LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS Vvial : 16 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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132307.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.313 415 421 430 rVB 1271458 1629326 34.39% 4.566%
2 5.695 480 486 489 rBV 3515509 3781292 79.80% 10.597%
3 6.678 647 653 656 rBV 3205254 3770087 79.57% 10.566%
4 7.e66 715 719 722 rVB 1369751 1081593 22.83% 3.031%
5 7.625 809 814 818 rBV 2515873 2559805 54.02% 7.174%

6 8.025 877 882 890 rVB 58434 80884 1.71% 0.227%
7 8.348 934 937 941 rBV 1697715 1440622 30.40% 4.037%
8 9.430 1116 1121 1124 rBV 5261511 4738240 100.00% 13.279%
9 9.748 1171 1175 1177 rBV 231046 189844 4.01% 0.532%
10 10.113 1231 1237 1241 rBV 1804460 1607332 33.92% 4.504%

11 10.795 1349 1353 1355 rBV 94234 88366 1.86%
12 10.830 1355 1359 1362 rVB 316900 271840  5.74%
13 10.907 1368 1372 1375 rBV 3056208 2654937 56.03%
14 11.613 1488 1492 1495 rBV 1751467 1439871 30.39%
15 11.636 1495 1496 1500 rVB 122461 72146  1.52%
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16 12.124 1575 1579 1584 rBV 744938 718173 15.16%
17 12.836 1695 1700 1709 rVB 233835 270788 5.71%
18 12.913 1710 1713 1721 rBV 227073 211397  4.46%
19 13.065 1733 1739 1745 rBV 166639 198398 4.19%
20 13.207 1759 1763 1766 rBV 3699794 3270930 69.03%
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21 13.642 1833 1837 1840 rBv2 207633 211159  4.46%
22 14.101 1912 1915 1929 rBV2 341440 616822 13.02%
23 14.277 1940 1945 1947 rBV 912064 916415 19.34%
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24 14.301 1947 1949 1957 rVB2 71666 100287 2.12% 281%
25 14.730 2020 2022 2024 rBV 65619 56359 1.19% 158%
26 14.760 2024 2027 2032 rVB4 68932 106865 2.26% 0.299%
27 15.154 2091 2094 2098 rVB 283419 294129 6.21% ©.824%
28 15.230 2104 2107 2111 rVB 187157 201987 4.26% ©.566%
29 15.383 2129 2133 2136 rBV 60443 96123 2.03% 0.269%
30 15.448 2140 2144 2147 rVW 117922 140514 2.97%  0.394%

31 15.495 2147 2152 2166 rVV3 178882 505239 10.66%
32 15.789 2199 2202 2208 rVB 52787 68695
33 15.865 2209 2215 2226 rVB 782316 1107637 23.38%
34 16.101 2251 2255 2262 rVB 280505 389451
35 16.365 2295 2300 2307 rVB 141070 218035  4.60%
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36 16.448 2308 2314 2319 rBV3 98829 269151 5.68% 0.754%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS Vvial : 16 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-BF913123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.983 2401 2405 2413 rVB 68667 127514 2.69% ©.357%
38 17.271 2451 2454 2464 rVB5 55018 102427 2.16% ©.287%
39 17.712 2525 2529 2533 rBV7 40440 78149 1.65% 0.219%

Sum of corrected areas: 35682829
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Feb 2023 23:24
¢ CG\JU
. 01371-01

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
BF132307.D

1-BERKSHIRE-NW

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.313 30.13 ng 1629330 1,4-Dichlorobenzene-d4 7.066

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 421 (5.313 min): BF132307.D\data.ms (-415) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1
e AARREEEE L
83.0 5.00 5.20 5.40 5.60
L, gl 71.0 ©% L 9
ottt m/z 59.10 71.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L IR B L
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.10  32.22%
O \\\‘\f‘f‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
e EARRERESE R
5.00 5.20 5.40 5.60
m/z 58.10  18.54%
5000 101.0
28.0 59.0
150 ‘ ‘ 84.0
o2 Ll o [ L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine R R AR
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.81%
5000 18.0
1.0
o) S S Y N —— e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01

Misc

ALS vial : 16

Quant Method
Quant Title

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

Sample Multiplier: 1

1-BERKSHIRE-NW

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Longifolene
R.T. EstConc Area
9.748 2.36 ng 189844

Hit# of 5 Tentative ID

Concentration Rank 15

Relative to ISTD R.T.

