LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc :

ALS Vvial : 14 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128379.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.181 146 152 158 rBV 80841 140456 4.51% 0.691%
2 3.699 234 240 249 rVB6 15312 33981 1.09% 0.167%
3 4.375 350 355 359 rBV 100349 116043 3.73% 0.571%
4 4.463 365 370 375 rvB2 111182 150145 4.82% 0.739%
5 5.334 515 518 525 rVB 85200 88592 2.85% 0.436%
6 5.481 539 543 553 rVB 1205554 1213471 38.99% 5.973%
7 6.487 711 714 721 rBV 865226 837911 26.92% 4.124%
8 6.534 721 722 731 rVB2 34568 39625 1.27% 0.195%
9 6.675 743 746 755 rBV4 48561 101806 3.27% 0.501%
10 6.857 773 777 783 rBV 648631 564453 18.13% 2.778%
11 6.916 783 787 793 rVB2 54989 57829 1.86% ©0.285%
12 7.034 800 807 810 rBV 374743 413078 13.27% 2.033%
13  7.116 814 821 828 rVV3 176798 376096 12.08%  1.851%
14 7.187 831 833 839 rVB 63356 58281 1.87% 0.287%
15 7.245 839 843 849 rBV2 37674 42563 1.37% 0.210%
16 7.387 857 867 868 rBV2 95630 115490 3.71% 0.568%
17 7.428 868 874 877 rVV 2096088 2508124 80.58% 12.345%
18 7.475 879 882 890 rVV2 370288 635418 20.41% 3.128%
19 7.557 890 896 900 rvv3 187161 282711 9.08% 1.392%
20 7.622 904 907 909 rVW 67067 67738 2.18% ©.333%
21 7.645 909 911 915 rW 53603 44037 1.41% 0.217%
22 7.710 915 922 928 rVB2 168967 205401 6.60% 1.011%
23 7.816 937 940 945 rVB4 31239 48307 1.55% 0.238%
24 7.869 945 949 951 rBV2 84294 85825 2.76% 0.422%
25 7.975 964 967 970 rBv3 46244 41982 1.35% 0.207%
26 8.069 977 983 987 rBV5 32181 43658 1.40% 0.215%
27 8.139 987 995 998 rBV 834697 778737 25.02%  3.833%
28 8.204 1004 1006 1011 rVBS5 29427 43448 1.40% 0.214%
29 8.334 1024 1028 1033 rBVS5S 36049 51118 1.64% 0.252%
30 8.410 1039 1041 1047 rVB4 32441 57366 1.84% 0.282%
31 8.516 1053 1059 1064 rVB5 30425 46186 1.48% 0.227%
32 8.857 1113 1117 1123 rBV7 20248 44812 1.44% 0.221%
33 8.951 1127 1133 1136 rBV 86358 96428 3.10% 0.475%
34 9.216 1173 1178 1181 rBV 3462215 3112513 100.00% 15.320%
35 9.322 1192 1196 1200 rBV2 29740 37713 1.21% 0.186%
36 9.410 1209 1211 1219 rVB2 50478 55917 1.80% 0.275%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS Vvial : 14 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.557 1232 1236 1241 rVB6 24341 34153 1.10% 0.168%
38  9.610 1242 1245 1248 rVV 409271 299246  9.61% 1.473%
39 9.810 1274 1279 1284 rVB2 40458 50959 1.64% 0.251%
40 9.898 1290 1294 1297 rBV 952010 790123 25.39% 3.889%
41 10.216 1344 1348 1354 rBV8 17657 36181 1.16% 0.178%
42 10.692 1425 1429 1442 rBV 2062405 1916390 61.57% 9.433%
43 11.392 1544 1548 1551 rBV 831693 730013 23.45%  3.593%
44 11.910 1633 1636 1640 rBv2 71183 71594  2.30% ©.352%
45 12.980 1813 1818 1821 rBV 2623966 2377492 76.38% 11.702%
46 13.886 1966 1972 1979 rBV2 73574 122643 3.94% 0.604%
47 14.039 1994 1998 2002 rBV 552226 484095 15.55%  2.383%
48 14.139 2012 2015 2019 rVB 71325 68880 2.21% 0.339%
49 14.792 2123 2126 2131 rVB 39247 44166 1.42% 0.217%
50 15.133 2181 2184 2189 rVB 43432 47229 1.52% 0.232%
51 15.527 2245 2251 2259 rVB 422651 552467 17.75% 2.719%
52 15.957 2319 2324 2329 rVB2 34929 53247 1.71% 0.262%

