LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acqg On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc :

ALS Vvial : 18 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132621.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.210 442 446 454 rVB 593027 627617 40.85% 4.,298%
2 5.616 511 515 524 rVB 1571456 1536466 100.00% 10.523%
3 6.616 682 685 689 rBV 1492954 1360065 88.52% 9.314%
4 6.998 747 750 754 rBV 1136658 989427 64.40% 6.776%
5 7.534 835 841 843 rBV2 194639 240364 15.64% 1.646%
6 7.563 843 846 848 rVW 968397 924015 60.14% 6.328%
7 7.587 848 850 854 rVB 303379 257145 16.74% 1.761%
8 7.645 854 860 863 rVB3 341664 391688 25.49% 2.682%
9 7.692 863 868 870 rBV3 122046 199894 13.01% 1.369%
106 7.810 883 888 893 rVB5 206009 313406 20.40% 2.146%
11 7.928 905 908 910 rBv4 244021 268575 17.48%  1.839%
12 8.122 939 941 944 rVB 249830 214134 13.94% 1.467%
13 8.181 949 951 953 rBV2 271589 244998 15.95% 1.678%
14 8.228 956 959 962 rVwW2 269166 330060 21.48% 2.260%
15 8.257 962 964 967 rVV3 453873 544533 35.44% 3.729%
16 8.287 967 969 971 rVV 1471533 1204369 78.39% 8.248%
17 8.334 975 977 980 rVB3 573880 440954 28.70%  3.020%
18 8.422 988 992 995 rBV5 155053 242406 15.78%  1.660%
19 8.457 996 998 1000 rvv 340612 260215 16.94% 1.782%
20 8.481 1000 1002 1005 rVB2 340068 305885 19.91%  2.095%
21 8.528 1005 1010 1012 rBV5 331707 416927 27.14%  2.855%
22 8.575 1014 1018 1022 rBV5 472772 614947 40.02% 4.211%
23 8.634 1025 1028 1030 rVB2 267593 246497 16.04%  1.688%
24  8.669 1030 1034 1037 rBV5 398781 497867 32.40%  3.410%
25 8.704 1037 1040 1041 rBV3 211523 234343 15.25%  1.605%
26 8.722 1041 1043 1046 rVV3 410429 431931 28.11% 2.958%
27 8.751 1046 1048 1052 rVB3 352082 327722 21.33%  2.244%
28 8.792 1052 1055 1057 rBV2 596355 523636 34.08% 3.586%
29 8.822 1057 1060 1062 rBV3 350845 411540 26.78% 2.818%

Sum of corrected areas: 14601626
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132621.D\data.ms
2e+07

1.5e+07
1le+07

5000000

5.616 6.616 g ogg9g
5.210 7%%% 81028

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ LR R \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’/\\m\\\\’\
2

I f N
Time--> .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 7.80

Abundance TIC: BF132621.D\data.ms
2e+07

1.5e+07

le+07

5000000

e —— — —— —— —— —— —— ——
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF132621.D\data.ms

2e+07

1.5e+07

1le+07

5000000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T
Time--> 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\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.210 12.69 ng 627617 1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 446 (5.210 min): BF132621.D\data.ms (-442) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
4.80 5.00 5.20 5.40 5.60
L 83.0 .
o m/z 58.95 64.63%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B R LR B I
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  24.52%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\w“\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
s EaanEEEEE
4.80 5.00 5.20 5.40 5.60
5000 59.0 m/z 58.00 16.52%
101.0
0+ ‘1‘?‘.0‘“1“ “‘w R ‘8‘3"0“ e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e e R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.72%
5000 41.0
0 \H \‘ \‘ 1l ‘ 12\6'0 142.0
—_— RERRNEEEEE EasEy
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26

Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library
TIC Integrat

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Peak Number

2 Benzene, 1l-methyl-4-(1-meth...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.645 6.50 ng 391688 Naphthalene-d8 8.287
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11lH16 001595-16-0 76
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 58
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 55
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 52
5 p-Cymene 134 CleH14 000099-87-6 49
Abundance Scan 860 (7.645 min): BF132621.D\data.ms (-854) (-) m/z 119.05 100.00%
119.1
5000
69.1 91.0 148.1
41.0 ‘ ‘ ‘ | 7.40 7.60 7.80 8.00
0 ““‘“NN‘wprNw‘quuwbﬂﬁﬂﬂ$lwuu:"uw“‘ m/z 105.60  36.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 L B L I LR B
7.40 7.60 7.80 8.00
910 148.0 m/z 69.10 24.82%
41.0 65.0
0 \\\‘\‘\\\“‘\ \‘\\“\‘\\\“‘\\\‘\“1‘\\‘\“‘\\\‘\ T T
miz--> 20 40 60 80 100 120 140 160
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0 R AR S
7.40 7.60 7.80 8.00
5000 m/z 148.05 24 .55%
41.0 65.0 148.0
X VRN N PN S
m/z--> 20 40 60 80 100 120 140 160
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 7.40 7.60 7.80 8.00
m/z 91.00 23.86%
5000
39.0 910
O J‘ " ?‘5‘0 eyl 1360 VAN LTl
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknown7.692 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.692 3.32 ng 199894  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 38
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 35
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 30
4 Heptyl tetracosyl ether 452 (C31H640 1000406-39-8 30
5 Butyl docosyl ether 382 C26H540 1000406-40-8 30
Abundance Scan 868 (7.692 min): BF132621.D\data.ms (-863) (-) m/z 57.05 100.00%
57.0
1310 \\\‘\\\\‘\\\\‘\\\\’\\\\
M ‘ 7.40 7.60 7.80 8.00
oHM bl e e M/Z 55,00 55.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000 LU BN L B L L B R
111.0 7.40 7.60 7.80 8.00
m/z 41.05 45.63%
oL ‘ ‘ 1167.0222.0278.0  364.0 437.0488.(
\\!‘\1\\‘1\\\\1\\‘!\\\[\\1\\T\\‘\\\\‘\\\\‘\\\W‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
R ERAREEmEEE S
7.40 7.60 7.80 8.00
5000 111.0 m/z 43.05  43.78%
0 | \‘ \ ‘ \‘ IH} “1‘6.8 0 266 0 412.0
e R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate R AamamsEE SRR
57.0 7.40 7.60 7.80 8.00
m/z 95.00 41.44%
5000
111.0 MMW\M
0 | ‘ ‘ i\\} f\1|6.7 0224.0 3060 454.0
““‘H“““ R R A RA man e RS
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00

8270-BF022223.M Fri Mar 03 11:47:54 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26

Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Naphthalene, decahydro-2-me... Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
7.810 5.20 ng 313406 Naphthalene-d8 8.287
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 94
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
3 Pulegone 152 C10H160 000089-82-7 76

029606-79-9 74
015932-80-6 74

4 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160

Abundance Scan 888 (7.810 min): BF132621.D\data.ms (-883) (-) m/z 81.05 100.00%
81.0
152.1
5000
55.0
109.1 R AR R R
37‘L H ‘ ‘ h 1331 | 7.40 7.60 7.80 8.00 8.20
b2l ol e m/z 152.85  73.04%
miz--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 LR R R B R
7.40 7.60 7.80 8.00 8.20
109.0 J m/z 95.05 67.00%
0 3 }\‘\H\“\i“‘\\“1\1?’\‘.‘0\\‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
LR RRRRE
55.0 152.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 67.00 66.45%
29.0 109.0 J
o Ll ol ] asmo |
m/z--> 20 40 60 80 100 120 140 160
Abundance #29065: Pulegone B e
81.0 152.0 7.40 7.60 7.80 8.00 8.20
m/z 82.00 42.70%
109.0
5000 21.0
o 630 L asa0
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20

8270-BF022223.M Fri Mar 03 11:47:56 2023

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 trans-Decalin, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.928 4.46 ng 268575 Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 50
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 49
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 43
5 Camphor 152 C10H160 000076-22-2 38

