LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc :

ALS Vvial : 34 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134137.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 4 9 19 rVB 1164223 1524998 60.25% 7.130%
2 2.252 25 28 39 rVB 33316 52756 2.08% 0.247%
3 5.093 507 511 519 rVB 62194 81126 3.21% 0.379%
4 5.481 572 577 580 rBV 2290395 2136922 84.43% 9.991%
5 6.481 742 747 750 rBV 2247220 2188974 86.48% 10.234%

6 6.845 805 809 816 rBV 746580 644537 25.46%
7 7.404 900 904 915 rBV 1505207 1440375 56.91%
8 8.122 1023 1026 1039 rVB 1072043 833642 32.94%
9 9.198 1205 1209 1213 rBV 2842957 2531084 100.00% 11.

9.533 1263 1266 1269 rBV 68894 54616 2.16%

O, WO Ww
00
O
oo
R

11 9.728 1290 1299 1305 rBV 113412 97303 3.84%
12 9.880 1321 1325 1329 rBV 1098798 882785 34.88%
13 10.598 1443 1447 1451 rBV 227290 186102 7.35%

ONOO PO
00
N
[
B

14 10.675 1456 1460 1468 rVV 1850469 1585706 62.65% 414%
15 10.904 1493 1499 1504 rVB5 14265 30480 1.20% 143%
16 11.374 1575 1579 1582 rBV 1081095 921763 36.42% 4.310%
17 11.398 1582 1583 1586 rVB 73727 44079 1.74%  ©.206%
18 11.480 1594 1597 1601 rBV2 27376 27234 1.08% 0.127%
19 11.904 1666 1669 1674 rBV 387855 382435 15.11% 1.788%
20 12.592 1781 1786 1792 rBV 225108 274798 10.86%  1.285%
21 12.692 1800 1803 1807 rBV 84617 101008 3.99% 0.472%
22 12.827 1820 1826 1829 rBV 185907 210667 8.32%  0.985%
23 12.868 1831 1833 1841 rVB5 35198 61827 2.44%  0.289%
24 12.974 1846 1851 1854 rBV 2305260 2183937 86.28% 10.211%
25 13.157 1880 1882 1886 rVB 46223 44657 1.76% ©.209%
26 13.204 1887 1890 1892 rBV 38218 40924 1.62% 191%

27 13.898 2002 2008 2015 rBV2 109236 243973  9.64%
28 14.033 2025 2031 2034 rBV2 778401 856708 33.85%

OO0 PR,
(W]
[
U1
R

29 14.063 2034 2036 2041 rVB 102804 95442 3.77% 446%
30 14.504 2109 2111 2114 rBV2 45541 42795 1.69% 200%
31 14.545 2115 2118 2121 rBV3 51724 69546 2.75% ©.325%
32 15.092 2208 2211 2215 rBV 83224 118782 4.69% ©.555%
33 15.174 2222 2225 2228 rVB 81788 87733 3.47% 0.410%
34 15.410 2262 2265 2269 rVB 48559 64677 2.56% ©.302%
35 15.474 2273 2276 2280 rVB 61394 83571 3.30% ©.391%

36 15.539 2282 2287 2291 rBV 407288 543003 21.45% 2.539%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.033 2367 2371 2376 rBV 70114 110257 4.36% ©.516%
38 17.127 2550 2557 2563 rVB2 244759 507137 20.04% 2.371%

Sum of corrected areas: 21388359
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