Sum of corrected areas: 20316137
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Data Path :
Data File :
Acqg On
Operator
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ALS vial
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: N2943-15
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
BF128379.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

TIC: BF128379.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-Butanol, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.181 4.98 ng 140456 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83

2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 83

3 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 50

4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50

5 3-Heptanol 116 C7H160 000589-82-2 40

Abundance Scan 152 (3.181 min): BF128379.D\data.ms (-146) (-) m/z 59.10 100.00%

59.1

F

5000
41.1 87.1
T
‘ ‘ ‘} ‘ 2.80 3.00 3.20 3.40 3.60
Ot T2L L m/z 87.10  26.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5047 2-Butanol, 2,3-dimethyl-
59.0
5000 L L L BLAL I B L
870 2.80 3.00 3.20 3.40 3.60
41.0 ' m/z 41.10 24.88%
0\\‘\\\\‘\Z\Z\.‘?\\H“‘\‘\‘\\‘\\\‘{i\\H“\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 43.10 21.90%
45.0
87.0
31.0
50 10l
Ottt e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15493: 2-Butanone, 3-ethoxy-3-methyl- A RARRREE RS

59.0 2.80 3.00 3.20 3.40 3.60
m/z 69.10 20.03%

5000
43.0 87.0

—

0 1l 1730 101.0 115.0
& £ LA SR /S i

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-Hexanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.375 4.11 ng 116043 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 53

2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 53

3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
4 2-Pentanol, 3-ethyl-2-methyl- 130 C8H180 019780-63-3 47

5 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 45
Abundance Scan 355 (4.375 min): BF128379.D\data.ms (-350) (-) m/z 59.10 100.00%

59.1
45.0
5000
1011
A Rmaan R TS na
83.0 4.00 4.20 4.40 4.60
Y 1 O Y A .2 m/z 57.10  63.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
5000 LI L L L L B N L
4.00 4.20 4.40 4.60
101.0 m/z 45.05 54.49%
G T 830
0\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
o ARmmEEEE s S
4.00 4.20 4.40 4.60
5000 m/z 41.10 37.02%
43.0 101.0
9 bl me ]
o"""‘_‘m"Hw"‘Mw‘u::\H""H‘_MH_MW_HW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A
59.0 4.00 4.20 4.40 4.60

