LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BF133998.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 8 14 19 rBV 1076685 1418280 64.65% 7.249%
2 2.281 29 33 41 rVB 38651 54768 2.50% 0.280%
3 3.969 317 320 325 rVB 27769 35152 1.60% ©0.180%
4 5.093 506 511 523 rVB 74615 108532 4.95% ©.555%
5 5.451 569 572 574 rBV 37591 37121 1.69% 0.190%
6 5.487 574 578 581 rVW 2274527 2025505 92.33% 10.353%
7 5.704 612 615 619 rBV 36714 34415 1.57% 0.176%
8 6.487 744 748 751 rBV 2126554 2038039 92.90% 10.417%
9 6.675 777 780 784 rBV2 45545 52636 2.40% 0.269%
106 6.851 806 810 813 rBV 867131 679459 30.97%  3.473%
11 7.410 901 905 908 rBV 1456842 1289478 58.78% 6.591%
12 7.439 908 910 914 rVB 55077 45757 2.09% 0.234%
13 8.128 1024 1027 1030 rBV 922360 750816 34.23%  3.838%
14 8.151 1030 1031 1034 rVB 84204 44435  2.03% 0.227%
15 8.545 1094 1098 1101 rBV 24422 26578 1.21% 0.136%
16 8.716 1124 1127 1132 rBV 57310 51470 2.35% 0.263%
17 8.845 1146 1149 1152 rVB 89297 75616  3.45% 0©.387%
18 8.939 1162 1165 1169 rBV 62378 52787 2.41% 0.270%
19 9.204 1207 1210 1214 rBV 2424013 2193706 100.00% 11.213%
20 9.286 1220 1224 1226 rBV 61609 52833 2.41% 0.270%
21  9.475 1251 1256 1260 rBvV2 34835 44719 2.04% 0.229%
22 9.545 1265 1268 1270 rBV 54568 52034 2.37% 0.266%
23 9.569 1270 1272 1275 rVB 34235 29152 1.33% 0.149%
24  9.639 1281 1284 1286 rBV 107949 80284 3.66% 0.410%
25 9.663 1286 1288 1293 rVB 34266 28206 1.29% 0.144%
26 9.745 1300 1302 1305 rBvV 45699 41492 1.89% 0.212%
27 9.816 1312 1314 1316 rBV 52644 34081 1.55% 0.174%
28 9.886 1319 1326 1330 rBV 901168 794615 36.22% 4.062%
29 9.928 1330 1333 1336 rVB2 32066 37227 1.70% 0.190%
30 10.045 1348 1353 1355 rBV6 15633 23577 1.07% 0.121%
31 10.092 1357 1361 1364 rVB 47796 48366 2.20% ©0.247%
32 10.298 1392 1396 1397 rBv2 27611 32107 1.46% 0.164%
33 10.316 1397 1399 1402 rVB 47294 40310 1.84% 0.206%
34 10.433 1416 1419 1426 rVB4 32563 44020 2.01% ©.225%
35 10.539 1433 1437 1443 rVB4 16853 23970 1.09% 0.123%