34

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\

. BF134137.D

: 07 Jul 2023 14:41
¢ CG\JU

: 03393-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF134137.D\data.ms
2500000
5.481 6.481
2000000
1500000 7.404
.140
1000000
6.845
500000
.252 5.093
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
Abundance TIC: BF134137.D\data.ms
9.198
2500000 12.974
2000000 10.675
1500000
8.122 9.880 11.374
1000000
500000
10.59 12-529%2.827
.728 . ) 1331304
o o] T sosos
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134137.D\data.ms
2500000
2000000
1500000
1000000 14.033
500000
0 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\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.140 47.32 ng 1525000 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (2.140 min): BF134137.D\data.ms (-4) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
R RARRREERE
‘ Lg 0 ‘ 2.202.302.402.50
Ob oo b 208 m/z 43.0@  45.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 R R R R R N
43.0 2.202.302.402.50
' 87.0 m/z 54.95 30.74%
29.0
\‘ \‘\“ Lgo ‘ |
O\‘H\HHH‘\H\‘HH“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.15%
27.0
0 112.0 129.0
T T T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R AREARREARES SRS
73.0 2.202.302.402.50
m/z 41.05 15.20%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e D
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.52 ng 81126  1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 39
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 16
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 511 (5.093 min): BF134137.D\data.ms (-507) (-) m/z 42.95 100.00%
43.0
5000
101.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ ‘ 4.80 5.00 5.20 5.40
Ol edl e 2979 miz s9.08  57.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\‘\\\\‘\\\\‘\\\\’\/\\\\
4.80 5.00 5.20 5.40
m/z 101.10 17.33%
15.0 ‘ 101.0
0\\\‘\‘\‘M\\“M\\}‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
e EARRsEEEs R
4.80 5.00 5.20 5.40
5000 m/z 57.95 13.49%
15.0 730 1010
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester R R RSEERRNEEEES e
43.0 4.80 5.00 5.20 5.40
m/z 40.95 11.25%
5000
101.0
it 1 O
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41

Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Humulene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.728 2.20 ng 97303  Acenaphthene-dile 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Humulene

C15H24

2 1,4,7,-Cycloundecatriene, 1,5,9,... 204 C15H24
3 Linalyl acetate
4 Hexanoic acid, 1-ethenyl-1,5-dim... 252 C16H2802

196 C12H2002

006753-98-6 96
1000062-61-9 96
000115-95-7 72
007779-23-9 64
000123-35-3 60

5 .beta.-Myrcene 136 C10H16
Abundance Scan 1299 (9.728 min): BF134137.D\data.ms (-1290) (-)
5000
410 121.1
67.1 147.1
204.1
01 ‘Wﬂ‘wu‘l‘wh‘u“wu‘d‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80087: Humulene
93.0
41.0
5000
121.0
67.0 ‘ 1470
0' T ‘ \H}‘\ \“‘\ T \‘\‘ ‘ \‘} TT “ \]-\7\\5.‘(\)\ \2\(‘)\‘4’\'\0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93.0
5000
121.0
147.0
410 67.0 204.0
0 175.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71359: Linalyl acetate
93.0
43.0
5000
69.0 121.0
0180, | |l 10 1m0
m/z--> 20 40 60 80 100 120 140 160 180 200

m/z

93.10 100.00%

k

I
9.50 10.00

m/z

80.10  38.78%

)

o ‘
9.50 10.00

m/z

121.10 30.32%

/\r\ A A

9.50 10.00

m/z

41.05 24.10%

T
9.50 10.00

m/z

91.10  22.12%

9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.598 4.22 ng 186102  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 50
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 50
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 50
Abundance Scan 1447 (10.598 min): BF134137.D\data.ms (-1443) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
T
10 50 11.00
152.1
O vl ety e 2280 TS mjz 77.00 62.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
10 50 11.00
51.0 m/z 182.10  50.15%
o210 | 1o 1820
\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
77.0 —
10 50 11.00
5000 m/z 50.95 27.39%
51.0
0 27.0 150.0
L I e AL W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- —r ‘
105.0 10.50 11.00
m/z 50.00 9.06%
5000 77.0
51.0 178.0
0 270 | 133.0152.0 ]
e e e e e b o
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\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.904 8.30 ng 382435  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 1669 (11.904 min): BF134137.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.2 T
L | H‘ 157118521 5554 12.00
Y — H\“ u“l“l‘ bbbt b SET myz 73.080 92.43%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 1
129.0 12.00
213.0 m/z 60.00 88.49%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0 T
12.00
5000 129.0 m/z 57.05 77.69%
185.0
228.0
101.0
0 15.0 157.0
AN RRERS Lo o e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126202: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.00 76.42%
5000
129.0 242.0
199.0
| I
O brrrpebeall LAl N o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 11
R.T. EstConc Area Relative to ISTD R.T.
12.692 2.19 ng 101008 Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 1803 (12.692 min): BF134137.D\data.ms (-1800) (- m/z 43.05 100.00%