m/z 43.05 30.35%

5000
41.0
0 1Ll 730 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 unknown4.463 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.463 5.32 ng 150145 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 38
2 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 38
3 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 38
4 Pivalic acid vinyl ester 128 C7H1202 003377-92-2 37
5 3-Heptanone 114 C7H140 000106-35-4 32
Abundance Scan 370 (4.463 min): BF128379.D\data.ms (-365) (-) m/z 57.05 100.00%
57.0
5000
41.0
R AAEERERREESSNE LS
‘ 71.0 850 101.1114.1 4.20 4.40 4.60 4.80
Ol b e - m/z 41,05 30.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9260: Butanoic acid, 3,3-dimethyl-
57.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
41.0 4.20 4.40 4.60 4.80
- m/z 45.05 17.83%
O TT ‘ TTTT ‘ T \M "\ TT \“ T ‘ \‘1‘} 1 1 T \\79-\9\ \8‘:\3\.\0\ ‘ T \]\.\()“]1-.\(\)\ ’]-\J\-\G\.‘O\ T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4868: Propanoic acid, 2,2-dimethyl-
57.0
R AREEARRE SR L
4.20 4.40 4.60 4.80
5000 41.0 m/z 39.05 8.10%
27.
0 k ‘m\‘ Al 73.0 870 102.0
e e e R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8582: 3-Pentanone, 2,2-dimethyl-
57.0 4.20 4.40 4.60 4.80
m/z 101.10 7.84%
5000 29.0
114.0
85.0
0,4L°7,1°990,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.675 3.61 ng 101806 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 50
2 Mesitylene 120 C9H12 000108-67-8 50
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 49
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 49
5 Trimethylsilyl methyl sulfide 120 C4H12SSi 003908-55-2 47
Abundance Scan 746 (6.675 min): BF128379.D\data.ms (-743) (-) m/z 105.10 100.00%
105.1
5000 1201
43.0 73.0 88.0
N EARNEEERE
H 59"0 ‘ | ‘ 6.40 6.60 6.80 7.00
Obrperreprrepeegtregi i b bl nyz 120,10 38.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0
6.40 6.60 6.80 7.00
39.0 770 910 m/z 88.00 27.72%
63.0 ‘ '
O \\’\\\\’2\\5\.‘(\)’\H‘\"‘\\H"‘U\H“‘\“\‘H‘\M1“\\H“‘}H\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
A R T
6.40 6.60 6.80 7.00
5000 120.0 m/z 43.05  26.20%
77.0
51.0 91.0
Obregrrrey 2 o8O i Ll il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10705: Benzene, 1,2,4-trimethyl- AT T T
105.0 6.40 6.60 6.80 7.00
m/z 73.00 25.17%
5000 120.0
28.0 77.0 91.0
. N O Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-BF052022.M Mon May 23 17:13:01 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 1H-Pyrazole, 4,5-dihydro-1,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.916 2.05 ng 57829 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 53
2 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 50
3 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 50
4 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 47
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 46
Abundance Scan 787 (6.916 min): BF128379.D\data.ms (-783) (-) m/z 83.05 100.00%
43.0 83.0
5000 56.0
08.1 R R e
‘ | 600 | 12‘7'1 6.60 6.80 7.00 7.20
0 Wm_"mwm‘;,w,‘mMH‘mH‘H‘ku}m_m m/z 43.05 86.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3460: 1H-Pyrazole, 4,5-dihydro-1,5-dimethyl-
83.0
42.0
5000 56.0 R R RREEE R
98.0 6.60 6.80 7.00 7.20
m/z 55.10 54.81%
27.0
O \‘\\}H}\\\\i‘\\\\‘\‘}\‘\’\\\\’.\\\\‘\1\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
SR T
28.0 6.60 6.80 7.00 7.20 .
m/z 56.05 41.65%
5000 56.0 /
3.0
0 w‘HU_‘HwM‘W‘NH,H‘W‘H‘_EH“H‘_‘H‘H‘W‘H‘_“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1456: 1H-1,2,4-Triazole, 3-methyl- R R L
83.0 6.60 6.80 7.00 7.20
42.0 m/z 41.05 39.41%
5000 56.0
27.0
0 ey A e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.034 14.64 ng 413078 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 53
5 Deltacyclene 118 C9H1e 007785-10-6 50
Abundance Scan 807 (7.034 min): BF128379.D\data.ms (-800) (-) m/z 117.10 100.00%
1171
5000
91.1
391 570 -, ‘ 6.80 7.00 7.20 7.40

oHWWww‘p”H;‘H“1‘:‘m,mu(‘mwwm,mwww m/z 118.10  54.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10179: Indane

117.0
5000 L L L L L B
6.80 7.00 7.20 7.40
390 cgg 91.0 m/z 115.10  33.85%
gLy o | |
0\H‘H-\\‘HM‘H\HHHM\H‘MH’\H‘H\\H“H\\‘\‘\H’HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10198: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 910 m/z 91.10  16.57%
51.0 65.0
0m‘m\‘%\7\"0\\”“uui‘um‘\‘\‘u,m‘!‘\m“lu\‘\‘m,ul\‘}\m‘uu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 57.05 11.09%
5000
91.0
39.0 5gp 77.0
0m‘m\‘m‘\‘\m“uu}‘h\‘!‘1‘\‘”,\1‘1‘1‘\M‘UH\‘1‘\”,”!\“””‘”” R e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Butyric acid, 2,2,3,3-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.116  13.33 ng 376096 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 50
2 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 42
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 40
4 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 37
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 37
Abundance Scan 821 (7.116 min): BF128379.D\data.ms (-814) (-) m/z 57.10 100.00%
57.1
p9.1 R
‘ ‘ H 6.80 7.00 7.20 7.40
0 M‘Mu““HH‘m‘_‘wm‘_m_ m/z 88.18  85.82%
mlz--> 50 100 150 200 250 300 350
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
5000
41.0 6.80 7.00 7.20 7.40
m/z 43.10 49.27%
O\“\‘i“““‘\w”\h\“‘\1\2?.\0|\\\\‘\\\\|\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
N ARAREERRRaEn
6.80 7.00 7.20 7.40
5000 m/z 41.10 44.91%
09.0
ol b Ay s0
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester R e A RARRE
43.0 88.0 6.80 7.00 7.20 7.40
m/z 73.05 31.94%
5000
0 “ I “ 135.0173.0 214.0  272.0 313.0 355.I
e e e
m/z--> 50 100 150 200 250 300 350 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Ethanone, 1-(2-methyl-1-cyc... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.187 2.07 ng 58281 1,4-Dichlorobenzene-d4 6.857