Abundance Scan 908 (7.928 min): BF132621.D\data.ms (-905) (-) m/z 119.00 100.00%

95.0 119.0
67.0 152.1
5000
41.0
7.60 7.80 8.00 8.20
O e m/z 95.00  93.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 L B L B B
7.60 7.80 8.00 8.20
109.0 m/z 81.00 88.91%
0- 3 ‘\i“‘\\‘hlwswswem‘\‘\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29490: trans-Decalin, 2-methyl-
81.0
A ARRmEEEE R
55.0 1520 7.60 7.80 8.00 8.20
5000 m/z 67.00 79.83%
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29512: trans-4a-Methyl-decahydronaphthalene  EREmmaRE eSS
95.0 7.60 7.80 8.00 8.20
137.0 m/z 152.85  77.13%
7.
5000 67.0
41.0
0! SIS MBS SIS RN BRSNS Lot SIS
m/z--> 200 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.122 3.56 ng 214134  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Cyclopropylphenylmethane 132 C10H12 001667-00-1 74
3 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 43
4 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 38
5 Benzene, 3-butenyl- 132 C1eH12 000768-56-9 38
Abundance Scan 941 (8.122 min): BF132621.D\data.ms (-939) (-) m/z 104.00 100.00%
104.0
5000 132.0
78.0
51.0 ‘ Ll 1821 7.80 8.00 8.20 8.40
O el b Wl 255 0 sz 1.0 55.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 1320 UL L B B I R |
7.80 8.00 8.20 8.40
m/z 132.00 41.52%
78.0
27.0 51.0 ‘ H ‘
0 ‘\‘\\\“ T \“1‘\ “‘H\ \”i“\\‘}\“H\\l‘\‘l‘\‘\ (BN
m/z--> 20 40 60 80 100 120 140 160
Abundance #16126: Cyclopropylphenylmethane
o al
O RRARNENEEETES S
7.80 8.00 8.20 8.40
5000 m/z 114.95 13.61%
132.0
39.0 650 115.0
0 N Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance #34717: Benzene, 3-cyclohexen-1-yl- o RmAREEEEESLEE
104.0 7.80 8.00 8.20 8.40
m/z 117.00 12.70%
5000
158.0
78.0
0 ‘2\7‘\'9\“ \5\:‘1‘.1"(\)“\‘\ \ 1”‘1 b ““\ . ‘1\2‘1‘9\.9‘ e PErt o S
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzene, 1,4-dipropyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.181 4.07 ng 244998  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-dipropyl- 162 C12H18 004815-57-0 64
2 1-Phenylcyclopentanol-1 162 C11H140 010487-96-4 58
3 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 58
4 6,7-Dimethyl-3H-isobenzofuran-1-one 162 C10H1002 343852-50-6 58
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11lH16 001075-38-3 50
Abundance Scan 951 (8.181 min): BF132621.D\data.ms (-949) (-) m/z 133.05 100.00%
133.1
5000 105.0
8 162.1

55- +1 ‘ 7.80 8.00 8.20 8.40 8.60

o"H_Hm“mw‘w‘w ““‘H“J““““Hmu“‘m‘u‘u‘m“u m/z 105.00  45.12%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #37916: Benzene, 1,4-dipropyl-

1338.0
5000 B N BN N R
91.0 7.80 8.00 8.20 8.40 8.60
28.0 162.0 m/z 162.10  22.80%
0510 \Q\“\\}\““\\‘\H‘\\\‘\‘\\\\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37798: 1-Phenylcyclopentanol-1
133.0
— AL
105.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 91.00 20.72%
162.0
55.0 77.0
o,
m/z--> 20 40 80 100 120 140 160 180
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl- AR mEEEE R
133.0 7.80 8.00 8.20 8.40 8.60
m/z 81.10 15.12%
5000
162.0
41.0 5.0 910‘
O B e A E = e T
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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, 1,3,5-trimethyl-2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.228 5.48 ng 330060 Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 64
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16 004706-90-5 55
3 Benzene, (1-ethyl-1-methylpropyl)- 162 C12H18 001985-97-3 53
4 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 49
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11lH16 004920-99-4 49
Abundance Scan 959 (8.228 min): BF132621.D\data.ms (-956) (-) m/z 133.00 100.00%
133.0

