LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acqg On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc :

ALS Vvial : 15 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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55754.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.780 417 424 431 rVB 80747 141093 1.10% 0.194%
2 6.203 488 496 506 rBV2 87378 181702 1.42% 0.249%
3 7.337 682 689 693 rBV 264637 420515 3.28% 0©.577%
4 7.390 693 698 707 rVB 124060 225885 1.76% ©0.310%
5 8.247 839 844 850 rVB 188883 314583 2.46% 0.432%
6 9.417 1038 1043 1046 rBV 88671 158474 1.24% 0.217%
7 9.464 1046 1051 1057 rVB 438085 687804 5.37%  0.944%
8 9.722 1083 1095 1100 rVvB3 60391 181867 1.42% 0.250%
9 9.799 1102 1108 1117 rBV2 226153 387913 3.03% 0.532%
10 9.887 1117 1123 1128 rBV 106240 168279 1.31% 0.231%
11 10.386 1203 1208 1216 rBV3 63048 128320 1.00% 0.176%
12 10.468 1216 1222 1229 rBvV2 94824 185301 1.45% 0.254%
13 10.568 1234 1239 1244 rBV 80107 139035 1.09% 0.191%
14 10.938 1295 1302 1310 rBV6 69681 185090 1.45% 0.254%
15 11.021 1310 1316 1320 rBV 204704 348669 2.72% 0.478%
16 11.074 1320 1325 1330 rVV 233330 392111 3.06% ©.538%
17 11.203 1342 1347 1354 rVB 114193 207791 1.62% 0.285%
18 11.773 1439 1444 1452 rVB7 66038 154695 1.21% 0.212%
19 11.978 1472 1479 1484 rBV5 67019 155479 1.21% 0.213%
20 12.160 1505 1510 1516 rVB4 69277 129459 1.01% 0.178%
21 13.077 1663 1666 1673 rBV7 74452 159860 1.25% 0.219%
22 13.324 1705 1708 1713 rVB4 219250 329327 2.57% 0.452%
23 13.394 1717 1720 1727 rVB2 245462 396336 3.09% 0.544%
24 13.488 1732 1736 1742 rVB2 382435 713514 5.57% ©.979%
25 13.665 1761 1766 1773 rBV3 557149 1311821 10.24% 1.800%

26 14.305 1870 1875 1879 rBV2 2038303 3520354 27.49%
27 14.346 1879 1882 1887 rVB2 783616 1193697 9.32%
28 14.522 1908 1912 1917 rBV 1181812 1733422 13.53%
29 14.628 1924 1930 1935 rBV4 1705069 4176194 32.61%
30 14.716 1940 1945 1950 rVB 3440975 6343196 49.53%
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31 22.184 3213 3216 3227 rVB 1083366 1706193 13.32%
32 23.054 3359 3364 3373 rVB 1374432 2828981 22.09%
33 24.135 3540 3548 3563 rVB 2136160 5367232 41.91%
34 25.498 3769 3780 3808 rVB 2654482 9534499 74.44%
35 27.255 4064 4079 4108 rBV 2611151 12807731 100.00%
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36 29.540 4453 4468 4469 rBV 2141711 5729198 44.73% 7.860%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acqg On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vvial : 15 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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 32.560 4963 4982 4996 rBV5 1453348 10143594 79.20% 13.916%