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 64
2 2,3,5-Trimethylcyclopent-2-enone 124 C8H120 1000427-08-7 52
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 50
4 Mequinol 124 C7H802 000150-76-5 49
5 2-Cyclopenten-1-one, 3,4,4-trime... 124 C8H120 030434-65-2 46

Abundance Scan 833 (7.187 min): BF128379.D\data.ms (-831) (-) m/z 109.10 100.00%

109.1
81.1
124.1
5000 56.1
41.1
96.1
‘ ‘ ‘ ‘ 6.80 7.00 7.20 7.40 7.60
OFrrrrrrr ":}‘Mm;“HH,W“;M:;M et m/z 81.10 72.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #12094: Ethanone, 1-(2-methyl-1- cyclopenten 1-yl)-
09.0
43.0
81.0
5000 124.0 R B e e
’ 6.80 7.00 7.20 7.40 7.60
m/z 124.05 60.81%
‘ 65.0
O \‘\\\\‘H\\‘\\HHl\‘\\’\\‘\‘\‘\\\‘\‘\\\\’H\\‘\\H}\\\\’H‘\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12052: 2,3,5-Trimethylcyclopent-2-enone
109.0
810 124.0 6.80 7.00 7.20 7.40 7.60
43.0 ' m/z 56.10  45.46%
5000 57.0
96.0
0 ‘_"‘W‘W‘HH;‘:‘H",H“1‘M‘m“‘H‘,m!‘_m}“m,“mw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11910: Phenol, 2-methoxy- M T
109.0 6.80 7.00 7.20 7.40 7.60
810 124.0 m/z 41.10  35.93%
5000
27.0 53.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35

Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Hexanoic acid, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.557 7.26 ng 282711  Naphthalene-d8 8.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Acetic acid, diethyl- 116 C6H1202 000088-09-5 53
3 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 40
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 40
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 896 (7.557 min): BF128379.D\data.ms (-890) (-) m/z 73.05 100.00%

73.0
5000
41.0
101.1
I ‘ ‘ | 7.20 7.40 7.60 7.80
0 m_m_“m il H_MH‘M‘H}“‘??‘_ m/z 88.10  80.80%
miz--> 20 60 80 100 120 140 160
Abundance #24100. Hexanoic acid, 2-ethyl-
88.0
5000 41.0 P T T T
7.20 7.40 7.60 7.80
m/z 41.05 37.37%
‘ 3 ‘ 116.0 /
15.0 ‘
O\\\‘\}\\\‘\\\‘\\\‘\‘\‘\\‘\\\‘!‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160
Abundance #9193.Acencadd,memyL
43.0 88.0
DT T
7.20 7.40 7.60 7.80
5000 m/z 57.10 36.01%
71,0
26 ‘ J
o
miz--> 20 40 60 80 100 120 140 160
Abundance #35335: Heptanoic acid, 2-ethyl-  RRRRRE L ey e o
88.0 7.20 7.40 7.60 7.80
m/z 55.05 23.03%
5000
41.0
7110
m/z--> 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 unknown7.710 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.710 5.28 ng 205401 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402 016466-24-3 43
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 42
3 3-Octanol 130 C8H180 000589-98-0 22
4 1-Heptene 98 C7H14 000592-76-7 22
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 14
Abundance Scan 922 (7.710 min): BF128379.D\data.ms (-915) (-) m/z 56.05 100.00%
56.0
83.0
5000
39 127.1
107.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ ‘ ‘ 7.40 7.60 7.80 8.00
ol el sl it il bl LV myz 43,05 75.50%
miz--> 0O 20 40 60 80 100 120 140
Abundance #22852: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59.0
410 83.0 127.0
5000 L B R B B
7.40 7.60 7.80 8.00
m/z 59.05 75.46%
H 109.
O \‘\\\\‘\‘1‘\\‘}\\‘\“‘i\‘\‘\\“}\\\M‘\\‘\\‘\}\\“\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
R AREERBEREEEEEREEa
83.0 7.40 7.60 7.80 8.00
5000 ' m/z 55.05 71.95%
39/0
15.0
0 290
m/z--> 0 20 40 60 80 100 120 140
Abundance #15648: 3-Octanol  EAERA SRS
59.0 7.40 7.60 7.80 8.00
m/z 83.05 71.42%
83.0
5000 41.0
101.0
o .0 | O
m/z--> 0 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF052022.M Mon May 23 17:13:06 2022

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.869 2.20 ng 85825 Naphthalene-d8 8.139

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Indan, 1-methyl- 132 C10H12 000767-58-8 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 949 (7.869 min): BF128379.D\data.ms (-945) (-) m/z 117.10 100.00%
11y.1
5000
911 e i
51.0 73 ‘ 1431 7.60 7.80 8.00 8.20
0 “"""W“W‘WMM‘G%“u:‘ﬂw“HM“wh‘N“ m/z 132.05 37.22%
miz-> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

L.