%

5000
97.1
162.1
55"0 ‘ 8.00 8.20 8.40 8.60
o"‘H"HH_HW‘MHW‘M NP S A m/z 97.10 32.05%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #37978: Benzene, 1,3,5-trimethyl- 2-propy|-
138.
5000 L B L LI LN B
8.00 8.20 8.40 8.60
162.0 m/z 119.00  26.67%
o eso A0 |
O\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘f\\‘\“\\\\‘\\\\“\\\\
m/z--> 0 20 40 60 80 100 120 140 160

Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0

=

8.00 8.20 8.40 8.60

5000 ITI/Z 162.10 19.27%
39.0 91.0
ol O L0 s L MUW
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #37977: Benzene, (1-ethyl-1-methylpropyl)- PPy ‘j‘b\‘ P
133.0 8.00 8.20 8.40 8.60
m/z 55.00 15.93%
5000
55.0
27.0 105.0
H 77.0 ‘ 162.0 MM
0 *w“‘\***”M*“*\“*HM**L*H*H“H**A*\H*‘\“*‘ RN AR RARRRRAR
m/z--> 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.422 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.422 4.03 ng 242406  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxiranecarboxaldehyde, 3-methyl-... 168 C10H1602 016996-12-6 38
2 Hexane, 1-(isopropylidenecyclopr... 166 C12H22 024524-53-6 35
3 1,1-Dimethyl-4-methylenecyclohexane 124 C9H16 006007-96-1 27
4 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 22
5 (E)-6-Methylhept-4-en-1-ol 128 C8H160 855901-81-4 18
Abundance Scan 992 (8.422 min): BF132621.D\data.ms (-988) (-) m/z 106.00 100.00%
55.0 106.0
82.0
5000
EEREaREEES RS
35 8.00 8.20 8.40 8.60 8.80
0 . m/z 55.05 87.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43205: Oxiranecarboxaldehyde, 3-methyl-3-(4-methyl-3
41.0
69.0
109.0
5000 [T T[T T T T[T T[T rrl
8.00 8.20 8.40 8.60 8.80
m/z 82.00 76.03%
O '\q‘h \w‘\ L \135.0 L 168'0
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41575: Hexane, 1-(isopropylidenecyclopropyl)-
67.0 109.0
s ARamEs R
41.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 109.10 75.87%
15.0 H‘ | ‘ 137.0 166.0
0 A s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12231: 1,1-Dimethyl-4-methylenecyclohexane e EAREaEARE S
67.0 109.0 8.00 8.20 8.40 8.60 8.80
m/z 83.10 67.45%
41.0
5000
0 L91 e
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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@ 1-Propanone, 1-(2,4-dimethy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.457 4.32 ng 260215 Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 64
2 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 58
3 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 53
4 2'-Ethylpropiophenone 162 C11H140 016819-79-7 50
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11lH16 004706-89-2 49
Abundance Scan 998 (8.457 min): BF132621.D\data.ms (-996) (-) m/z 133.05 100.00%
133.1
5000
105.0
162.1
550  g10 ‘ ‘ ‘ 8.20 8.40 8.60 8.80
I o el L L NI o i A 3821 sz 1e5.00  23.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37836: 1-Propanone, 1-(2,4-dimethylphenyl)-
133.0
5000 L B I L LA BN B U
105.0 8.20 8.40 8.60 8.80
770 162.0 m/z 119.00  19.45%
o so ]
O ‘\\‘\\“\\‘\‘\“\‘\\\“\\‘\\‘}‘\\\‘\\\\‘\\\\“\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
133.0
T EAREREEEE S
8.20 8.40 8.60 8.80
5000 m/z 162.10 17.75%
162.0
120 g0 910 mso |
1] RV R T S T . S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)- “A‘_““‘H‘,‘H““
133.0 8.20 8.40 8.60 8.80
m/z 95.10 17.53%
5000
162.0
70 510 o 10 mp0 |
o e e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.481 5.08 ng 305885 Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H180 000530-93-8 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 53
4 2,6-Piperidinedione, 3-phenyl- 189 C11H11NO2 014149-34-9 47
5 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 38

Abundance Scan 1002 (8.481 min): BF132621.D\data.ms (-1000) (-)| [ m/z 104.00 100.00%