Sum of corrected areas: 72889214
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055754.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.203 11.55 ng 181702 1,4-Dichlorobenzene-d4 8.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 96
2 Styrene 104 C8H8 000100-42-5 96
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 96
4 Butanedioic acid, phenyl- 194 C1eH1004 000635-51-8 64
5 4-Pyridinecarbonitrile 104 C6H4N2 000100-48-1 32
Abundance Scan 496 (6.203 min): BG055754.D\data.ms (-488) (-) m/z 104.00 100.00%
104.0
51.0
R R TSRS
39.1 ‘ 63.0 ‘ 91.0 5.80 6.00 6.20 6.40 6.60
Ot rreeth ittt SEO L myz 103,00 53.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
5000 78.0 e
51.0 5.80 6.00 6.20 6.40 6.60
m/z 78.00 48.32%
39.0
O\\‘\\\\‘\2\3\(‘)\\\\“\\\\1\\\\‘\\\\’\1‘}‘\’\\\\99\\’1 ‘\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5492: Styrene
104.0
PO
5.80 6.00 6.20 6.40 6.60
5000 78.0 m/z 51.00 31.22%
51.0
63 0
o, 150 27.0 99 \‘ w0 |
‘W‘H“H‘w“H‘H“_‘H“H‘W“W‘H‘,H‘w‘ SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5500: 1,3,5,7-Cyclooctatetraene A/\H“‘H“‘H,‘H“‘
104.0 5.80 6.00 6.20 6.40 6.60
m/z 77.00 24.40%
5000 78.0
51.0
3 .0
0 270 | &0 ‘ 900 || ,
‘W‘H“H‘w“H‘H“_‘H“H‘W“W‘H‘,H‘w‘ . Pt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2 Cyclotetrasiloxane, octamet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.337 26.73 ng 420515 1,4-Dichlorobenzene-d4 8.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetrasiloxane, octamethyl- 296 (C8H2404Si4 000556-67-2 91
2 2,4-Dihydroxy-3-methylbenzaldehy... 296 C14H2403Si2 1000514-43-5 72
3 3-Methylsalicylic acid, 2TMS der... 296 C14H2403Si2 1000423-36-2 59
4 5-(p-Aminophenyl)-4-(p-tolyl)-2-... 281 C16H15N3S 094460-46-5 59
5 7H-Dibenzo[b,g]carbazole, 7-methyl- 281 C21H15N 003557-49-1 50

Abundance Scan 689 (7.337 min): BG055754.D\data.ms (-682) (-) m/z 281.00 100.00%

281.0
5000
192.9 7.007.20 740 7.60
73.0 133.0 : 248.9 .007.20 7.40 7.
ol 430 1177 102.977771629, ) bl L — m/z 282.00 27.45%
miz--> 50 100 150 200 250 300
Abundance #194658: Cyclotetrasiloxane, octamethyl-
281.0
5000 L L R B B
7.00 7.20 7.40 7.60
m/z 283.00 17.17%
730 133.0 191.0 249.0
O\ \4\3‘.(‘) ‘\ T . T \]_9‘3.\0‘\ ‘ \‘ T ‘ T T “\ \H ‘ “\ T T T ‘i‘ T ‘H\ \‘ T ‘
miz--> 50 100 150 200 250 300
Abundance #193552: 2,4-Dihydroxy-3-methylbenzaldehyde, 2TMS
281.0
R R RRE
7.00 7.20 7.40 7.60
5000 m/z 265.00 10.71%
73.0
o430 | 10301330 17902090 2510 |
e T T e Ear e L
m/z--> 50 100 150 200 250 300
Abundance #193551: 3-Methylsalicylic acid, 2TMS derivative e AaRmRES R
281.0 7.00 7.20 7.40 7.60
73.0 m/z 192.90  10.29%
5000
149.0
ol B0 1050 T 1890 72%0
e e A e B e e R RA LR RERERREREE
m/z--> 50 100 150 200 250 300 7.00 7.20 7.40 7.60

8270-BG111622.M Wed Nov 23 13:06:08 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Nonane, 4,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.722 9.28 ng 181867 Naphthalene-d8 11.073

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
3 2,6-Dimethyldecane 170 C12H26 013150-81-7 59
4 Octane, 2-methyl- 128 C9H20 003221-61-2 53
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 53

Abundance Scan 1095 (9.722 min): BG055754.D\data.ms (-1083) (-) m/z 57.05 100.00%
pat

.0
5000
85.1

= =
113.0 9.50 10.00
3910 \L ‘ 131.0 153.0
Ol ‘cﬂ:‘Hu‘NW,JNU‘Nuu““u“““ m/z 43.10 91.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 IR

