LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acqg On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP120122.M
Title : SVOA CALIBRATION

Signal : TIC: BP@12935.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.387 31 34 41 rVB 38349 58427 ©0.11% 0.028%
2 3.834 107 110 122 rBV 70546 136362 0.25% 0.065%
3 4.052 143 147 154 rVB2 41398 67245 0.12% 0.032%
4 7.158 667 675 687 rBV 1004952 1703497 3.14% 0.815%
5 7.328 696 704 714 rBV 784873 1239106 2.28% 0.593%
6 7.534 731 739 747 rW 973144 1556674 2.87% 0.745%
7 8.005 811 819 826 rBV 1274608 2034036 3.75% ©.973%
8 8.069 826 830 837 rVB 79504 130171 0.24% 0.062%
9 8.710 930 939 949 rBV 1119312 1825130 3.36% 0.873%
10 8.834 952 960 969 rvVB 279725 453159 0.83% 0.217%
11  9.169 1010 1017 1025 rBV 965468 1603560 2.95% 0.767%
12 9.899 1132 1141 1147 rBV 800766 1335992 2.46% 0.639%
13 10.034 1157 1164 1171 rBV 128665 231607 0.43% 0.111%
14 10.434 1225 1232 1243 rBV 1494306 2438111 4.49% 1.167%
15 10.822 1288 1298 1306 rBV 2251603 3732694 6.87% 1.786%
16 10.957 1313 1321 1337 rBV 423168 847667 1.56% 0.406%
17 11.346 1380 1387 1397 rVB 31633 75497 0.14% 0.036%
18 11.599 1424 1430 1437 rBV5 33201 77234 0.14% 0.037%
19 11.840 1466 1471 1478 rBV9 24220 56562 0.10% 0.027%
20 12.234 1532 1538 1548 rBV3 52523 150843 0.28% 0.072%
21 12.875 1641 1647 1657 rBV 208449 363083 0.67% 0.174%
22 13.057 1671 1678 1684 rBV 21219 63648 0.12% 0.030%
23 13.169 1691 1697 1703 rVB3 64312 138141 0.25% 0.066%
24 13.246 1704 1710 1715 rBV8 33170 67960 ©0.13% 0.033%
25 13.404 1734 1737 1740 rBV2 53117 82655 0.15% ©0.040%
26 13.457 1743 1746 1752 rVB 100609 135199 0.25% 0.065%
27 13.551 1755 1762 1767 rW6 75567 190731 ©.35% 0.091%
28 13.657 1776 1780 1793 rVB4 151725 267886 ©.49% 0.128%
29 13.793 1797 1803 1807 rBV5 209953 364827 0.67% 0.175%
30 13.916 1818 1824 1828 rBV 1254688 1895827 3.49% 0.907%
31 13.957 1828 1831 1839 rVV2 626435 989662 1.82% 0.474%
32 14.045 1840 1846 1855 rVV 3029255 4327065 7.97% 2.071%
33 14.116 1855 1858 1861 rVV 142289 190800 ©.35% 0.091%
34 14.169 1862 1867 1872 rVB3 354828 550092 1.01% ©0.263%
35 14.334 1889 1895 1903 rBV 3508116 5307021 9.77% 2.539%
36 14.404 1904 1907 1913 rVV6 114514 210647 0.39% 0.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acqg On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP120122.M
Title : SVOA CALIBRATION
37 14.463 1913 1917 1924 rVV5 222493 539597 ©.99% 0.258%
38 14.528 1924 1928 1936 rVB 2264592 3073781 5.66% 1.471%
39 14.640 1942 1947 1954 rVB 4015833 5949247 10.95% 2.847%
40 14.704 1955 1958 1962 rBv2 123845 146690 0.27% 0.070%
41 14.822 1974 1978 1985 rBV 769681 1257442 2.32% 0.602%
42 14.887 1987 1989 1995 rVB 230217 308418 0.57% 0.148%
43 15.222 2043 2046 2049 rBV3 208240 305701 ©.56% 0.146%
44 15.263 2049 2053 2058 rVB 822438 1112219 2.05% ©.532%
45 15.634 2111 2116 2122 rBV 4743427 6801454 12.52%  3.255%
46 15.745 2130 2135 2139 rVB 1077209 1571898 2.89% 0.752%
47 15.887 2155 2159 2162 rBV 444184 681014 1.25% 0.326%
48 15.928 2162 2166 2172 rVB 2201440 2964853 5.46% 1.419%
49 16.345 2234 2237 2238 rBV2 671273 731272 1.35% 0.350%
50 16.369 2239 2241 2248 rVB 1357967 1757454 3.24% 0.841%