104.0
5000 146.1
39.0 67 1 ‘ 5 h 167.1 8.20 8.40 8.60 8.80
Ob oottt 4 L 2L | 1670 1040 a0 05 41.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
8.20 8.40 8.60 8.80
390 m/z 91.00 29.92%
15.0 ‘ 77.0 ‘
O \\‘\‘\‘\\\‘\\“\\‘m\\\H‘\\‘f‘\‘”\\m‘\‘“w\‘M\M\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro-
104.0
 AEmmmaEEEEEEEE
146.0 8.20 8.40 8.60 8.80 ]
5000 m/z 131.00 19.97%
78.0
ol250 b b AL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36295: Naphthalene, 1,2,3,4-tetrahydro-2,3-dimethyl-
104.0 8.20 8.40 8.60 8.80
m/z 115.00 17.70%
5000
160.0
39.0 78.0 128.0 ‘
o PR "U“‘1“”_”‘_”‘,”” ALIURAA LSV
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.528 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.528 6.92 ng 416927  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 42
2 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 42
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 38
4 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 38
5 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C10H11Cl 016608-68-7 35
Abundance Scan 1010 (8.528 min): BF132621.D\data.ms (-1005) (-) | [ m/z 131.00 100.00%
131.0
5000
91.0 165.1
390 69 OH‘ 1 8.20 8.40 8.60 8.80

o‘m‘HH‘MM“J‘HHM m/z 149.85  62.06%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-

131.0
5000 LA L B B B
8.20 8.40 8.60 8.80
91.0 m/z 91.00 37.98%
39.0 ‘
O\\\\‘\\\\“\\‘\\6“51‘\0\\“\\\\‘J\']\-%\‘b\‘U‘!\‘\H\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25021: Benzene, (1,1-dimethyl-2-propenyl)-
131.0
R ARaEE e
8.20 8.40 8.60 8.80
5000 91.0 m/z 165.10 36.27%
27.0 510
o‘m"hH\lemm mlo o L
m/z--> 20 60 80 100 120 140 160 180
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- R
131.0 8.20 8.40 8.60 8.80
m/z 95.10 34.53%
5000
91.0 ‘
39.0
64.0
oHH‘“‘H“w‘u“lhH“H‘H‘H‘L‘p‘NMW‘HWHH_H RS
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 cis, cis-2-Ethylbicyclo[4.4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.575 10.21 ng 614947  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis, cis-2-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-40-0 50
2 Cyclopentanone, 3-methyl-2-(2-pe... 166 C11H180 007051-39-0 38
3 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 27
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 11
5 Cyclohexane, 1-chloro-2-nitroso- 147 C6H10CINO 016580-31-7 11

Abundance Scan 1018 (8.575 min): BF132621.D\data.ms (-1014) (-) m/z 83.10 100.00%

55.0
5000 137.1
105.0 162.1 S
‘ | ‘ ‘ ‘ ‘ ‘ 11 8.20 8.40 8.60 8.80
I ‘H“‘Mw““““““1““‘1““m“m‘u,“fuw m/z 55.00  74.15%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41564: cis, cis-2-Ethylbicyclo[4.4.0]decane
81.0 137.0
166.0
5000 L L L B L L L R O
55.0 8.20 8.40 8.60 8.80
109.0 m/z 81.10  73.24%
O ‘\\\\‘\\\H}“\HM‘\\““‘\\‘\H\“\\‘\\‘u\\H‘\\\\‘\‘\\\’\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41432: Cyclopentanone, 3-methyl-2-(2-pentenyl)-

5

83.0
e
8.20 8.40 8.60 8.80
5000 ITI/Z 82.05 67.63%
41.0
124.0 166.0
o ol deob 00 | e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41552: Naphthalene, 2-ethyldecahydro- R R RAREARERE
81.0 137.0 8.20 8.40 8.60 8.80
m/z 95.10  48.76%
5000/ 410
166.0
109.0
ob et bl 0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF022223.M Fri Mar 03 11:48:02 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 unknown8.634 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.634 4.09 ng 246497  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-3,5-dinitrophenyl .beta... 330 C16H14N206 1000129-40-5 22
2 Benzene, (1,3-dimethylbutyl)- 162 C12H18 019219-84-2 22
3 Benzene, 1-methyl-2-(1-ethylprop... 162 C12H18 054410-74-1 22
4 Benzene, (1-methylpentyl)- 162 C12H18 006031-02-3 18
5 Benzene, 1,1'-(oxydiethylidene)bis- 226 C16H180 000093-96-9 14