T
9.50 10.00
m/z 71.05 41.05%

126.0
miz--> 20 40 60 80 100 120 140 160
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0

T
9.50 10.00
5000 m/z 41.00 33.11%

29.0 85.0
‘ 113.0
O i oyl 1390 1680
mfz--> 20 40 60 80 100 120 140 160
Abundance

#45485: 2,6-Dimethyldecane T
43.0 9.50 10.00

71.0 m/z 85.10  30.53%
5000
‘ 113.0
ol | 1400 1700 PPN
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Cyclopentasiloxane, decamet... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
o799 19.79ng 387913  Naphthalene-ds 11.673
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentasiloxane, decamethyl-

2 Methyl 2,4-dihydroxyphenylacetat...
3 [(4-Hexylbenzene-1,3-diyl)bis(ox...
4 1-(4-Hydroxyphenyl)propane-1,2-d...
5 4-(2-amino-1-hydroxypropyl)pheno...

370 C10H3005Si5
326 C15H2604Si2
338 C18H3402Si2
384 C18H3603Si3
311 C15H29N02Si2

000541-02-6 91
1010497-69-7 50
134273-01-1 47
1000495-85-7 47
1000478-98-6 47

Abundance Scan 1108 (9.799 min): BG055754.D\data.ms (-1102) (-) m/z 73.00 100.00%
3.0
267.0
5000 3550
‘9 ."50‘ ‘10‘00‘
192.9 ‘ : .
0Lk JL0.1840° 700 L 143000 L 567,00 76.54%
m/z--> 50 100 150 200 250 300 350
Abundance #278395: Cyclopentasiloxane, decamethyl-
355.0
73.0
267.0
5000 — —
9.50 10.00
m/z 355.00 51.08%
0L290 | 111015401980 | 3090,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #231071: Methyl 2,4-dihydroxyphenylacetate, 2TMS
267.0
—r —
9.50 10.00
5000 73.0 ITI/Z 267.90 20.70%
326.0
o0 1 b AR L L
m/z--> 50 100 150 200 250 300 350
Abundance #245857: [(4-Hexylbenzene-1,3-diyl)bis(oxy)]bis(trimethyl P —
267.0 9.50 10.00
m/z 356.00 17.74%
5000 73.0
338.0
0 zg'Q\\ I 13\39 1790 223.0 o L
———— —— —r
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 5 Decane, 3,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.887 8.58 ng 168279  Naphthalene-d8 11.073

