundance #126378: 1-Hexadecanol T
69.0 12.50
m/z 83.05 85.18%
5000 11.0
UL a0 1900
(NS S S ol S —— s
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 (1aR,4aS,8aS)-4a,8,8-Trimet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.210 2.16 ng 163507 Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1aR,4aS,8aS)-4a,8,8-Trimethyl-1... 218 C15H220 000470-41-7 86
2 1,3,6,10-Cyclotetradecatetraene,... 272 C20H32 001898-13-1 70
3 (1R,4aR,55)-5-[ (E)-5-Hydroxy-3-m... 304 C28H3202 1214984-94-7 68
4 Cyclopropanecarboxamide, 2,2-dim... 257 C17H23NO 339292-32-9 60
5 Bicyclo[5.2.0]nonane, 4-methylen... 204 C15H24 1000159-38-2 55

Abundance Scan 2061 (14.210 min): BF136368.D\data.ms (-2058) (- m/z 41.10 100.00%

411 g1 1231
5000 2171
N 258.1 03.1 i4‘od i4‘5d
355l : :
0 m/z 55.10 94.99%
miz--> 50 100 150 200 250 300 350
Abundance #96858: (1aR,4aS,8aS)-4a,8,8-Trimethyl-1,1a,4,4a,5,6,7,
123.0
41.0 49,
5000 — —
14.00 14.50
218.0 m/z 123.05 87.07%
175.0
0- “i“‘\‘h\“‘i “\ T T T T
miz--> 50 100 150 200 250 300 350
Abundance
93.0
41.0 e ——
14.00 14.50
5000 133.0 m/z 81.05 83.30%
189.0 229.0 272.0
ol W b bl bbby L
m/z--> 50 100 150 200 250 300 350
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢ P ——
81.0 14.00 14.50
123.0 m/z 107.10  75.44%
41.0
5000
61.0
201.0 257.0
0 | 304.0
| —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.127 2.52 ng 59509  Perylene-d12 15.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 83

Abundance Scan 2217 (15.127 min): BF136368.D\data.ms (-2214) (-} | m/z 57.10 100.00%

57.1
5000

9.1 — ——
4] 40 2051 221 a3 g 1500 1550
oLl A | 1““\‘”‘ gl il bl m/z 71.05 75 .04%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 17

——
15.00 15.50
9. m/z 85.10  54.72%
|

0
L[ M1%18302050 2620
L B L B B R
m/z--> 50 100 150 200 250 300 350
Abundance
57.0

—
15.00 15.50

5000 ITI/Z 43.10 53.30%
99.0
0 18.0 141.0 183.0 226.0 W
T T B L AL i B BR ARSI R
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 15.00 15.50
m/z 55.00 22.37%
200 WWM
‘ 9.0
41.0
oS0 LL L M0s0ms0 260 I
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.339 2.36 ng 55790  Perylene-d12 15.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
2 Perylene 252 C20H12 000198-55-0 76
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
4 Benzo[a]pyrene 252 C20H12 000050-32-8 74
5 Benzo[e]pyrene 252 C20H12 000192-97-2 68
Abundance Scan 2253 (15.339 min): BF136368.D\data.ms (-2250) (- m/z 252.10 100.00%
252.1
- M
15‘06 5.5‘56
125.1 . .
40.0 207.0
ol 00y h 26702000 | 29233349 45 2se.10  30.10%
miz--> 50 100 150 200 250 300 350
Abundance #138563: Benzo[k]fluoranthene
252.0
5000 Al P gt
15.00 15.50
126.0 m/z 253.05 17.74%
O\\\\‘\\8\7\-0‘\“‘\‘“\\‘\\\2\09.\0\“\\h“\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
— s
15.00 15.50
5000 m/z 125.05 8.65%
125.0
017.0 83.0 200.0
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #138561: Benzo[j]fluoranthene “ —
252.0 15.00 15.50
m/z 125.95 8.47%
5000
126.0
0 39.0 87.0 \“ 2000, |
e B e e R aman e —H ey
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF112723.M Mon Dec 04 02:53:47 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS vial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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 Dodecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.974 2.46 ng 58193  Perylene-d12 15.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 81
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Tridecane 184 C13H28 000629-50-5 68
Abundance Scan 2361 (15.974 min): BF136368.D\data.ms (-2358) (- m/z 57.10 100.00%
57.1
5000 MNJ\J%
7.0 16.00
155.01 279.0 :
0L— H\\ h‘ H\“‘H\ \\‘ ul Ll Hn ) u\ghﬂ‘ 8\‘%%\‘9\“‘?‘\ \mwu} i\ “\\?’\?"\5“2‘ — ITI/Z 71.10 54.76"0
miz--> 50 lOO 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 R
16.00
m/z 43.05 47.17%
0 I HJ \%41018302250 282.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
16.00
5000 m/z 85.10 39.24%
99.0 1550
0 197.0
—— e T e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 16.00
m/z 55.00 24.99%
5000 MNMWMW
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ R B e e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120123\
Data File : BF136368.D

Acqg On : 02 Dec 2023 08:54
Operator : CG\JU

Sample : 05420-01

Misc

ALS Vvial : 39 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.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|
unknown5.040 5.040 2.4 ng 72949 1 6.804 598132 20.0
(15)-2,6,6-Trim. .. 6.093 16.7 ng 499249 1 6.804 598132 20.0
.beta.-Pinene 6.510 6.7 ng 199985 1 6.804 598132 20.0
n-Hexadecanoic ... 11.869 5.1 ng 151804 4 11.328 597548 20.0
n-Heptadecanol-1 12.433 26.9 ng 803483 4 11.328 597548 20.0
(1aR,4as,8aS)-4... 14.210 2.2 ng 163507 5 13.986 1511910 20.0
Eicosane 15.127 2.5 ng 59509 6 15.469 473124 20.0
Perylene 15.339 2.4 ng 55790 6 15.469 473124 20.0
Dodecane, 1-iodo- 15.974 2.5 ng 58193 6 15.469 473124 20.0
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