Abundance Scan 1028 (8.634 min): BF132621.D\data.ms (-1025) (-) m/z 105.00 100.00%

105.0
5000 WW
S RARRwasa e
67.0 ‘ 162.1 8.40 8.60 8.80 9.00
0+ ‘ﬂwhmﬂﬁihhﬂw‘h‘pwhh‘ T m/z 81.10 35.10%
m/z--> 50 100 150 200 250 300
Abundance #236261: 2-Methyl-3,5-dinitrophenyl .beta.-phenylpropion
105.0
5000 L B I L LA BN B U
8.40 8.60 8.80 9.00
m/z 106.10 30.65%
51.0
O+ i‘h \“\ M\ \‘ ’M\ T \“1\4?(\)1\-8\2\0‘ L B e \3\3\0\(
miz--> 50 100 150 200 250 300
Abundance #37945: Benzene, (1,3-dimethylbutyl)-
105.0
R ABRRRRE S
8.40 8.60 8.80 9.00
5000 m/z 133.00 30.25%
41.0 162.0
ol o b e o b
m/z--> 50 100 150 200 250 300
Abundance #37982: Benzene, 1-methyl-2-(1-ethylpropyl)- R AEamREEE R
105.0 8.40 8.60 8.80 9.00
m/z 137.05 26.74%
5000
162.0
51.0 ‘
ol S
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 15 unknown8.669 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.669 8.27 ng 497867  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-Benzocyclohepten-2-one, decah... 180 C12H200 055103-67-8 25
2 3,5-Dodecadiene, 2-methyl- 180 C13H24 055638-51-2 14
3 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 11
4 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 11
5 Benzenamine, N-ethyl-N-methyl-4-... 180 C9H12N202 056269-48-8 11

Abundance Scan 1034 (8.669 min): BF132621.D\data.ms (-1030) (-) m/z 55.00 100.00%

558.0 119.0
95.0
165.1
5000
R R RRERRAE
0 8.40 8.60 8.80 9.00
0 1920 h/z 119.e0  93.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54930: 2H-Benzocyclohepten-2-one, decahydro-9a-met
558.0
81.0
5000 122.0 R N EARER RS e
8.40 8.60 8.80 9.00
180.0 m/z 109.10  93.11%
147.0
0+ T MH“ \‘M T “‘\“\ T “\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55007: 3,5-Dodecadiene, 2-methyl-
=
410 670 980
R RRERRRE
8.40 8.60 8.80 9.00
5000 m/z 95.05 78.43%
165.0
15.0 124.0
ol ) A S NN F——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #38001: Benzene, 1,4-dimethyl-2-(2-methylpropyl)- A R
119.0 8.40 8.60 8.80 9.00
m/z 67.00 69.35%
5000
91.0 162.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 16 unknown8.704 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.704 3.89 ng 234343  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 38
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 27
3 10-Methylnonadecane 282 C20H42 056862-62-5 27
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 27
5 Threitol, 2-0-octyl- 234 C12H2604 163776-14-5 27
Abundance Scan 1040 (8.704 min): BF132621.D\data.ms (-1037) (-) m/z 57.05 100.00%
57.0
97.1
5000
149.1
R REEREEEEE
‘ H 160.2 8.40 8.60 8.80 9.00
O b “M“““H“‘H‘H‘”w”‘xuwaH_Mwwwwm m/z 71.10 85.85%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 L B L B R
85.0 8.40 8.60 8.80 9.00
1270 m/z 43.05 53.55%
I, h | ‘ \ 155.0183.0 10 ¢
O \’\H\‘H\ “\‘\1\“‘\H‘\“‘\\w\‘H\\‘HH‘\\H“\H\‘\H\‘H\\‘HH‘\\H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59070: Undecane, 6,6-dimethyl-
57.0
R N RRRE
8.40 8.60 8.80 9.00
5000 m/z 55.00 52.37%
113.0
29.0
ol 1340 | 14101700
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #176388: 10-Methylnonadecane A Rmmma
57.0 8.40 8.60 8.80 9.00
m/z 97.10 51.89%
85.0
5000
29, 0 113 o 154.0
m/z--> 20 40 60 80 100120140160 180200220240 260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26

Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 17 unknown8.722 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
8.722 7.17 ng 431931  Naphthalene-d8 8.287
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethanone, 1-(2,4,6-trimethylphen... 162 C11H140 001667-01-2 47
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 45
3 Ethanone, 1-(2,3,4-trimethylphen... 162 C11H140 001467-36-3 35
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 35

5 2,3,6-Trimethylacetophenone 162 C11H140 1000342-30-1 35
Abundance Scan 1043 (8.722 min): BF132621.D\data.ms (-1041) ()| | m/z 69.85 100.00%
69.0
41.0
5000
e
‘ ‘ M ‘ 181.1 8.40 8.60 8.80 9.00
Obr ek ‘H‘ L ‘M“M Wl Al m/z 147.05  82.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37838: Ethanone, 1-(2,4,6- tnmethylphenyl)
147.
119.0
5000 LB L B R IR BB |
8.40 8.60 8.80 9.00
91.0 m/z 105.00  78.34%
e
O \\\‘2\7\(\)\““\\“\\“\‘\\\“‘\\\\“H‘\\U}\\\\‘\!\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0 | 83.0
B R
8.40 8.60 8.80 9.00
5000 m/z 83.10 78.22%
270‘ ‘ ‘ ‘1100 152.0
0 Hw‘H";“HH_UW‘HH_J“‘WHW!WHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37842: Ethanone, 1-(2,3,4-trimethylphenyl)- O RRamE e
147.0 8.40 8.60 8.80 9.00
m/z 55.00 77.24%
119.0
5000
91.0
43.0 65 0‘
0 H“““M‘W"H‘HM‘uM‘NM‘U}“‘w‘l““u“““_ A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 18 unknown8.751 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.751 5.44 ng 327722  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Silane, triethoxymethyl- 178 C7H1803Si 002031-67-6 43
2 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 43
3 Benzenamine, 2,3,4,5,6-pentamethyl- 163 C11H17N 002243-30-3 38
4 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 38
5 Benzofurazan, 5-(dimethylamino)- 163 C8HIN30 006124-22-7 35
Abundance Scan 1048 (8.751 min): BF132621.D\data.ms (-1046) (1) | [ m/z 163.10 100.00%
1638.1
131.0
5000 107.0
0 | 240 660 6.0 600
o S R ' B L2928 13100 65.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53272: Silane, triethoxymethyl-
163.0
133.0 M
5000 LI L L LN B L
77.0 8.40 8.60 8.80 9.00
43.0 %
150 ‘ 105.0 m/z 133.05 47.57
O \\\‘\\\\‘\‘\\\h“\\\‘\“\\‘\\’\“\\\‘}‘\\\H\‘\\‘\\‘!‘\\\“\\\\‘\
miz--> 20 40 80 100 120 140 160 180
Abundance  #52874: Benzene, 1-(1,1-dimethylethyl)-4-ethoxy-
163.0
R A RAmamRaEE
8.40 8.60 8.80 9.00
5000 m/z 107.00 45 ,55%
29.0 1070 1350
HET
0\\}M!\WNHW‘M “‘HL,M‘W_‘JM‘MH“H‘HH“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38750: Benzenamine, 2,3,4,5,6-pentamethyl- T
163.0 8.40 8.60 8.80 9.00
m/z 161.10 30.33%
5000
39.0 50 910 131.0 |
o B Pt RN NP P ¥ W DN B P70 'Y G N
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 19 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.792 8.70 ng 523636  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 83
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 64
4 Benzene, (1l-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 64
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 49
Abundance Scan 1055 (8.792 min): BF132621.D\data.ms (-1052) (-) m/z 131.00 100.00%
131.0
165.1
95.1
5000
55.0
Rmaas e R
M ‘ ‘ 8.40 8.60 8.80 9.00 9.20
Y S—— A ““i“w!p‘m bkl 12921 11805 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 R L L R R
105.0 8.40 8.60 8.80 9.00 9.20
39.0 77.0 ‘ m/z 146.05 75.46%
O TT \‘ \“\ T \““\ \“U\ “m\ \H}‘h‘ T \H T “‘}‘\\ T “\“\ TT ’ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 /JL
pedrde e e e
8.40 8.60 8.80 9.00 9.20
5000 m/z 165.10 69.06%
39.0 91.0
150 63.0
0! ‘u‘m“m_‘“Mu“m,mwmW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- T T
146.0 8.40 8.60 8.80 9.00 9.20
m/z 95.10 60.69%
5000 118.0
ol 270 520 900 1
R I o B R B R R ARREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acq On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 20 unknown8.822 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.822 6.83 ng 411540  Naphthalene-d8 8.287