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 86
2 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64
Abundance Scan 1123 (9.887 min): BG055754.D\data.ms (-1117) (-) m/z 57.00 100.00%
57.0
119.0 50 10,00
‘ 04411 9.50 10.00
Ol gl b m/z 43.05  97.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 - =
9.50 10.00
‘ m/z 71.05 76.43%
127.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
=5 =
9.50 10.00
m/z 41.00 48.18%
5000 85.0
29.0
‘ ‘ | ‘ 130 1410
) S S S P Y N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl- o —
57.0 9.50 10.00
m/z 85.10 45.13%
5000 85.0
29.0
112.0 141.0
o e e 2O 0 amag AL
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BG111622.M Wed Nov 23 13:06:10 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 6 Undecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.468 9.45 ng 185301 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 1-Iodo-2-methylnonane 268 C10H21I 1000101-47-9 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
Abundance Scan 1222 (10.468 min): BG055754.D\data.ms (-1216) (- | m/z 43.10 100.00%
3.1
1050
99.1 127.1 .
oww‘i‘xHH‘_MuH“_‘H“_W‘lﬁﬁf’mwww,w,w,w m/z 57.00 91.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45487: Undecane, 2-methyl-
43.0
71.0
5000 T
10.50
970 m/z 71.05 50.75%
99.0 127.
155.0
O]\-\S\.R‘\‘H“‘}HM‘\\H}\“}‘\H‘H\‘\‘\“\H‘H\‘\‘H\\‘H\\‘HH’HH’HH’HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158600: Nonadecane
57.0
—
10.50
m/z 41.00 46.10%
5000 85.0
29.0
o | h | [1130141.0169.0197.0 268.(
e L Y R R il it R
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #74019: Tridecane, 6-methyl- —
57.0 10.50
m/z 85.05 36.47%
5000
85.0
29.0 126.0
AR N S T R Atk
m/z--> 20 40 60 80 100120140160 180200220240260 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Undecane, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.568 7.09 ng 139035 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 78
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Decane 142 C10H22 000124-18-5 64
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
5 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 50
Abundance Scan 1239 (10.568 min): BG055754.D\data.ms (-1234) (- | m/z 57.05 100.00%
57.0
- 8o /\ﬂ\j\/\ﬂ\]\mvﬁﬂﬂfvjk
R \
140.1 10.50
owHH‘\Mu‘mwi‘M‘c”‘“‘wuu;“‘i‘l‘lwzi?mH‘}MW_W,HH_H m/z 43.10  59.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45498: Undecane, 3-methyl-
57.0
5000 — :
85.0 10.50
29.0 m/z 41.00 48.52%
0~ T \‘\‘\ T \“‘ i T ‘:\L:\L\Z\(‘)\ T \]-\4.i‘].\9\ T ‘1\7\0\\0’ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
R \
10.50
5000 85.0 m/z 71.05 39.18%
29.0
ooyl 1120 MO 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane T
43.0 10.50
m/z 55.00 37.74%
5000
71.0
Lm0 e
0\‘\1H‘U\m“\h\‘1HH“\HH‘HH“HH‘HH,HH‘\H ——
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BG111622.M Wed Nov 23 13:06:11 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-

BG111622.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 Dodecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.021 17.78 ng 348669 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Tridecane 184 C13H28 000629-50-5 64
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59

Abundance Scan 1316 (11.021 min): BG055754.D\data.ms (-1310) (- | m/z 57.10 100.00%
57.1
85.0 — ‘
JL 113.1 166.1 11.00
Ol bl (13224120660 0 4310 85.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 — :
85.0 11.00
m/z 41.00 47.73%
290
L 11204410 1700
O \\\‘\\\\‘}\\‘\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
T \
11.00
5000 m/z 71.05 42 .20%
85.0
29.0
0 d L‘ Loy 1301410 1840
A RAmaE L R e RARARAARRNES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester — :
57.0 11.00
m/z 55.00 27.18%
5000
85.0
29.0
N L [ML0 940016801960 241
“H_‘H_‘H‘HH‘HH,H‘WH‘WH‘W‘HW“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

8270-BG111622.M Wed Nov 23 13:06:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Undecane, 2,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.203 10.60 ng 207791  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 47
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 43
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 43
5 Tetradecane 198 C14H30 000629-59-4 38

Abundance Scan 1347 (11.203 min): BG055754.D\data.ms (-1342) (- | m/z 57.05 100.00%
57.

0
5000

149.0

=
85.0 11.00 11.50
N‘I il ‘1“1‘1‘3‘.‘1”“““““‘1‘6‘9_‘1“” m/z 43.00  46.35%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0

5000

o

m/z 71.05 32.70%

29.0 L 98.0
_—l “‘\M | ‘\1” 789 1T, 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl-
57.0

o

5000 m/z 41.00 31.50%
29.0 ‘ STO 126.0
O g T 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- e ; ;
57.0 11.00 11.50