36 10.604 1443 1448 1451 rBV 198326 167519 7.64% 0.856%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.680 1457 1461 1467 rBV 1375427 1144865 52.19% 5.852%
38 10.792 1477 1480 1481 rBV2 78749 66376 3.03% 0.339%
39 11.122 1532 1536 1538 rBv3 21357 26190 1.19% 0.134%
40 11.245 1554 1557 1560 rVB 28804 24044 1.10% 0.123%
41 11.275 1560 1562 1567 rVB 28646 29146  1.33% 0.149%
42 11.380 1576 1580 1583 rBV 786262 687584 31.34% 3.515%
43 11.404 1583 1584 1588 rVV 207140 140044 6.38% 0.716%
44 11.457 1590 1593 1596 rVWV 39364 37989 1.73% 0.194%
45 11.486 1596 1598 1602 rVB3 31471 31645 1.44% 0.162%
46 11.674 1627 1630 1634 rVV2 28859 25982 1.18% 0.133%
47 11.716 1635 1637 1642 rVB4 20451 24619 1.12% 0.126%
48 11.886 1663 1666 1668 rBV 38595 37032 1.69% 0.189%
49 11.910 1668 1670 1675 rVB2 258028 227869 10.39% 1.165%
50 11.998 1682 1685 1687 rBV2 62305 62569 2.85% 0.320%
51 12.022 1687 1689 1693 rVB 33161 32715 1.49% 0.167%
52 12.439 1757 1760 1763 rBV 45272 49942 2.28% 0.255%
53 12.474 1763 1766 1768 rVV3 40651 40119 1.83% 0.205%
54 12.527 1772 1775 1779 rVB3 43558 51376 2.34% 0.263%
55 12.604 1784 1788 1791 rBV 269437 253038 11.53% 1.293%
56 12.704 1801 1805 1808 rBV3 70123 79562  3.63% 0.407%
57 12.833 1822 1827 1833 rBV 291650 297566 13.56%  1.521%
58 12.980 1848 1852 1855 rBV 1796351 1574258 71.76%  8.047%
59 13.674 1968 1970 1975 rVB 36528 33557 1.53% 0.172%
60 13.886 2003 2006 2013 rBV 162171 194962 8.89% ©.997%
61 14.039 2027 2032 2035 rBvV2 578976 643995 29.36%  3.292%
62 14.063 2035 2036 2043 rVB 120824 114864 5.24% 0.587%
63 14.204 2058 2060 2063 rBV 45970 40477 1.85% 0.207%
64 14.515 2110 2113 2118 rBV2 75645 108368 4.94%  0.554%
65 15.104 2209 2213 2216 rBV 135704 221091 10.08% 1.130%
66 15.180 2224 2226 2230 rVB 73488 84280 3.84% 0.431%
67 15.415 2264 2266 2273 rVB 92360 109136 4.97% 0©.558%
68 15.480 2274 2277 2284 rVB 101738 131184 5.98% 0.671%
69 15.545 2284 2288 2292 rBV 256899 348449 15.88% 1.781%

Sum of corrected areas: 19563955
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF133998.D\data.ms
5.487
6.487
2000000
1500000 7.410
P.169
1000000 6.851
500000
281 3.969 5.093 5451 5.704 6.675 71439
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF133998.D\data.ms
9.204
2000000 12.980
1500000 10.680
1000000 8.128 9.886
11.380
500000
12.6042-833
10-5¢ 0.792 2.70 Lﬂw
L SP esg7fi0 R200, 9200820 3080339'*°2 11400 s
—— et e A P e e e e e — T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133998.D\data.ms
2000000
1500000
1000000
14.039
500000 15.545
13.886/063,0, 14515 15303 3 3180
13.674 )
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
BF133998.D

: 27 Jun 2023 19:03
¢ CG\JU
. 03402-01

: 17  Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.169 41.75 ng 1418280  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 14 (2.169 min): BF133998.D\data.ms (-8) (-) m/z 73.05 100.00%
3.0
5000 43.0 J\
e
‘ J b1 2.202.302.402.502.60
ol il 580 Il 881 181 0 43,05 44.68%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T[T T[T T TTT
43.0 2.202.302.402.502.60
‘ m/z 55.10  30.20%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.23%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL e
73.0 2.202.302.402.502.60
m/z 41.05 14.54%
5000
43.0
T Ao o A RRNANREERRsR R
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.093 3.19 ng 108532  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 35
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 511 (5.093 min): BF133998.D\data.ms (-506) (-) m/z 42.95 100.00%
43.0
59.1
5000
1oL 4.805.005.20 5.40
Ll \‘ 83.0 59,10 s 9
ot e e e m/z 59.10 52.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 R e RAEEE RS
4.80 5.00 5.20 5.40
101.0 m/z 101.00 17.68%
31\'0 il | 83.0 |
O \\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
A R
4.80 5.00 5.20 5.40
5000 57.0 m/z 58.00 14.33%
101.0
15.0 ‘
0 HWH“H‘;“HH“HH_m,um,uu,uu,uu,uu“m‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide T RREmREEEEES
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.90%
5000 59.0
73.0
101.0
0 280 || | 86.0 |
T e e e e e e R RARmE e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 3 Naphthalene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.845 2.01 ng 75616  Naphthalene-d8 8.128