51 17.057 2350 2358 2367 rBV 26562712 54306273 100.00% 25.986%
52 17.145 2370 2373 2378 rVV2 976334 1773894 3.27% 0.849%

53 17.198 2379 2382 2387 rVB 1466085 2006090 3.69% 0.960%
54 17.334 2401 2405 2411 rBV 1520701 2041794 3.76% 0.977%
55 17.398 2412 2416 2421 rVV 5058274 7209681 13.28%  3.450%
56 17.498 2429 2433 2437 rBV 4724396 6090077 11.21% 2.914%
57 18.275 2561 2565 2576 rVB 3330109 4991345 9.19%  2.388%
58 19.728 2807 2812 2820 rBV2 6523929 10581546 19.48% 5.063%
59 20.575 2953 2956 2959 rBV 2937271 3176896  5.85% 1.520%
60 21.169 3053 3057 3063 rVB 3641992 4415579 8.13% 2.113%
61 21.480 3106 3110 3121 rVB 7180484 10847554 19.97% 5.191%
62 22.122 3215 3219 3232 rVB2 4230152 6705911 12.35% 3.209%
63 23.827 3503 3509 3520 rBV2 4547456 9933916 18.29% 4.754%
64 23.998 3532 3538 3546 rVB2 4841017 10431767 19.21% 4.992%
65 24.633 3641 3646 3655 rVB 2275967 4899461 9.02%  2.344%
66 27.598 4143 4150 4164 rVB3 2273539 7468313 13.75% 3.574%

Sum of corrected areas: 208979955
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP012935.D\data.ms
2.5e+07
2e+07
1.5e+07
le+07

5000000
10.822

8.005 8. 10. 43
3387 383052 1.1PRIH34 81069 -§16549-169 9f9834 10.95711 3355008

Time--> 3. 50 400 450 500 550 6.00 650 700 750 @8 00 8. 50 9.00 9. 50 10.00 10.50 11.00 11.50

Abundance TIC: BP012935.D\data.ms
17.p57

O

2.5e+07
2e+07

1.5e+07
19.728

- I 18ziiAM$WMAWJMNwﬂMNﬂWmv»vuvww
5000000 33 @%ANW\M
14.52 .
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Time--> 12.00 1250 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP012935.D\data.ms

2.5e+07
2e+07

1.5e+07
21.480

1le+07575  21.169 22.122 2332P98

24.633
5000000 K 27.598

O\ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Longifolene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.916 6.37 ng/ul 1895830  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 99
4 Longifolene 204 C15H24 000475-20-7 99
5 Longifolene 204 C15H24 000475-20-7 99

Abundance Scan 1824 (13.916 min): BP012935.D\data.ms (-1818) (- m/z 161.10 100.00%

91.0 161.1
5000 ﬁA\/¥
T
| Jr Ly A
ol |1 2690 342.9 429.0489.7549. /7 91.00  94.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0
5000 T
14.00
29 J ‘ m/z 105.05 77.46%
OUHJ“‘}}\ ]lleJ‘\ \\h\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80113: Longifolene
161.0
—
91.0 14.00
5000 ITI/Z 93.10 69.15%
il ‘)
O‘HWJWH HhmhNM‘H‘W‘H‘“‘H,H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80109: Longifolene T
91.0 161.0 14.00
m/z 107.05 68.16%
5000
29.0
0“w JU:l‘JﬂLh‘M‘_“w“u,‘u‘,‘u“H“_“‘_“w‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (3R,3aR,7R,8aS)-3,8,8-Trime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.957 3.33 ng/ul 989662  Acenaphthene-d1e0 14.640
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 97
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000546-28-1 72
3 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 70
4 (1S,4aR,8aS)-1-Isopropyl-7-methy... 204 C15H24 006980-46-7 64
5 Ylangene 204 C15H24 014912-44-8 52
Abundance Scan 1831 (13.957 min): BP012935.D\data.ms (-1828) (- m/z 161.10 100.00%
69.1 161.1
5000 MA
—r=
M \J ]1 2£23 9282.0341.9402.1 474.9 548.: 14.00
Ot AL o S8 O et oYy m/z 69.10  95.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80386: (3R,3aR,7R,8aS)-3,8,8-Trimethyl-6-methyleneoc
69.0 161.0
5000 T
14.00
’ w m/z 93.00 87.78%
0 \“\U‘J\' \“\l‘ IM\“‘I‘ \l\‘\‘\\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80501: 1H-3a,7-Methanoazulene, octahydro-3,8,8-trime
161.0
69.0 —
14.00
5000 m/z 119.10 84.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80355: (1S,5S)-4-Methylene-1-((R)-6-methylhept-5-en-2 —T
69.0 14.00
m/z 41.10 67.88%
5000
161.0
0'\*\“”“\'”“‘“‘\‘ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Oxalic acid, ethyl neopenty... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
14.528 10.33 ng/ul 3073786  Acenaphthene-die 14.640
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Oxalic acid, ethyl neopentyl ester 188 C9H1604 1000309-72-4 64