m/z 55.00 18.03%

- MAJ\WV\N\/\N
29.0 850 1130

155.0
0“_\“”““”‘\!“H‘\M‘_Hn_‘;\‘_‘H_m_mlﬁfl;q

T —
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50

8270-BG111622.M Wed Nov 23 13:06:13 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 unknownll.773 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.773 7.89 ng 154695 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetonitrile, 3,4-dimethoxy- 177 C10H11NO2 000093-17-4 22
2 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 14
3 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 14
4 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 10
5 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 10
Abundance Scan 1444 (11.773 min): BG055754.D\data.ms (-1439) (- | m/z 97.05 100.00%
55.0 91.0 177.1
5000 121.1
149.0 ‘ 11 50 12 OO
o “ Mu‘H‘M_“Ml‘sw‘mw m/z 177.05  83.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51672: Benzeneacetonitrile, 3,4-dimethoxy-
177.0
5000 107.0 e — j\“
11.50 12.00
770 m/z 55.00 82.61%
O \]-\5\‘0\\\\‘\\“”\“”\ “‘I‘H} T !“ T \h\\‘\\\\‘\\\\“ T \\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
—— —
11.50 12.00
5000 m/z 163.10 62.21%
107.0
55.0 81.0
0 H“H“_‘Nm‘w WWAJ ‘”‘Mfééﬁj‘w!‘uM‘u‘
m/z--> 20 40 80 lOO 120 140 160 180 \
Abundance #66988: 1,3—Dimethyl—5—ethy|adamantane o L
163.0 11.50 12.00
m/z 59.95 44.06%
5000 107.0
0.0 180 1350 | 1920
A i A Mot e Y o
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00

8270-BG111622.M Wed Nov 23 13:06:14 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1-Heptylcyclohexene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.978 7.93 ng 155479  Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heptylcyclohexene 180 C13H24 015232-86-7 50
2 1,1'-Bicyclohexyl, 2-methyl-, tr... 180 C13H24 050991-09-8 41
3 1,1'-Bicyclohexyl, 2-methyl-, cis- 180 C13H24 050991-08-7 41
4 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 30
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1eH20 000099-82-1 22
Abundance Scan 1479 (11.978 min): BG055754.D\data.ms (-1472) (- | m/z 55.00 100.00%
55.0 97.1
5000 135.1
165.1 L —
77 W ‘ ‘ ‘ 12.00
o i I L4 ‘w‘!w“;w il l‘ ~ m/z 97.10 98.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55000: 1-Heptylcyclohexene
81.0
5000 1
41.0 12.00
109.0 180.0 m/z 81.00 81.02%
0 \\\.?\‘\‘\\““WWWHU‘\ H‘r““r\“\\‘\}\3\7‘.(\)\\\‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55016: 1,1'-Bicyclohexyl, 2-methyl-, trans-
55.0 97.0
——
12.00
5000 m/z 41.00 64.65%
0 360 || 77-% | 1230 1510 1800 \/\/\/\/\/\/W\J\/J\
R e o L R B w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55013: 1,1'-Bicyclohexyl, 2-methyl-, cis- P
55.0 97.0 12.00
m/z 96.05 57.83%
5000
180.0
ol 380 | T L 1280 1520 —
m/z--> 20 40 60 80 100 120 140 160 180 12.00

8270-BG111622.M Wed Nov 23 13:06:16 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.628 13.17 ng 4176190  Acenaphthene-di0 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 60
2 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 38
3 Crotyl methacrylate 140 C8H1202 007376-45-6 30
4 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 30
5 2(1H)-Naphthalenone, octahydro-1... 194 C13H220 000775-54-2 30
Abundance Scan 1930 (14.628 min): BG055754.D\data.ms (-1924) (- | m/z 55.10 100.00%
55.1
_ W
1450  15.00
2242 14.5 15. ;
0 m/z 69.10 99.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
5000 69.0 950 — ——
14.50 15.00
m/z 41.05 86.10%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69407: 1,1'-Bicyclohexyl, 2-ethyl-, cis-
41.0 69.0 111.0
—— —
14.50 15.00
5000 ITI/Z 83.10 63.51%
165.0 194.0
Ol bl b A 2870 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21188: Crotyl methacrylate —— ——
41.0 69.0 14.50 15.00
m/z 193.15 57.73%
5000
T AJ\]\@,AJ\AAxfﬂ%
L T N LV WL~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