43.0
5000

3.0 129.1
2412 T T T T T T
m ‘ 185.1 ‘ 284.1 12.50 13.00
0 \“\ h‘h\ Mh“ ‘“H‘J“M‘“c“‘“““‘w“‘““‘}“““ W‘ ;H\M“M : H‘H e m/z 72.95 93.78%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T T T

12.50 13.00
m/z 57.05 80.21%

29. ‘ 185.0 547  284.0
o! ‘“‘“h“““““‘\“\H\‘HH“H\‘\‘HH‘\H
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 256.0

T
12.50 13.00
5000 m/z 55.05 77 .55%

129.0
83.0 213.0
171.0
QSRR 18 ) VA N A ——
miz—-> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— —
43.0 12.50 13.00

m/z 60.00 77.16%

5000 284.0
3.0 129.0
H ‘ ‘ 1850 2410
0 m! u‘H M\ oyl | ‘ Ll ‘ 372.1
R o I B B e R

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.70 ng 243973  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 2008 (13.898 min): BF134137.D\data.ms (-2002) (- m/z 43.10 100.00%
43.1; 83.0
5000
FZS 1 13‘56 14.00
' 185.0 2313 302.1 : :
oLt il “, bl 0L ETR 208057 m/z S5.00  97.93%
miz-> 50 100 150 200 250 300
Abundance #104594: Cyclohexadecane
55.0
97.0
5000 T
13.50 14.00
m/z 57.05 94.93%
H 390 224.0
O T ‘\ \ ‘ \ \ “ \ \ “ T \ \ \ “ T \‘ L ‘ T T T 7T ‘ T T
miz-> 50 100 150 200 250 300
Abundance
57.0
— ——
97.0 13.50 14.00
5000 m/z 83.05 91.28%
0240 1390 1820 2240 2800
T T e
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 69.10 74.66%
h i WM,M/\JWW
20l || Li A ‘ 1390 1820 2230 2800
gy e Al — — —
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\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.174 3.23 ng 87733  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 95
3 Tricosane 324 (C23H48 000638-67-5 90
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2225 (15.174 min): BF134137.D\data.ms (-2222) (-} ' m/z 57.10 100.00%
57.1
5000 MJ\/\AA‘/
— —
268.1
‘ ‘ ‘ ‘ ‘ 141.0 207.1 3261366 15.00 15.50
ol bbb b b iaitn b WTRR900 T Ty7 43,05 68.68%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
15.00 15.50
9.0 m/z 71.10 66.58%
o150 L |l 11018302050 2060
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
15.00 15.50
5000 m/z 85.10 43.80%
99.0
0 141.0 183.0 225.0 268.0
T e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane T —
57.0 15.00 15.50
m/z 41.00  25.97%
- MMMN
324.0
‘ ‘ | \ \}410183022502670
ob—— bl b Ly S e e
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\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9
R.T. EstConc Area Relative to ISTD R.T.
15.410 2.38 ng 64677  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 87
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
3 Perylene 252 C20H12 000198-55-0 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 76
Abundance Scan 2265 (15.410 min): BF134137.D\data.ms (-2262) (- m/z 252.10 100.00%
252.1
5000
126.0 iS%d
830 | [ 195.0 340.1 :
0520830 L ARD L ML 2981 3801 ) Jse.es  27.80%
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene
252.0
5000 R
15.50
126.0 m/z 253.05 20.61%
O 83'0 H ‘“\ 200'0\ i
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
—
15.50
5000 m/z 126.00 11.37%