2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 64
4 Isobutyl pentan-2-yl carbonate 188 C10H2003 1010372-76-8 59
5 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 59
Abundance Scan 1928 (14.528 min): BP012935.D\data.ms (-1924) (- m/z 57.05 100.00%
57.0
5000 JLN/NAVAA/ﬂV
HHllg-l 204.2 281.0 356.8416.0472.9 545.. 14.50
O i G5 208D 2908 82000 23 2P0 m/z 71.10  77.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #63370: Oxalic acid, ethyl neopentyl ester
57.0
5000 — :
14.50
m/z 43.10 40.01%
{ 133.0
O\\h‘\\“\\\I\“‘\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22081: Nonane, 3-methyl-
57.0
T \
14.50
5000 m/z 41.10 31.76%
0 “‘ A |142'0
o bl R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester —— ‘
71.0 14.50
m/z 55.05 20.09%
- ML
R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.887 2.29 ng/ul 681014  Acenaphthene-di0 14.640
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 64
Abundance Scan 2159 (15.887 min): BP012935.D\data.ms (-2155) (- m/z 57.10 100.00%
57.1
2000 J\JDJ\
— ——
’ 197.1 1550 16.00
Obr bbb [, 2393 3268 42894908549 ., 7119  45.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — ——
15.50 16.00
m/z 43.10 38.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 21.51%
0183.0
YR B B0 52 U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane — —
57.0 15.50 16.00
m/z 41.10 18.05%
169.0
ol b T eeg0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Cedrol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.928 9.97 ng/ul 2964850  Acenaphthene-d10 14.640
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrol 222 C15H260 000077-53-2 87
3 Cedrol 222 C15H260 000077-53-2 83
4 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 83
5 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 76

Abundance Scan 2166 (15.928 min): BP012935.D\data.ms (-2162) (- m/z 95.10 100.00%

9!:
5000

= o
ol ‘M _M MM“ 263.93268 401.3459.95208  n/z 151.05 62.08%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedrol
95.0
5000 T
16.00

m/z 150.05 56.75%

bl
HWMM“LMM“MMMWVMH‘_‘H“H‘_‘H“H‘““W‘H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101906: Cedrol
95.0

o

16.00
5000 ITI/Z 81.10 35.78%
OmmMn““‘ﬂn%? [T T T T T wwﬂwwﬂ“”Awijwﬂwv
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101903: Cedrol —
95.0 16.00
m/z 43.10  33.39%
5000
i
11X P -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.345 2.03 ng/ul 731272  Phenanthrene-di10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 91
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2237 (16.345 min): BP012935.D\data.ms (-2234) (- m/z 57.10 100.00%
57.1

-

5000
— ——
‘ L1831 16.00 16.50
o i B2 1, 2412 34074049 47615364 ./, 71 10  65.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 — e
16.00 16.50
m/z 43.10 64.01%
‘ [ || 127.0 198.0
O‘\\‘\l\‘\\\I\J‘\A\I\V‘\\\\l]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
— ——
16.00 16.50
5000 ITI/Z 85.10 42 .78%
m | | 127.0 198.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane “ ——
57.0 16.00 16.50
m/z 41.10 34.95%
5000 MHM
o\x}le??-OlSS-,O, I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36

Operator : CG/JU

Sample : N5738-18

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T.