8270-BG111622.M Wed Nov 23 13:06:18 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 unknownl4.716 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.716  20.00 ng 6343200  Acenaphthene-d10 14.887
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 30
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 27
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 27
4 1-Hexyl-2-nitrocyclohexane 213 C12H23NO2 118252-04-3 22
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 18
Abundance Scan 1945 (14.716 min): BG055754.D\data.ms (-1940) (1 m/z 193.20 100.00%
193.2
69.1
41.0 97.1
5000
1231
— —
152.1 14.50 15.00
0 MU‘!“H:“;w‘!‘uu"NM““““““1‘2“2‘4{‘2‘_ m/z 69.10  69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69266: Cyclododecanone, 2-methylene-
41.0
5000 —r— ——
123.0 14.50 15.00
’ 194.0 m/z 55.05 64.54%
‘ 151.0 ‘
O]\-ﬁlﬁ!\\\\”\ \“H‘\\m‘l“\‘\‘}\‘\‘\\1‘\\\‘1‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19519: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55.0 95.0
—— —
270 14.50 15.00
5000 m/z 41.05 61.75%
123.0
0 “‘U‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone T —
193.0 14.50 15.00
m/z 97.10  58.34%
123.0
5000
150.0
95.0
o700 e00 | L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1,1,1,3,3,5,5,7,7,9,9,11,11... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.184  20.00 ng 1706190  Chrysene-d12 21.967
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H66095i10 ©00556-70-7 91
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 81
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 37
5 1H-Indole-2-carboxylic acid, 6-(... 369 C22H27NO4 1000316-17-3 37

Abundance Scan 3216 (22.184 min): BG055754.D\data.ms (-3213) (- m/z 221.00 100.00%

221.0
73.0
5000

369.1 == —
l 22.00 22.50
Ok ik kb Ll 46095360 s 7300 52.38%
iz 100 200 300 400 500 600 700
Abundance #349824:1,1,1,33,5,5.7,7,9,9,11,11,13,13,15,15,17,17,1
2200
s000{ 30 — —
369.0 22.00 22.50

m/z 147.00  51.20%

0 — T T \LJ[ T ﬂx\“ \M¥L‘\ %‘\4#5?9.\0‘ LA I o ‘7\3\9:
m/z--> 100 200 300 400 500 600 700
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0

-
22.00 22.50
s000| 730 m/z 295.00  37.48%

l 369.0

o‘ HML«WG%-O
m/z--> 100 200 300 400 500 600 700
Abundance #100134: 2-Am

ino-2-oxo-acetic acid, N-[3,4-dimethylphe 7
221.0 22.00 22.50
m/z 281.00 30.73%

5000 120. ¥qﬂj¥\ﬁ~/\\wwﬂf\
m/z--> 100 200 300 400 500 600 700 22.00 22.50

8270-BG111622.M Wed Nov 23 13:06:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 unknown23.054 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.054 33.16 ng 2828980  Chrysene-d12 21.967
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H66095i10 ©00556-70-7 91
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008519 002652-13-3 91
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 64
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38
5 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
Abundance Scan 3364 (23.054 min): BG055754.D\data.ms (-3359) (- | m/z 221.00 100.00%
221.0
5000{ 30 l
369.1
{ k 2300
ol bkt ikl gl 46095388 h/7 147.00  52.26%
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
5000 73.0
369.0 23.00
m/z 73.00 50.18%
0 . .1\ It l ull Ll‘t‘sgo 739.1
\1\‘\\!\‘\\Y"\T"\!1\\T\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
1
23.00
5000/ 730 m/z 295.00  38.00%
369.0
o u \ nh Hﬂ 1444.0 665.0
e e e B e
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0cta = ‘
221.0 23.00
m/z 281.00 29.00%
5000 730
369.0
ool lHMm 503,0 591.0
A o B e
m/z--> 100 200 300 400 500 600 700 2300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 unknown24.135 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.135 11.26 ng 5367230  Perylene-d12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 78
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H54075i8 000556-69-4 64
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©00B556-70-7 58
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38