Acenaphthene-d10

1 Longifolene
2 Naphthalene, 1,2,3,5,6,7,8,8a-0cC..

3 1,2,4-Methenoazulene, decahydro-...

4 .beta.-Neoclovene

5 Naphthalene, 1,2,3,5,6,7,8,8a-o0cC...

. 204
204
204
204

C15H24
C15H24
C15H24
C15H24
C15H24

Abundance Scan 1175 (9.748 min): BF132307.D\data.ms (-1171) (-)
91.1 161.1

5000 189.1
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80100: Longifolene
91.0
161.0
5000
189.0

O,

m/z-->
Abundance

5000

0,

m/z-->
Abundance

5000

m/z-->

41.0

41.0

105.
79.0 050

133.0

94.0

119.0

T
20 40 60 80 100 120 140 160 180 200
#80512: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dil

161.0

161.0

204.0

20 40 60 80 100 120 140 160 180 200
#80514: 1,2,4-Methenoazulene, decahydro-1,5,5,8a-tetra

204.0

20 40 60 80 100 120 140 160 180 200
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000475-20-7 99
004630-07-3 91
001137-12-8 91
056684-96-9 90
010219-75-7 87

m/z 161.10 100.00%

9.50 10.00

m/z 91.10 93.50%
9.50 10.00

m/z 105.05 74.09%
9.50 10.00

m/z 94.10 73.91%
[ —
9.50 10.00

m/z 107.10 71.34%
L
9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.830 3.38 ng 271840  Acenaphthene-di10 10.113
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
Abundance Scan 1359 (10.830 min): BF132307.D\data.ms (-1355) (1  m/z 104.95 100.00%
105.0
77.0 182.1
5000
— ——
511 10.50 11.00
| 11t | 126.0 15\2'0 H 9
oAbl m/z 182.05 55.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — ——
10.50 11.00
51.0 m/z 77.05 53.30%
O ‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\].‘2\6\.\0\’\]_\5)%-\0’\\\\‘H\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.10 16.02%
51.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #183449: Benzoic acid, pentafluorophenyl ester T R
105.0 10.50 11.00
m/z 181.10 8.84%
5000 77.0
51.0
0 27.0 I i | 136'015\5.0 183'0 A A
et — P :
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.124 9.98 ng 718173  Phenanthrene-die 11.613
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 45

Abundance Scan 1579 (12.124 min): BF132307.D\data.ms (-1575) (-] m/z 73.00 100.00%

73.0
43.1
5000 129.0
213.2 — —r—
“ H‘ ‘ 15‘7'1‘18‘5-1 ‘ 256.3 12.00 12.50
O el A “Hmm\‘u‘M_wm‘um_m‘wwmwmm m/z 60.00 71.93%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 —— ———
213.0 12.00 12.50
‘ 157.0185.0 m/z 43.10 60.70%
O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
Pt Y
12.00 12.50
5000 m/z 57.05 58.50%
129.0
H ‘ 171.0 214.0
0‘H‘muwhmw“waﬂ‘uwuuwhMWHM_\H_HL_HW‘HWH
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid = =
43.0 ,73.0 12.00 12.50
m/z 55.05 51.93%
5000 129.0
199.0
e e L
o%ﬁgk“JﬂNWwNwmwﬂMNMWHJMJHJHWH‘WHH_‘HM‘ " =
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.913 2.94 ng 211397  Phenanthrene-di10 11.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25

Abundance Scan 1713 (12.913 min): BF132307.D\data.ms (-1710) (- m/z 73.00 100.00%