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1'-(1,2-dimethyl-... 222 C16H30 074663-71-1 27
2 Cyclopentane, 1-butyl-2-propyl- 168 C12H24 062199-50-2 25
3 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 22
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 18
5 6-Dodecene, (E)- 168 C12H24 007206-17-9 15

Abundance Scan 1060 (8.822 min): BF132621.D\data.ms (-1057) (-) m/z 69.10 100.00%

69.1
95.1
41.0
5000 163.1
1251 ‘\\\\‘\\\\‘\\\\‘\\\\’\\\
| ‘ ‘ 196.2 8.40 8.60 8.80 9.00 9.20
0 b L m/z 95.10 68.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102205: Cyclohexane 1,1'-(1,2-dimethyl-1,2-ethanediyl
69.0
5000 41.0 111.0 [T
8.40 8.60 8.80 9.00 9.20
m/z 81.80 67.53%
O\‘\‘H\\‘H\\\Hl‘\m\\“‘\\\\“\\w\‘\\1\3\?\()\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43583: Cyclopentane, 1-butyl-2-propyl-
69.0
R e
8.40 8.60 8.80 9.00 9.20
5000 41.0 ITI/Z 55.00 63.35%
111.0
0 h “‘ 140 0 168 0
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85249: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol R e
69.0 8.40 8.60 8.80 9.00 9.20
m/z 41.05 58.08%
41.0
5000
‘ 95.0 1230
S T T T B
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030223\
Data File : BF132621.D

Acqg On : 02 Mar 2023 22:26
Operator : CG\JU

Sample : 01760-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.210 12.7 ng 627617 1 6.998 989427 20.0
Benzene, 1-meth... 7.645 6.5 ng 391688 2 8.287 1204370 20.0
unknown?7.692 7.692 3.3 ng 199894 2 8.287 1204370 20.0
Naphthalene, de.. 7.810 5.2 ng 313406 2 8.287 1204370 20.0
trans-Decalin, ... 7.928 4.5 ng 268575 2 8.287 1204370 20.0
Naphthalene, 1,... 8.122 3.6 ng 214134 2 8.287 1204370 20.0
Benzene, 1,4-di... 8.181 4.1 ng 244998 2 8.287 1204370 20.0
Benzene, 1,3,5-. 8.228 5.5 ng 330060 2 8.287 1204370 20.0
unknown8.422 8.422 4.0 ng 242406 2 8.287 1204370 20.0
1-Propanone, 1-... 8.457 4.3 ng 260215 2 8.287 1204370 20.0
Naphthalene, 1,... 8.481 5.1 ng 305885 2 8.287 1204370 20.0
unknown8.528 8.528 6.9 ng 416927 2 8.287 1204370 20.0
cis, cis-2-Ethy... 8.575 10.2 ng 614947 2 8.287 1204370 20.0
unknown8.634 8.634 4.1 ng 246497 2 8.287 1204370 20.0
unknown8.669 8.669 8.3 ng 497867 2 8.287 1204370 20.0
unknown8.704 8.704 3.9 ng 234343 2 8.287 1204370 20.0
unknown8.722 8.722 7.2 ng 431931 2 8.287 1204370 20.0
unknown8.751 8.751 5.4 ng 327722 2 8.287 1204370 20.0
Naphthalene, 1,... 8.792 8.7 ng 523636 2  8.287 1204370 20.0
unknown8.822 8.822 6.8 ng 411540 2 8.287 1204370 20.0
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