16.369  4.88 ng/ul 1757456  Phenanthrene-die 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86

2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 80
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 68

5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 64

Abundance Scan 2241 (16.369 min): BP012935.D\data.ms (-2239) (- m/z 57.10 100.00%
57.1

5000

-

“ T
16.00 16.50
m/z 71.10  87.90%

7.1
0 J‘l‘ﬁﬁh 186.0244.2 3429 457.6  544.(
ey

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

Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0

-

5000 — —
16.00 16.50
m/z 43.18  45.87%

JZ 183.0
O ‘ T \“\ l\ Wl ‘f“ \‘a}‘% \%"‘1‘0‘1\ 1 : 268.0

‘H”\"\H\‘HH“H\‘\\H‘HH‘HH‘HH‘\

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

3

Abundance #22091: Octane, 2,6-dimethyl-
57.0
— ——
16.00 16.50
5000 m/z 85.10 30.46%
o‘Hﬂm‘hhﬁ???‘u‘_‘H“H‘“‘H“H‘_‘H‘H““‘H,‘ QVVMVNAA/\WMWWMVMU
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 16.00 16.50

m/z 56.10 20.72%

h W\/\M
oblllmosene T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:42 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.145 4.92 ng/ul 1773890  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Octadecane 254 C18H38 000593-45-3 81
3 Pentadecane 212 C15H32 000629-62-9 81
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 74
5 Nonadecane 268 C19H40 000629-92-5 74

Abundance Scan 2373 (17.145 min): BP012935.D\data.ms (-2370) (- m/z 57.10 100.00%
1.1

5
5000

|| 12710561 279 17.00 17.50
A A80T L 8251 4215 4958 1 n; 43,10 69.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0

5000

o

— —
17.00 17.50

m/z 71.10 62.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0

— —
17.00 17.50

o

5000 m/z 85.10 45.03%
7.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90190: Pentadecane T —
57.0 17.00 17.50

m/z 41.10  29.25%

5000 WMM

Lm0
P e e ; e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\

Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36

Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 2-Bromotetradecane Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
17.198 5.56 ng/ul 2006090  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 2382 (17.198 min): BP012935.D\data.ms (-2379) (- m/z 57.10 100.00%

57.1
5000

—
‘ ‘12171 96.1 17.00 17.50
ek NJML‘MHAM_“27??“§?5gﬁ¥§??14ﬁ‘§4% m/z 71.10  82.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168307: 2-Bromotetradecane
57.0

5000 — e
17.00 17.50
i

m/z 85.10 49.70%
ﬂf70 197.0
‘ TTT \ ’ T \ \ T ‘ TTTT [ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

57.0 e M/\JJL\/\W

o

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-

——
17.00 17.50
5000 m/z 43.10 46.95%

0 | “\IJlﬁ?]O 211.0 296.0
AR R L e O e e RS RR RS RARRAREE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane —— —
57.0 17.00 17.50

m/z 41.10  23.29%

5000 /wwfd“”\fju\JJkWWMA/\J
169.0

0\”JW‘”‘wh”\”‘W‘%4%9”!”‘W‘”‘V‘”!”‘W‘”‘V T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:43 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.334 5.66 ng/ul 2041790  Phenanthrene-d10 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Piperidin-3-one, 2,2,5-methyl- 141 C8H15NO 103634-57-7 25
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 22
3 Diethylmalonic acid, monochlorid... 290 C15H27C103 1000369-51-0 16
4 5-Ethylthiazole 113 C5H7NS 017626-73-2 14
5 Thiazole, 2-ethyl- 113 C5H7NS 015679-09-1 14
Abundance Scan 2405 (17.334 min): BP012935.D\data.ms (-2401) (- m/z 57.10 100.00%
57.1
183.2
5000
— —
} 17.00 17.50
obdld] !W 125613151 40094598 5315 4/ 71.10  65.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21951: Piperidin-3-one, 2,2,5-methyl-
71.0
5000 — ——
17.00 17.50
L m/z 183.15  64.65%
O‘\\\‘m"“\ 1!‘1\?%‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22077: Nonane, 3-methyl-
57.0
— —
17.00 17.50
5000 m/z 72.10 62.01%
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

