LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129375.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.422 358 363 366 rBV 64496 80618 1.07% ©0.181%
2 5.104 477 479 485 rBV 146754 161855 2.16% 0.364%
3 5.475 538 542 543 rBV 148773 134977 1.80% ©0.304%
4 5.504 543 547 550 rVB 2878995 2706043 36.07% 6.090%
5 6.051 636 640 643 rBV 248225 203520 2.71% 0.458%
6 6.340 685 689 693 rVB 297613 227028 3.03% 0.511%
7 6.504 714 717 724 rVB 1937604 1681219 22.41% 3.783%
8 6.563 724 727 730 rVB 116167 93977 1.25% 0.211%
9 6.881 777 781 785 rBV 1716643 1418553 18.91% 3.192%
10 7.063 808 812 815 rVB 1092428 942319 12.56% 2.121%
11 7.128 819 823 826 rVB 186790 159710 2.13% 0.359%
12 7.216 832 838 844 rVB3 62289 79490 1.06% 0.179%
13 7.416 868 872 873 rBV 454445 415845 5.54%  0.936%
14 7.451 873 878 881 rVB 4770461 4715954 62.87% 10.613%
15 7.645 908 911 914 rVB 293374 238549 3.18% 0.537%
16 7.834 936 943 949 rBV 298205 268886 3.58% 0.605%
17 7.898 950 954 958 rvv2 586281 515836 6.88% 1.161%
18 8.163 990 999 1003 rBV 2126270 1918402 25.57% 4.317%
19 8.975 1133 1137 1142 rBV2 105751 100346 1.34% 0.226%
20 9.245 1176 1183 1186 rBV 7919481 7501389 100.00% 16.881%

21  9.922 1294 1298 1302 rBV 2342496 1982162 26.42%
22 10.716 1428 1433 1436 rBV 4597295 4293009 57.23%
23 11.416 1548 1552 1555 rVB 1999347 1754490 23.39%
24 11.798 1614 1617 1619 rVB 183350 158179 2.11%
25 11.910 1632 1636 1638 rBv2 74393 108050 1.44%

oo wuwh
©
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I
S

26 11.939 1638 1641 1648 rVB 759443 732055 9.76%
27 12.510 1734 1738 1749 rBV 2159766 2426601 32.35%
28 12.722 1771 1774 1780 rBV 271835 294910 3.93%
29 13.004 1817 1822 1825 rBV 5944915 5634474 75.11%
30 13.516 1906 1909 1914 rBV 466373 489402  6.52%

[Eny
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»
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31 13.916 1974 1977 1984 rBV 330314 488986 6.52%
32 14.063 1998 2002 2005 rBV 1239197 1152887 15.37%
33 14.904 2142 2145 2152 rVB 158358 167254  2.23%
34 15.557 2251 2256 2264 rVB 957390 1189381 15.86%

NONBE
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R

Sum of corrected areas: 44436356
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 27 Jul 2022 14:13
: CG\JU
: N3861-06

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
BF129375.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.104 2.28 ng 161855 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 479 (5.104 min): BF129375.D\data.ms (-477) (-) m/z 43.00 100.00%
3.0
59.0
5000
10L.0 4.80 5.00 5.20 5.40
| i 83.0 GRS 2R
Ol bl e e m/z 59.@5  57.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 H‘HH‘A\\H,HH‘H"H‘
4.80 5.00 5.20 5.40
59.0 m/z 101.08  17.62%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R O S RRRRREREES
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.10%
20.0 101.0
o B0 Ll 730 850
R B L R RRREEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- EREmEaRE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.90%
5000
41.0
20.0 101.0
ol bl 730 800 | S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 3 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.340 3.20 ng 227028 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 N-Isobutyl(phenyl)methanesulfona... 227 C11H17NO2S 144615-94-1 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 53
Abundance Scan 689 (6.340 min): BF129375.D\data.ms (-685) (-) m/z 91.00 100.00%
91.0
5000
120.1 e EEEEAN LS
390 9290 6.00 6.20 6.40 6.60
Okt bbb m/z 120.10 22.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10702: Benzene, propyl-
91.0
5000 “\AA,A
6.00 6.20 6.40 6.60
120.0 m/z 65.00 11.74%
39.0 65.0
O H\‘\‘\H“‘\\“\\“\‘\H“‘\\‘!\‘\‘H\“\H\‘HH’\H\‘HH‘HH’\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123893: 1,2-Ethanediamine, N,N'-bis(phenylmethyl)-
91.0 A/A
120. 6.00 6.20 6.40 6.60
5000 m/z 92.10 9.80%
30.0 65.0
0 L] 14901740 207.0 240.
R L e R e e RARRARSaZsRSY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 )\
Abundance #129554: Phenethylamine, N-benzyl-p-chloro- ““H““‘W“‘AW“‘
91.0 6.00 6.20 6.40 6.60
m/z 78.10 6.02%
120.0
5000
65.0
28.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.063 13.29 ng 942319  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Deltacyclene 118 C9H1e 007785-10-6 72
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 59