73.0
43.0
5000 129.0
185.1 241.2 i —=
‘ ‘ ‘ ‘ 284.2 13.00
0 A A “hw‘w‘m”‘uHu,mwm\wmwH,WJH m/z 43.05 74.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 280 T
1850  241.0 13.00
m/z 60.00 73.56%
O ’ !H‘\h‘ \‘H\‘\\wh“‘\‘\”‘”h‘!h\‘\\“\\\\’\\\\‘\\H“\\\\‘\‘H\“\H‘\’HH‘\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
=
43.0 13.00
5000 m/z 57.10 65.40%
129.0
185.0 228.0
Ol bl gl b e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid T
43.0 73.0 13.00
' m/z 55.10 56.85%
5000
129.0
‘ ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

8270-BF013123.M Mon Feb 06 ©3:59:43 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.642 4.61 ng 211159  Chrysene-di12 14.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 41
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 30
4 3-Cyano-6-trifluoromethylphenant... 271 C16H8F3N 1000253-90-3 22
5 2,2-Bis(4'-methoxyphenyl)-2-etho... 286 C18H2203 1000283-53-7 22

Abundance Scan 1837 (13.642 min): BF132307.D\data.ms (-1833) (- m/z 175.10 100.00%

175.1 271.1
5000
69.1 “A
P =
H ‘ 115.1 ‘ | 229 1 ‘ , 13.50 14.00
oL L) H Ly ‘h\ “ hm “ \\‘m \ Wl Pt L 3’1‘2"‘ m/z 271.15 96.71%
miz--> 100 150 200 250 300
Abundance #181948. 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-
175.0 271.0
5000 ‘ w}L‘ AL
13.50 14.00
m/z 201.10 69.01%
90 s 15.0 !
ok ?9‘ q‘ “\‘ “ 1l ‘\ Al ‘u‘\ M;‘\H“\“\} \‘\ “\‘- \‘ ‘\ e “ —
miz-> 50 100 150 200 250 300
Abundance #200002: 13-Isopropylpodocarpen-12-ol-20-al
271.0
T P
1750 13.50 14.00
5000 69.0 m/z 189.85  40.57%
128.0 229.0
29. ‘
ok q‘ ‘ il \\ A, ‘u MM\‘H\J\‘\LW‘H‘ I “\“ “ —— ‘3(?4‘-0‘
miz-> 100 150 200 250 300
Abundance #162211.Pynohmne,1{5—0”3—benzom0xoh5—yD4:oxo—2 T —
201.0 271.0 13.50 14.00
m/z 286.30 30.75%
5000
115.0
63.0
ok u \h Ll L M‘ LM “\ L \‘ 9% ‘ ) Ji }\A

A
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 5-Octadecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.101 13.46 ng 616822  Chrysene-d12 14.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
Abundance Scan 1915 (14.101 min): BF132307.D\data.ms (-1912) (.  m/z 57.10 100.00%
57.1
97.1
5000
1400 1450
2340 : :
ob— u‘m‘w ) “H‘ ! % I “‘1“8“1‘1 280 385 myz 83.10  92.85%
m/z--> 50 100 150 200 250 300 350
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 e —
o7.0 14.00 14.50
m/z 97.10 81.52%
O T \L‘\ ‘\‘ “ T h\ \“h\“‘ “‘ \4-\:3\90\].\8\1-\0 T \2\5“2\()\ T ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
—— —
97.0 14.00 14.50
5000 ITI/Z 43.10 77 .28%
el L] = w0 amo
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol —— —
83.0 14.00 14.50
43.0 o
m/z 55.10 72.64%
5000
25.0
0 ‘\ ‘\ I “ \‘ ‘ \‘\ %6\70 210.0 280.0
e e —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF013123.M Mon Feb 06 ©3:59:44 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 9-Nonadecene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.759 2.33 ng 106865  Chrysene-di2 14.277
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 86
4 n-Nonadecanol-1 284 C19H400 001454-84-8 76
5 Cyclohexadecane 224 C16H32 000295-65-8 74

Abundance Scan 2027 (14.759 min): BF132307.D\data.ms (-2024) (- m/z 97.10 100.00%