Abundance Scan 3548 (24.135 min): BG055754.D\data.ms (-3540) (- | m/z 221.00 100.00%
221.0
5000/ 73.0
360.1 — —
‘ 24.00 24.50
Ob bkl L gG005868 147 60 51.38%
miz--> 100 200 300 400 500 600 700
Abundance #348832: 1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
s000| /30 — —
s60.0 24.00 24.50
: m/z 73.00  45.92%
O T T T T ‘ ‘u‘ T il T \“‘f L IAL'L T ‘T“i‘4f‘5\.0\ ‘ T T 17T ‘ \6\6\5\‘0‘ 11
miz--> 100 200 300 400 500 600 700
Abundance #346774: 1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-octa
221.0
— —
24.00 24.50
5000 73.0 m/z 295.05 40.85%
369.0
ook bl il soso 10
miz--> 100 200 300 400 500 600 700
Abundance #349824: 1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 — —
221.0 24.00 24.50
m/z 281.00  30.62%
so00 730
369.0
o Y 730
S Y S § SR L U U 2 - —e
miz--> 100 200 300 400 500 600 700 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 17 unknown25.498 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.498 20.00 ng 9534500  Perylene-di12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 90
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 0©00556-70-7 87
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 83
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38

Abundance Scan 3780 (25.498 min): BG055754.D\data.ms (-3769) (- | m/z 221.00 100.00%
221.0
50001 73.0
369.1 LS
\ 25.50
Ot b s 8030 /2 147,00 50.77%
iz--> 100 200 300 400 500 600 700
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
5000, /30 T
3600 25.50
' m/z 73.00 42.56%
o { u ““ 445.0 665.0
\\\\‘1\\\‘\\Y"!FW!W\!\\‘\\\\‘\\\\‘\\\
miz--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
2
25.50
5000/ 730 m/z 295.05  42.38%
369.0
0 L N . ul}\ Juéxlksg'o 739.1
T E ST N S 1 DR W
miz--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-octa A
221.0 25.50
m/z 281.00  30.14%
5000l 730
369.0
0 L . ch b “L i 503.0 591.0
e -
miz--> 100 200 300 400 500 600 700 25.50

8270-BG111622.M Wed Nov 23 13:06:23 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 18 unknown27.255 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.255 26.87 ng 12807700  Perylene-d12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H60085i9 002652-13-3 91
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H54075i8 000556-69-4 91
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 0©0O556-70-7 64
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38

Abundance Scan 4079 (27.255 min): BG055754.D\data.ms (-4064) (- | m/z 221.00 100.00%

221.0
5000| 44,
369.1 —

27.00 27.50
ob kbl gl B30 s 147,00 48.30%
miz-—> 100 200 300 400 500 600 700
Abundance #348832: 1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
5000 /0 — e
27.00 27.50

369.0 m/z 295.00  43.16%

0 u l gl ‘l 445.0 665.0
\\\‘\\\\‘\\T"VTT\T'\f\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-octa
221.0
—

27.00 27.50
5000 73.0 m/z 73.00 38.77%
369.0
ok MH L, 50305010
m/z--> 100 200 300 400 500 600 700
Abundance #349824: 1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 —T —7
221.0 27.00 27.50