Abundance #186367: Diethylmalonic acid, monochloride, 4-octyl este
57.0 17.00 17.50

m/z 55.10  61.35%

5000
15.0

%

O\Hi“w H’WHJH?%?Hgﬁﬁg*w*ww*H*M*H\H‘*M*H\

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:46 2022 Page: 13



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

: 02

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
BP012935.D

Dec 2022 12:36

: CG/JU
: N5738-18

. 8

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.275 13.85 ng/ul 4991350  Phenanthrene-di0 17.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2565 (18.275 min): BP012935.D\data.ms (-2561) (- m/z 73.00 100.00%

73.0
5000
213.2

[
HH 1451 \ 18.00 18.50
ol AL, 'H\_J‘Mw 20443550 4247 4937 1/, Gp.00  83.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LT LT

18.00 18.50
m/z 43.10 81.17%

“ 213.0
‘\\\\[ \l\‘ulh\”\l\1f\\]\\\\!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ M\/\M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid

o

73.0
—— ——
256.0 18.00 18.50

5000 m/z 57.10  69.65%

WL

O‘Hluw“ﬂw1w‘\\

R ‘H‘_“w“u‘u“_“w‘u“u““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid T —

43.0 18.00 18.50

256.0
m/z 55.10  63.12%

5000
129.0

J“\ [, 1940 |

o‘m““ SR e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:47 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.575 5.86 ng/ul 3176900  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 92
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 86
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 43
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 38

Abundance Scan 2956 (20.575 min): BP012935.D\data.ms (-2953) (- m/z 271.15 100.00%
175.1 271.1

5000

%

69.1

bl s
H‘LMAHMMNWM“HMk\‘“§$Q?H49§%4?%7w‘§4%' m/z 175.10  96.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

5000 - :
20.50

69.0 m/z 201.10  66.08%

J"‘“”‘“INL“"J\”IAW\J!J \L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

175.0 2050 |

5000 m/z 189.10  40.10%

69.0 \
STV N1 YU | E—
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro — ‘
271.0 20.50

m/z 286.15  33.66%

175.0
5000
43.0
M N MM\W | 3290 -}

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

o

o

O

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.169 8.14 ng/ul 4415580  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3057 (21.169 min): BP012935.D\data.ms (-3053) (- m/z 57.10 100.00%
7.1

5
5000

1ps5.1

—
} 239.2 300 1 _ 21.00 21.50
e \\\“\ } et \%P?ﬁ \:\3‘6\2\\4\ f"z‘?‘ff‘f?m‘s“}?‘ m/z 83.10 84.65%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

o

5000 e —
21.00 21.50
125.0 m/z 43.10  83.21%
] 336.0
O \\‘\\‘\ ‘Wh\“l‘u\”\"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
21.00 21.50
5000 ITI/Z 55.10 80.13%
125.0
| 1111, 2080 2040
O S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326112: Heptadecyl heptafluorobutyrate —— ——
57.0 21.00 21.50
m/z 97.10 74.20%
5000
‘1%50
oML 280 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP120122.M Mon Dec 05 14:42:49 2022 Page: 16



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\

BP012935.D
: 02 Dec 2022 12:36
: CG/JU
: N5738-18
: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 n-Tetracosanol-1 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
22.122  12.36 ng/ul 6705910  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 89
2 Octacosanol 410 C28H580 000557-61-9 76
3 1-Heptacosanol 396 C27H560 002004-39-9 76
4 Nonacos-1-ene 406 C29H58 018835-35-3 76
5 1-Hexacosene 364 C26H52 018835-33-1 76

Abundance Scan 3219 (22.122 min): BP012935.D\data.ms (-3215) (- m/z 83.10 100.00%

83.1
229.2
5000
' 159.1 ‘ —— —
314.1 22.00 22.50
ol—4, ‘ Rt “‘ b 389.6 4608 5491 n/z 97.10  92.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
5000 — ——
22.00 22.50
125.0 m/z 55.10 86.94%
O \h‘ 1 ‘ h l\ ‘i\ A I1|95.0 308‘0
\\\\‘\\\\’\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

)