Abundance Scan 812 (7.063 min): BF129375.D\data.ms (-808) (-) m/z 117.05 100.00%

117.1
5000
e ARRRmamas L
300 630 9L.0 6.80 7.00 7.20 7.40
O P 0 | g0 | ;
Ot et e e e e m/z 118.10 54.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 R ARERRARE RS ERS S
6.80 7.00 7.20 7.40
m/z 115.00 32.50%
300 630 91.0
0 0 9T 0 770 104.0 ||,
H‘\H\‘\\H‘HH‘HH‘HH‘\H\‘\\H‘\H\‘\\H‘HH‘\\H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0
 ARAAmBESS L
6.80 7.00 7.20 7.40
5000 m/z 91.00 14.97%
39.0 91.0
65.0 78.0 ‘
oH_HWm_";Mm?ﬁ;‘?wmHu,mm%-m_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 6.80 7.00 7.20 7.40
m/z 62.95 7.26%
5000 91.0
390 650 780
Ot 280, 2O T oo L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1,3-diethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.128 2.25 ng 159710  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 94
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
4 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 86
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 83
Abundance Scan 823 (7.128 min): BF129375.D\data.ms (-819) (-) m/z 119.10 100.00%
105.1119.1
5000 134.1
g 910 SN | 157 L
51.0 : ‘ 6.80 7.00 7.20 7.40
Obeyrreerrerirrre el il M b wjz 105.10  98.60%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
105.0119.0
5000 134.0
6.80 7.00 7.20 7.40
290 770 91.0 m/z 134.05 45.73%
U O
O \’\H‘\“\H\“\H\i‘“\H‘\‘\‘H‘\HH‘HH‘HH‘\H\\‘H‘\‘\‘HH‘H‘H‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.
105.0 -0 A
R EmaRT EEE S
6.80 7.00 7.20 7.40
5000 134.0 m/z 90.95 24.65%
91.0
270 410 30 " -
Ottt et e e et
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 15.99%
5000
134.0
39.0 91.0
T Chente
0‘,H‘wu‘WMHWNH‘_W‘_‘H_‘H‘HH‘MUWHUW‘HW‘H‘_‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 6 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.645 2.49 ng 238549  Naphthalene-d8 8.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 CleHi4 000527-53-7 96
4 o-Cymene 134 CleHi4 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
Abundance Scan 911 (7.645 min): BF129375.D\data.ms (-908) (-) m/z 119.05 100.00%
119.1
5000 134.1
1.
390 650 o ‘ 0 7.40 7.60 7.80 8.00
0 et e W Tz 134,05 44.58%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 1340 /;\\\\\‘\A\\\‘\\\\‘\\\\‘\\\
7.40 7.60 7.80 8.00
m/z 91.00 16.50%
39.0 91.0
1o 7 80 ] L
Ok T \‘\ T “\ \“1‘\ ‘H“\ T \H‘ T ‘W\ \‘1“‘ T \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 10.28%
39.0 9o
: 65.0
ST PR VI I
m/z--> 20 40 60 80 100 120 140 ﬂ
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- SLPUPAY AV SR AN L,
119.0 7.40 7.60 7.80 8.00
m/z 133.00 8.24%
134.0
5000
41.0 91.0 M AA
0 “w‘M“‘ﬂ‘WM?%Q"M“L“W“Nw“J\“‘ 11N POV LSO T
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 7 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.834 2.80 ng 268886  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
3 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
Abundance Scan 943 (7.834 min): BF129375.D\data.ms (-936) (-) m/z 117.00 100.00%
117.0
5000 132.1
510 oo 91.0 ‘ ‘ 7.60 7.80 8.00 8.20
0 7260 L il myz 132,05 38.42%
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 1320 L L I L L B B B
7.60 7.80 8.00 8.20
m/z 115.00 25.62%
390 650 ‘ ‘
0 \\\2‘4\..9\\““\\“U\“‘U\\‘\“\\\\ ‘\‘\\H’\‘“‘\‘\‘\
miz--> 20 4 60 8 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
7.60 7.80 8.00 8.20
m/z 131.05 22.32%
5000 132.0 /
39.0 65.0 ‘
) AN N O T m S A— “H, (-
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 7.60 7.80 8.00 8.20
m/z 90.95 13.24%
- 1 M
91.0
51.0
2 S AT N NP | Y {BVNIRErlY B
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.898 5.38 ng 515836  Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
Abundance Scan 954 (7.898 min): BF129375.D\data.ms (-950) (-) m/z 117.10 100.00%
117.1
5000 132.1
91.0
510 141 ‘ ‘ 7.60 7.80 8.00 8.20
oH‘HwH_m“umi‘w”WM‘,m'c%‘Hw‘HH‘mWlhm!‘wlu,” m/z 132.05 37.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 1320 L L B L L AL
7.60 7.80 8.00 8.20
m/z 114.95  28.37%
390 50 910 ‘ ‘
0 \\‘\\H‘ﬂ-\p‘\H\‘“\\\\}‘\H\H‘1‘“\\’\i‘\h‘H\\“\\\\‘WH‘HH’H\‘M\‘\H’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
e f A
7.60 7.80 8.00 8.20
5000 132.0 m/z 119.10 22.79%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- A AR EmaS
117.0 7.60 7.80 8.00 8.20
m/z 131.05 18.41%
5000 132.0
390 g5 910 ‘ ‘ /\A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13

Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
11.939 8.34 ng 732055 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 1641 (11.939 min): BF129375.D\data.ms (-1638) (- m/z 73.00 100.00%
73.0
43.0
5000
=
12.00
0! m/z 60.00 85.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T i
213.0 1£00
171.0 m/z 43.05 83.26%
(ORE ] \‘\‘\ \W\ \H!H T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
——
43.0 12.00
5000 129.0 m/z 57.05 69.61%
171.0
214.0
obrrbedidl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 66.83%
5000 129.0
‘ 199.0 2420
O‘H_k“MJM‘ 18, —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Ethyl 4-acetylbenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.510 27.66 ng 2426600  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl 4-acetylbenzoate 192 C11H1203 038430-55-6 50
2 Silane, methyldiisopropoxymethoxy- 192 C8H2003Si 1000416-18-5 46
3 Spiro[cyclopenta[d]-1,3,2-dioxab... 206 C12H19B02 062238-26-0 45
4 trans-N,N'-Diferuloylputrescine 440 C24H28N206 042369-86-8 38
5 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 38
Abundance Scan 1738 (12.510 min): BF129375.D\data.ms (-1734) (- m/z 177.10 100.00%
177.1
5000 45.0 A\
91.0 133. T ‘
oL s ey
ob e Ll w2288 2641 SR 0 45 05 43.53%
miz--> 50 100 150 200 250 300
Abundance #66322: Ethyl 4-acetylbenzoate
177.0
5000 —=
12.50
43.0 m/z 147.05  39.23%
76.0 1210
O \‘\ H\ ‘\ "h \‘L\“h\ \‘ ‘H‘\ ‘\‘ T ‘i \‘\ T \“ L ‘ L L ‘ L
miz--> 50 100 150 200 250 300
Abundance #67305: Silane, methyldiisopropoxymethoxy-
177.0
RN \
12.50
5000 m/z 91.00 16.96%
91.0 133.0
m/z--> 50 100 150 200 250 300
Abundance #82446: Spiro[cyclopenta[d]-1,3,2-dioxaborin-4(5H),1'-cy ——
177.0 12.50
m/z 133.05 16.74%
5000
41.0 ‘ 121.0 ‘
e e —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 11 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.722 3.36 ng 294910  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1774 (12.722 min): BF129375.D\data.ms (-1771) (- m/z 43.05 100.00%
3