5000 RS ARBARRARRE AR
7.60 7.80 8.00 8.20
91.0 m/z 115.10 32.19%
I e B P .
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- L
117.0
7.60 7.80 8.00 8.20
5000 m/z 131.05 17.79%
91.0
51.0
27.0 N ‘ 1%30
O\H‘H\w‘im‘”“H n H\}“M;\H““\‘H“wH‘
miz--> 20 40 80 100 120 140
Abundance #16104: Indan, 1-methyl-

117.0 7.60 7.80 8.00 8.20
m/z 91.10 17.58%

5000
39.0 65.0 910 ‘ 133.0
0 | | Lol | “ \‘ 3r

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\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.07 ng 122643  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Tetracosene 336 C24H48 010192-32-2 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 83

Abundance Scan 1972 (13.886 min): BF128379.D\data.ms (-1966) (- m/z 55.10 100.00%

581 970
5000
— ——
“ M | F 0 17902191 2681 13.50 14.00
0L— “\H‘HH oy HH\‘H\‘M \‘\‘ L \H TR \‘\ T ‘\’ e IR m/z 83.05 97.29%
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — —
13.50 14.00
m/z 57.18  96.08%
otod LLLLLI 190 120 sang 200
m/z--> 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— ——
13.50 14.00
5000 m/Z 97.05 84.94%
25.0
oot LLLLLLL gm0 00 om0
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene T —
43.0 83.0 13.50 14.00
m/z 43.05 81.29%
5000
25.0
oL ‘\“ “\‘\‘\‘ H\ i “H\ \‘ d‘h \“ ’%‘68‘9“219‘0‘ T . ‘3‘36" — —
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\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Triphenylphosphine oxide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.139 2.85 ng 68880  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C1l6H15BCo 036682-12-9 59
3 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11IN302 1000460-07-9 53
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 53

5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50

Abundance Scan 2015 (14.139 min): BF128379.D\data.ms (-2012) (. m/z 277.10 100.00%

277.1
5000
990 T ‘ T T ‘ T
39 77"0 115 152.0 ‘ H 14.00 14.50
ol 29 L M50 h h L 2391 | 84L . 578.10  25.90%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T ——
14.00 14.50
77.0 199.0 m/z 199.00 17.14%
152.0
O\2\7\-()\‘}‘\\“\\‘\\\\““\\\“\M\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #169624: Cobalt,(.eta.<5>-2,4-cyclopentadien-1-yl)[(1,2,2
277.0
T ey A e e
14.00 14.50
5000 m/z 183.00 15.33%
59.0
124.0 185.0
) SRS UYL USROG W 1 B S
m/z--> 50 100 150 200 250 300
Abundance #169620: 5-Methyl-8-phenylfuro[3',2':5,6]pyrido[4,3-d]pyri
277.0 14.00 14.50
m/z 201.10 15.10%
5000
77.0
39.0 139.0
B il I - T
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128379.D

Acqg On : 20 May 2022 22:35
Operator : CG\JU

Sample : N2943-15

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-Butanol, 2,3-... 3.181 5.0 ng 140456 1 6.857 564453 20.0
2-Hexanol, 2-me... 4.375 4.1 ng 116043 1 6.857 564453 20.0
unknown4.463 4.463 5.3 ng 150145 1 6.857 564453 20.0
Benzene, 1,2,3-... 6.675 3.6 ng 101806 1 6.857 564453 20.0
1H-Pyrazole, 4,... 6.916 2.0 ng 57829 1 6.857 564453 20.0
Indane 7.034 14.6 ng 413078 1 6.857 564453 20.0
Butyric acid, 2... 7.116 13.3 ng 376096 1 6.857 564453 20.0
Ethanone, 1-(2-... 7.187 2.1 ng 58281 1 6.857 564453 20.0
Hexanoic acid, 7.557 7.3 ng 282711 2 8.139 778737 20.0
unknown7.710 7.710 5.3 ng 205401 2 8.139 778737 20.0
Benzene, 1-ethe... 7.869 2.2 ng 85825 2 8.139 778737 20.0
1-Heneicosanol 13.886 5.1 ng 122643 5 14.039 484095 20.0
Triphenylphosph... 14.139 2.9 ng 68880 5 14.039 484095 20.0
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