97.1
55.1
5000
254.0 ‘14‘50‘ 21.5‘00‘
L] foamre 280 aa ‘ :
O bl sl TR m/z 83.10 85.27%
m/z--> 50 100 150 200 250 300 350
Abundance #155958: 9-Nonadecene
55.0
5000 — ——
14.50 15.00
m/z 69.10 73.66%
266.0
Ol4d “‘}h‘\\8\].\0‘\\\\‘\‘\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
— —
14.50 15.00
5000 m/z 55.10 60.46%
0]_‘5-‘0“\ oA, H\ J ‘jﬂ | ‘\“1‘8‘2‘0 2‘2‘4‘0‘ ‘26‘6‘9‘ N WM
m/z--> 50 100 150 200 250 300 350
Abundance #155962: Z-5-Nonadecene T —
55.0 97.0 14.50 15.00
m/z 57.10 52.48%
5000
266.0
39.0
o L om0z | e e
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF013123.M Mon Feb 06 ©3:59:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24
Operator : CG\JU

Sample : 01371-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Supraene

Concentration Rank 6

1-BERKSHIRE-NW

R.T. EstConc Area Relative to ISTD R.T.
15.154  5.31ng 204129  Perylene-di2 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 91

2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
3 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N
4 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18

Abundance Scan 2094 (15.154 min): BF132307.D\data.ms (-2091) (-]
1

1000163-04-7 90

029789-67-1 59
022711-53-1 53
074630-87-8 50

m/z 69.10 100.00%

69.
5000
O -
‘ ‘ 137.1 1011 15.00 15.50
ol bl [y 19112341 29943411 - u/; 81,10 52.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 i S
15.00 15.50
m/z 41.10 17.65%
137.0
NN [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\\\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
e o
15.00 15.50
5000 m/z 95.10  14.51%
11.0
o LLiL iy 116102050 _araomiso sseo
miz--> 50 100 150 200 250 300 350 400
Abundance  #95506: 3,7,11-Trimethyl-2,6,10-dodecatrienenitrile — —
69.0 15.00 15.50
m/z 68.05 11.38%
027-4 U £ I — et
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF013123.M Mon Feb 06 ©3:59:45 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Henicosanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.230 3.65 ng 201987  Perylene-di2 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Henicosanal 310 C21H420 ©51227-32-8 87
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Octadecanal 268 C18H360 000638-66-4 83
4 Hexacosanal 380 C26H520 026627-85-0 83
5 Undec-10-ynoic acid, undecyl ester 336 C22H4002 1000406-16-4 80

Abundance Scan 2107 (15.230 min): BF132307.D\data.ms (-2104) (-  m/z 82.05 100.00%

82.0
5000
| 1500 1550
207.0 273.1 : ' '
om‘m ‘“’m]j“l‘mmmwuH_H‘SF‘Z‘?‘_‘A?F’: m/z 57.10  96.00%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #212262: Henicosanal
82.0
5000 —r ——
15.00 15.50
m/z 43.05 76.10%
A LLITT. 20
O\\‘!M“M\l ‘“h\“\h\“‘\\}\“\\\l\.‘\“\\\“1\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194557: Eicosanal-
82.0
—— —
15.00 15.50
5000 m/z 96.10 68.05%
LT 200 2700
oL AT, 2080
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158569: Octadecanal T ——
43.0 15.00 15.50
m/z 83.10 61.80%
96.0 /
- M
| \\H |pz0 2280
o A I A s e e —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50

8270-BF013123.M Mon Feb 06 ©3:59:45 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Octacosane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.448 2.54 ng 140514  Perylene-di2 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexadecane 226 Cl16H34 000544-76-3 86

Abundance Scan 2144 (15.448 min): BF132307.D\data.ms (-2140) (1 m/z 57.10 100.00%