43.0
5000 129.0
83.0
185.1 2412 T
50 10

—
‘ | 284.1 12.50 13.00
] NP YT P N O TSSO W m/z 73.00 99.62%

m/z--> 0 150 200 250 300
Abundance #179090: Octadecanoic acid
43.0

5000 - —
12.50 13.00
830 1290 284.0 m/z 57.16  88.05%
1850 2410
ok, “\‘ MM A [ ‘\ e \’ - “ e A —
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
45,0 12:50 13.00
5000 129.0 m/z 60.00  86.95%
185.0
228.0
oL, ‘\“ MLLJ‘U ;M‘\‘h; “‘\H“ At “u S
miz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid — ——
43.0 12.50 13.00
m/z 55.00 77 .40%
5000
ao 1290 2420
199.0
oL, ‘\ WH J‘M\ﬂhw M ae0 R
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknownl13.516 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.516 8.49 ng 489402  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 7,7-Dimethyl-3,6,8,11-tetraoxa-7... 236 C10H2404Si 1010375-89-2 22
2 Tricyclo[3.1.0.0(2,4)]hex-3-ene-... 183 C7H5N 103495-51-8 22
3 2-(1-Hydroxyethyl)-2-methyl-1,3-... 148 C6H1202S 107903-37-7 16
4 Bicyclo[2.2.2]octa-2,5-diene-2-c... 131 C9HSN 039863-23-5 12
5 Disiloxane, pentamethyl-2- propenyl 188 C8H200Si2 007087-19-6 10
Abundance Scan 1909 (13.516 min): BF129375.D\data.ms (-1906) (- m/z 103.00 100.00%
103.0
45.0
5000
177.1
R \
13.50
352.2
0 ’\\\2636429 m/z 45.00  65.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117752: 7,7-Dimethyl-3,6,8,11-tetraoxa-7-silatridecane
147.0
5000 I ‘
75.0 13.50
m/z 147.05 58.05%
5 221.0
O \\‘Tﬂ“‘\‘\‘\‘\N\HT‘WH\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #5222 Tr|cyc|0[3 1.0.0(2,4)]hex-3-ene-3-carbonitrile
108.
R \
13.50
5000 m/z 177.10 26.38%
50.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #26583: 2-(1-Hydroxyethyl)-2-methyl-1,3-oxathiolane —— ‘
103.0 13.50
430 m/z 133.05 15.21%
‘ ‘ 148.0
0 wwl I N —
m/z--> 50 100 150 200 250 300 350 400 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.916 8.48 ng 488986  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1977 (13.916 min): BF129375.D\data.ms (-1974) (- m/z 55.10 100.00%
>3.1 B7.0
5000
14.00
39.1 :
ol A “H\ ! % LieLl 281 3081 869. L, g3.05 99.94%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 T
14.00
m/z 57.10 99.87%
0 ‘\ “‘\“ 1“ %\3“9“0\1\8\2\0‘ 2\2\4\q T \2\89.\0‘ L
miz--> 50 100 150 200 250 300 350
Abundance #248981: 1-Heneicosyl formate
57.0
7.0 e
14.00
5000 m/z 43.05 96.28%
ol L0 120220 2240 300 JJL
m/z--> 50 100 150 200 250 300 350
Abundance #179255: n-Nonadecanol-1 T
43.0 83.0 14.00
m/z 97.05 87.18%
5000
ﬂzs.o
AITRIIRNOE. S0 - -
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acq On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.904 2.81 ng 167254  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 64
3 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 50
4 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 50
5 Furan, 3-(4-methyl-3-pentenyl)- 150 C10H140 000539-52-6 50
Abundance Scan 2145 (14.904 min): BF129375.D\data.ms (-2142) (-] m/z 69.10 100.00%
69.1
5000 JW
——
’ 137.0 1801 15.00
ol iy ddy 1891 25903071 3900 ., 105 51.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.10  23.21%
137.0
0279 4l y ] 1910 2730 3410 4104
\\\’\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #285015: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1-
69.0
——
15.00
5000 m/z 95.05 13.54%
J 136.0
189.0
027 \ ,‘H_ | ‘\!m L \“u‘ I ‘u\\“ [ -7 2380 3070 3760
m/z--> 50 100 150 200 250 300 350 400
Abundance #12172: 2,6-Octadiene, 4-methyl- ——
69.0 15.00
m/z 68.00 12.32%
5000
27.
o lidd. 20 ——
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072722\
Data File : BF129375.D

Acqg On : 27 Jul 2022 14:13
Operator : CG\JU

Sample : N3861-06

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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-... 5.104 2.3 ng 161855 1  6.881 1418550 20.0
Benzene, propyl- 6.340 3.2 ng 227028 1 6.881 1418550 20.0
Indane 7.063 13.3 ng 942319 1 6.881 1418550 20.0
Benzene, 1,3-di... 7.128 2.3 ng 1597106 1  6.881 1418550 20.0
Benzene, 1,2,3,... 7.645 2.5 ng 238549 2 8.163 1918400 20.0
1H-Indene, 2,3-... 7.834 2.8 ng 268886 2 8.163 1918400 20.0
Benzene, 1l-ethe... 7.898 5.4 ng 515836 2 8.163 1918400 20.0
n-Hexadecanoic ... 11.939 8.3 ng 732055 4 11.416 1754490 20.0
Ethyl 4-acetylb... 12.510 27.7 ng 2426600 4 11.416 1754490 20.0
Octadecanoic acid 12.722 3.4 ng 294910 4 11.416 1754490 20.0
unknown13.516 13.516 8.5 ng 489402 5 14.063 1152890 20.0
3-Eicosene, (E)- 13.916 8.5 ng 488986 5 14.063 1152890 20.0
Supraene 14.904 2.8 ng 167254 6 15.557 1189380 20.0
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