m/z 281.00  29.98%

5000 730
369.0
l ALl 4590 739,

[(RE NN WM £ ENE § S U oL £ 8 — =
m/z--> 100 200 300 400 500 600 700 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 19 unknown29.540 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
29.540 12.02 ng 5729200  Perylene-d12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H60085i9 002652-13-3 90
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H54075i8 000556-69-4 90
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H66095i10 ©00556-70-7 87
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S17 000541-01-5 36
Abundance Scan 4468 (29.540 min): BG055754.D\data.ms (-4453) (- | m/z 221.00 100.00%
221.0
5000
73.0
369.1 A :
{ 29.50
Obbb b 808, 147,00 46.65%
m/z--> 100 200 300 400 500 600 700
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
s000{ 30 . ‘
360.0 29.50
’ m/z 295.00 43.20%
o . L‘i Lyl ja4s.0 665.0
\\\\‘1\\\‘\\T"\T"\\TT!\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0cta
221.0
RN
29.50
5000 73.0 m/z 73.00 35.22%
369.0
0o il ol UL 0305020
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 s ‘
221.0 29.50
m/z 281.00 29.82%
5000 73.0
369.0
o Y, 730,
e e e P
m/z--> 100 200 300 400 500 600 700 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55754.D

Acq On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 20 unknown32.560 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
32.560 21.28 ng 10143600  Perylene-d12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 680 C20H6008Si9 002652-13-3 91
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 91
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©0O556-70-7 58
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 38
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
Abundance Scan 4982 (32.560 min): BG055754.D\data.ms (-4963) (- | m/z 221.00 100.00%
221.0
5000 ﬂ
730 369.1 T T ‘ T T T T ‘ T LI ‘ T
{ M 03 32.20 32.40 32.60
ol bt 908 m/z 147.00  46.23%
m/z--> 100 200 300 400 500 600 700
Abundance #348832:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1
221.0
5000730 L B B B
360.0 32.20 32.40 32.60
' m/z 295.00  44.56%
O \\\‘1“\\\““ “T"AQLMIT&%4‘4..0665.O‘
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-0octa
221.0
——
32.20 3240 32.60
5000 73.0 m/z 73.00 31.69%
369.0
okl il L S0 SOt
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 T T
221.0 32.20 3240 32.60
m/z 281.00 30.05%
5000 73.0
369.0
o ALl 4s00 730,
e e T
m/z--> 100 200 300 400 500 600 700 32.20 3240 32.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BGO55754.D

Acqg On : 23 Nov 2022 00:48
Operator : CG/JU

Sample : N5718-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
Bicyclo[4.2.0]o... 6.203 11.6 ng 181702 1 8.247 314583 20.0
Cyclotetrasilox... 7.337 26.7 ng 420515 1  8.247 314583 20.0
Nonane, 4,5-dim... 9.722 9.3 ng 181867 2 11.073 392111 20.0
Cyclopentasilox... 9.799 19.8 ng 387913 2 11.073 392111 20.0
Decane, 3,7-dim... 9.887 8.6 ng 168279 2 11.073 392111 20.0
Undecane, 2-met... 10.468 9.4 ng 185301 2 11.073 392111 20.0
Undecane, 3-met... 10.568 7.1 ng 139035 2 11.073 392111 20.0
Dodecane 11.021 17.8 ng 348669 2 11.073 392111 20.0
Undecane, 2,6-d... 11.203 10.6 ng 207791 2 11.073 392111 20.0
unknown11.773 11.773 7.9 ng 154695 2 11.073 392111 20.0
1-Heptylcyclohe... 11.978 7.9 ng 155479 2 11.073 392111 20.0
Decahydro-1,1,4... 14.628 13.2 ng 4176190 3 14.887 6343200 20.0
unknownl14.716 14.716 20.0 ng 6343200 3 14.887 6343200 20.0
1,1,1,3,3,5,5,7... 22.184  20.0 ng 1706190 5 21.967 1706190 20.0
unknown23.054 23.054 33.2 ng 2828980 5 21.967 1706190 20.0
unknown24.135 24.135 11.3 ng 5367230 6 25.351 9534500 20.0
unknown25.498 25.498 20.0 ng 9534500 6 25.351 9534500 20.0
unknown27.255 27.255 26.9 ng 12807700 6 25.351 9534500 20.0
unknown29.540 29.540 12.0 ng 5729200 6 25.351 9534500 20.0
unknown32.560 32.560 21.3 ng 10143600 6 25.351 9534500 20.0
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