57.1
5000
——
13.1
15.50
69. 1
- | M Li160-2, 23822891 3513 425. . 21 05 gg.00%
mlz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
15.50
m/z 85.10 66.11%
oL LT 1690 2250 2810 3650
\\\\‘ \\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
——
15.50
5000 ITI/Z 43.10 58.95%
0 “\h\ H“‘\ “1‘6?‘0“22‘5‘9‘\\2\9\6‘\0\\\‘\\\\\\\\ /\/\jM[\/\M/L
m/z--> 50 100 150 200 250 300 350 400
Abundance #45512: Decane, 3,8-dimethyl- ——
57.0 15.50
m/z 55.10 25.85%
. M
113.0
o L a0 -
m/z--> 50 100 150 200 250 300 350 400 15.50

8270-BF013123.M Mon Feb 06 ©3:59:45 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.495 9.12 ng 505239  Perylene-d12 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
4 1-Tetracosene 336 (C24H48 010192-32-2 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 2152 (15.495 min): BF132307.D\data.ms (-2147) (- m/z 83.10 100.00%
3.1

43.1
5000
25.1
252.1 L
91.1 15.50
0+ u‘*,m‘w Joda, JOEL 29713422 . 9716 93.56%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 p7.0
5000 T
15.50
m/z 57.10 85.98%
0 \‘\ \‘\ i ‘\ \H\ ]F \‘\ d\ \\8‘1 0222.0264.0 308.0
\\\\’\\\\’\\ \\\\\\\\\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
—
15.50
5000 ITI/Z 69.10 79.04%
9.0
0 S| ‘\ \H\ \ \‘\ d\ :!781 0222 0264.0 306.0 378.(
ey e R R
m/z--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate T
57.0 15.50
7.0 m/z 55.10 70.80%
o M\K/\N
0 ‘ H\ M ) 18202220 2940 3400
— ,“ A ——
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF013123.M Mon Feb 06 ©3:59:46 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Heptadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.101 7.03 ng 389451  Perylene-d12 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 94
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Octacosanal 408 C28H560 022725-64-0 91

Abundance Scan 2255 (16.101 min): BF132307.D\data.ms (-2251) (- m/z 57.10 100.00%
57.1

D7.1
5000
— —
m 1802223 0263.1 3410 390.! 16.00 16.59
oLl M u“\ L, “‘ SR N  2TE SP m/z 82.10 94.92%
mlz--> 50 100 150 200 250 300 350
Abundance #141014: Heptadecanal
43.0
5000 83.0 = S
16.00 16.50
m/z 43.10  72.01%
o LAY 2002080 5500
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosana
57.0
— —
16.00 16.50
5000 ITI/Z 96.05 69.72%
07.0
38 362.0
o ALhLL 101800 2500 3060 T
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl- —— —
4110 82.0 16.00 16.50
m/z 83.10 64.71%
5000
24.0
Lk ‘H 1} ] | 166.0208.0250.0
R e R EERE R — —r
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF013123.M Mon Feb 06 ©3:59:46 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.365 3.94 ng 218035 Perylene-di2 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2300 (16.365 min): BF132307.D\data.ms (-2295) (- m/z 57.10 100.00%

57.1
5000
1600 1650
| ‘ | | ‘H‘ A 207.02492 3011 356.0 ' ' 0
o‘muww_w dg i ERE SO0 9900~ m/z 71.05  81.78%
mlz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 - —
16.00 16.50
m/z 85.10 60.21%
O T \“\ \‘ ‘“ H‘ \H\““ \“ \1\4\1‘0\1\8\3\0‘?2\6\(\)‘ L ‘ T T ‘ T T
miz--> 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— ——
16.00 16.50
5000 m/z 43.10  50.13%
ol “h H | 1410183.0225.0267.0309.0 365.0
iy ‘w“‘ o e T e
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane “ T
57.0 16.00 16.50
m/z 55.10 21.02%
41.0
Jo L oy o T
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF013123.M Mon Feb 06 ©3:59:47 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24
Operator : CG\JU

Sample : 01371-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 Octacosanol

Concentration Rank 7

1-BERKSHIRE-NW

R.T. EstConc Area Relative to ISTD R.T.
16.448 4.86 ng 269151  Perylene-di12 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 86
2 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 80
3 Cyclohexadecane 224 C16H32 000295-65-8 74
4 1-Heneicosanol 312 C21H440 015594-90-8 72