Abundance #308226: Octacosano
83.0
— —
22.00 22.50
5000 ITI/Z 69.10 80.30%
163.0 392.0
o.,r‘\ﬂ-.??zomox AJL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol T —
57.0 22.00 22.50
m/z 43.10 74.73%
5000
125.0
0 L“l Ll]y 195.0 264.0 378.0
e A e e e e e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

Page: 17
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.633 9.39 ng/ul 4899460  Perylene-di2 23.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 97
2 Octacosane 394 C28H58 000630-02-4 95
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3646 (24.633 min): BP012935.D\data.ms (-3641) (- m/z 57.10 100.00%

57.1
5000

——
1 ’1 1072 _ 24.50 25.00
omwH"\‘mwlm_mz‘ﬁ?lw 3653 4639 5470 nm/z 71.10  70.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307034: Octacosane, 2-methyl-
57.0
5000 — —
24.50 25.00

m/z 43.10 57.01%

365.0
O\\‘\\“\T\\L\\J‘\T‘\1\‘\“!0\1\T2‘§?\‘(\]‘\\\\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

T
24.50 25.00

5000 m/z 85.10 51.81%
oL, || B270 197.0 281.0 394.0
H‘w“u“u“u“_“w“u“u“H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T —
57.0 24.50 25.00

m/z 55.10 21.67%

- MJ\/\“\A

0 \‘ || 1770 197.0 2670 3670
AL T 1970 2670 3670

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acq On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.598 14.32 ng/ul 7468310  Perylene-d12 23.998
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 90
4 .beta.-Sitosterol 414 C29H500 000083-46-5 89
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 86

Abundance Scan 4150 (27.598 min): BP012935.D\data.ms (-4143) (- m/z 43.10 100.00%

43.1
107.1
213.2
5000

8293 414.4
——
“ ‘ 27.50 28.00
0 ‘ h

A 4772 549! m/z 55.10  62.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 — —
414.0 27.50 28.00

213.0 303.0 m/z 107.10 62.35%

0 ‘J‘ [WW MHHMJMJMIJ n‘h‘\} e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

27.50 28.00
5000 ITI/Z 57.10 58.71%
107.0 414.0
h 2130 3.0
04 “\“‘ ‘U‘H‘\ J\HNM "H\\H‘ \\n\‘m‘\ ““\‘H n‘\‘ i ‘\L‘ o l P L ‘M‘ ‘w\‘ R RS
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. — —
41.0 107.0 394.0 27.50 28.00
283.0

m/z 145.05  58.14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120222\
Data File : BP@12935.D

Acqg On : 02 Dec 2022 12:36
Operator : CG/JU

Sample : N5738-18

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120122.M
Quant Title : SVOA 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|
Longifolene 13.916 6.4 ng/ul 1895830 3 14.640 5949250 20.0
(3R,3aR,7R,8aS)... 13.957 3.3 ng/ul 989662 3 14.640 5949250 20.0
Oxalic acid, et... 14.528 10.3 ng/ul 3073780 3 14.640 5949250 20.0
(DEL) Alkane: S... 15.887 2.3 ng/ul 681014 3 14.640 5949250 20.0
Cedrol 15.928 10.0 ng/ul 2964850 3 14.640 5949250 20.0
(DEL) Alkane: S... 16.345 2.0 ng/ul 731272 4 17.398 7209680 20.0
(DEL) Alkane: S... 16.369 4.9 ng/ul 1757450 4 17.398 7209680 20.0
(DEL) Alkane: S... 17.145 4.9 ng/ul 1773890 4 17.398 7209680 20.0
2-Bromotetradecane 17.198 5.6 ng/ul 2006090 4 17.398 7209680 20.0
unknown-01 17.334 5.7 ng/ul 2041790 4 17.398 7209680 20.0
n-Hexadecanoic ... 18.275 13.9 ng/ul 4991350 4 17.398 7209680 20.0
2-Phenanthrenol... 20.575 5.9 ng/ul 3176900 5 21.480 10847600 20.0
(DEL) Alkane: S... 21.169 8.1 ng/ul 4415580 5 21.480 10847600 20.0
n-Tetracosanol-1 22.122 12.4 ng/ul 6705910 5 21.480 10847600 20.0
(DEL) Alkane: S... 24.633 9.4 ng/ul 4899460 6 23.998 10431800 20.0
.gamma.-Sitosterol 27.598 14.3 ng/ul 7468310 6 23.998 10431800 20.0
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