126.0
69.0
R
m/z--> 50 100 150 200 250 300 350
Abundance #138550: Perylene —
252.0 15.50
m/z 251.10 10.67%
5000
126.0
0390 84.0 m\“ 163.0200.0 | AﬁWWWﬂ
e e e T o ch
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.033 4.06 ng 110257  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Pentacosane 352 (C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 86
Abundance Scan 2371 (16.033 min): BF134137.D\data.ms (-2367) (-} | m/z 57.05 100.00%
57.0
16.00 |
ol “M “‘ h“‘ H LESEL L 2amd 8181 L, 7110 61.81%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 —— ‘
16.00
m/z 43.10 61.56%
L \ | 14101830  254.0
O\‘\\“\‘“H\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
1 \
16.00
5000 m/z 85.10 47 .39%
99.0
0 141.0 183.0 225.0 295.0 352.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 16.00
m/z 55.00 24.30%
ol L L M | 14101830 225.0 267.0 309.0 _367.
i b I B AL I H e B —
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Cholestane-3,6-diol, (3.bet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.127 18.68 ng 507137  Perylene-d12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestane-3,6-diol, (3.beta.,5.... 404 C27H4802 041083-77-6 74
2 24-Cholanoic acid, 3-hydroxy-12-... 404 C25H4004 028050-47-7 40
3 Benzene, 1-nitro-2-hydroxy-4-(p-... 249 C12H8FNO4 189214-56-0 35
4 6-(3,4,5-Trimethoxyphenyl)-1,5-d... 250 C13H18N203 1000443-58-0 35
5 2-Methoxy-6-methyl-4-phenyl-quin... 250 C16H14N20 1000317-63-5 30
Abundance Scan 2557 (17.127 min): BF134137.D\data.ms (-2550) (- m/z 249.15 100.00%
249.2
43.0
5000 1071
181.1
389.3 ey e
17.00 17.50
2911
ol 341 m/z 250.15  59.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #305115: Cholestane-3,6-diol, (3.beta.,5.alpha.,6.alpha.,]
55.0
5000
17.00 17.50
m/z 43.00 56.13%
O T \““\‘
m/z--> 100 150 200 250 300 350 400
Abundance
55.0
404'( T ‘ T T ‘ T
121.0 231.0 17.00 17.50
5000 m/z 81.05 51.78%
163.0 289.0331.0
(o LRSI LR R N T P ST TR e
m/z--> 50 100 150 200 250 300 350 400
Abundance #134125: Benzene, 1-nitro-2-hydroxy-4-(p-fluorophenoxy 7 —
249.0 17.00 17.50
m/z 55.10 50.91%
o M‘/\MM
95‘ .0 149. O191 0
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134137.D

Acqg On : 07 Jul 2023 14:41
Operator : CG\JU

Sample : 03393-01

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.140 47.3 ng 1525000 1 6.845 644537 20.0
2-Pentanone, 4-... 5.093 2.5 ng 81126 1 6.845 644537 20.0
Humulene 9.728 2.2 ng 97303 3 9.880 882785 20.0
Benzophenone 10.598 4.2 ng 186162 3  9.880 882785 20.0
n-Hexadecanoic ... 11.904 8.3 ng 382435 4 11.374 921763 20.0
Octadecanoic acid 12.692 2.2 ng 101008 4 11.374 921763 20.0
Cyclohexadecane 13.898 5.7 ng 243973 5 14.033 856708 20.0
Heneicosane 15.174 3.2 ng 87733 6 15.539 543003 20.0
Perylene 15.410 2.4 ng 64677 6 15.539 543003 20.0
Octadecane 16.033 4.1 ng 110257 6 15.539 543003 20.0
Cholestane-3,6-... 17.127 18.7 ng 507137 6 15.539 543003 20.0
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