5 2- Chloropropionic acid, pentade... 318 C18H35C102

Abundance Scan 2314 (16.448 min): BF132307.D\data.ms (-2308) (-]

m/z 83.10 100.00%

83.1
5000
1650
1 F91 224.1278.0 3420 16.5
b e m/z 57.10  92.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosanol
57.0
5000 111.0 T
16.50
m/z 97.10 92.31%
OHQWI} \?!0\‘212\2\10 \\2\9\2\0\\\‘\\3\9\2‘\0\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339307: 1-Dotriacontanol, acetate
57.0
—
16.50
5000 111.0 ITI/Z 69.10 71.16%
[y ‘ ‘h “H‘\\ IL b ‘20902640 343.0 4480 508.! \JL/\A‘M
A R et e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane T
55.0 16.50
m/z 43.10 65.54%
5000
111.0
224.0
0\11\‘7* —r
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50

8270-BF013123.M Mon Feb 06 ©3:59:47 2023

1000292-44-1 72

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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 5-(3-Hydroxy-4,4,10,13,14-p... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.983 2.30 ng 127514  Perylene-di2 15.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(3-Hydroxy-4,4,10,13,14-pentam... 690 C39H7404Si3 1000495-09-2 50
2 1,2-Diacetylhydrazine, N-(tert-b... 230 C10H22N202Si  1000449-80-3 50
3 Methanol, (dimethylsilylene)bis-... 204 C8H1604Si 002917-61-5 50
4 3-Trimethylsilyloxy-5-nonyne 212 C12H240Si 1000245-72-4 40
5 .beta.-Eudesmol, TMS derivative 294 C18H340Si 1000334-00-1 40

Abundance Scan 2405 (16.983 min): BF132307.D\data.ms (-2401) (-  m/z 131.00 100.00%
131.0

5000

e

43.1 2 467.5 17.00
Ol by 202110 3549 AT e M/z 132.00 11.71%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #349037: 5-(3-Hydroxy-4,4,10,13,14-pentamethyl-2,3,5,6
131.0
5000 T
17.00
m/z 75.80  5.36%
0L.55.0 | 199.0267.0 3710 4550 560.0632.
‘\\H‘\\T\‘T\ \‘H\\‘H\\‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110852: 1,2-Diacetylhydrazine, N-(tert-butyldimethylsilyl

-

131.0
T
17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020223\
Data File : BF132307.D

Acqg On : 02 Feb 2023 23:24

Operator : CG\JU

Sample : 01371-01 :
Misc : 1-BERKSHIRE-NW

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.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-... 5.313 30.1 ng 1629330 1 7.066 1081590 20.0
Longifolene 9.748 2.4 ng 189844 3 10.113 1607330 20.0
Benzophenone 10.830 3.4 ng 271840 3 10.113 1607330 20.0
n-Hexadecanoic ... 12.124 10.0 ng 718173 4 11.613 1439870 20.0
Octadecanoic acid 12.913 2.9 ng 211397 4 11.613 1439870 20.0
2-Phenanthrenol... 13.642 4.6 ng 211159 5 14.277 916415 20.0
5-Octadecene, (E)- 14.1e1 13.5 ng 616822 5 14.277 916415 20.0
9-Nonadecene 14.759 2.3 ng 106865 5 14.277 916415 20.0
Supraene 15.154 5.3 ng 294129 6 15.865 1107640 20.0
Henicosanal 15.230 3.6 ng 201987 6 15.865 1107640 20.0
Octacosane, 2-m... 15.448 2.5 ng 140514 6 15.865 1107640 20.0
n-Tetracosanol-1 15.495 9.1 ng 505239 6 15.865 1107640 20.0
Heptadecanal l6.101 7.0 ng 389451 6 15.865 1107640 20.0
Hexadecane 16.365 3.9 ng 218035 6 15.865 1107640 20.0
Octacosanol 16.448 4.9 ng 269151 6 15.865 1107640 20.0
5-(3-Hydroxy-4,... 16.983 2.3 ng 127514 6 15.865 1107640 20.0
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