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 86
Abundance Scan 1149 (8.845 min): BF133998.D\data.ms (-1146) (-) m/z 142.00 100.00%
142.0
5000 1151
R REma
390 630 89.0 | 8.60 8.80 9.00 9.20
Oyt pth b gl el m/z 141.05  89.90%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 UL L L I AN B
115.0 8.60 8.80 9.00 9.20
m/z 115.10  37.93%
51.0 71.0 8?.0 ‘ ‘
0 \‘\H\‘\H\‘\H\“\H}‘iH\i\1‘\\‘\\\‘\‘HH‘\H\‘\‘\}\‘Hh‘uui ARARER
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl-
142.0
8.60 8.80 9.00 9.20
m/z 139.05 11.12%
5000 115.0
90 580 80 Ii
O b e e et e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-  EAREmE S
141.0 8.60 8.80 9.00 9.20
m/z 143.00 10.44%
5000 115.0
300 630  ggp
0 "‘H"‘H“"H‘;MH":‘m‘;u:m"‘m“"H_Wm_ww‘} ‘mw e A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 4 n-Octyltriethoxysilane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.639 2.02 ng 80284  Acenaphthene-dile 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Octyltriethoxysilane 276 C14H3203Si 002943-75-1 91
2 n-Hexyltriethoxysilane 248 C12H2803Si 018166-37-5 91
3 Silane, dodecyltriethoxy- 332 C18H4003Si 018536-91-9 86
4 Octadecyltriethoxysilane 416 C24H5203Si 007399-00-0 83
5 1H,1H,2H,2H-Perfluorooctyltrieth... 510 C14H19F1303Si ©51851-37-7 72
Abundance Scan 1284 (9.639 min): BF133998.D\data.ms (-1281) (-) m/z 163.10 100.00%
163.1
5000
119.0 —r— -
79.0 9.50 10.00
41.0 .
0L— w‘ﬂ‘w bl N‘\‘M ““%3}?““ T m/z 119.00  22.72%
miz--> 50 100 150 200 250 300
Abundance #168322: n-Octyltriethoxysilane
163.0
5000 ”/L‘ T IR
9.50 10.00
119.0 m/z 164.10  11.83%
ol 430,70 | ] 231.0 276.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #132784: n-Hexyltriethoxysilane
163.0
—— —
9.50 10.00
5000 m/z 79.00 9.61%
119.0
0l 450,790 ||| 2030 2480
—— el e
miz--> 50 100 150 200 250 300
Abundance #239160: Silane, dodecyltriethoxy- n T T
163.0 9.50 10.00
m/z 63.00 5.99%
5000
119.0
0 43.0 790 | 201.0 241.0 286.0 332. "
et e e S T A i
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 5 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.604 4.22 ng 167519  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzoylformic acid 150 C8H603 000611-73-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
5 N-cyanobenzamide 146 C8H6N20 015150-25-1 43
Abundance Scan 1448 (10.604 min): BF133998.D\data.ms (-1443) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.0
O prrreprderperl e 2200 Tl B8O sz 76,95 68.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000
1050 1100
51.0 m/z 182.10  57.12%
o270 | | 12701520 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28215: Benzoylformic acid
105.0
77.0
1050 1100
5000 m/z 50.95 32.14%
51.0
0 270\ \‘ Iyl | 150.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 1050 1100
m/z 181.10 10.23%
77.0
5000
51.0
152.0
o7 e e AL s P04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.910 6.63 ng 227869  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 1670 (11.910 min): BF133998.D\data.ms (-1668) (- m/z 43.05 100.00%
43.0 73.0
192.1
5000
——
‘ . : 12.00
N m/z 59.95 90.40%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 1
129.0 12.00
213.0 m/z 73.00 87.96%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
=
12.00
5000 129.0 m/z 55.05 80.89%
199.0
s e L
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid —
73.0 12.00
43.0 m/z 41.00 76.80%
5000 129.0
185.0
H 228.0
0;§RWAMNJWmwk%_ﬁuLM‘HHMAW‘HWHH‘WHMHW‘ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 7 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.704 2.31 ng 79562  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 46
5 Tetradecanoic acid 228 C14H2802 000544-63-8 46

Abundance Scan 1805 (12.704 min): BF133998.D\data.ms (-1801) (- m/z 60.00 100.00%

5000

284.3 325.¢

12.50 13.00
0- m/z 73.00  99.63%

m/z--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid
43

5000 T
12.50 13.00

0
330 129.0 284.0 m/z 43.10 96.66%
0

1850 2410
0 \\“\ ‘\Hh““wm‘\‘}\“‘\ \‘\“\“ by \“\\\‘\‘\\\
miz--> 5 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
T
129.0 256.0 12,50 13.00
m/z 57.05 84.95%
5000 213.0
29 171.0
0 “¢ LHHM\M b
50

|
m/z--> 100 150 200 250 300
Abundance #46966: n-Decanoic acid T
73.0 12.50 13.00
m/z 202.10  76.28%

129.0
5000
‘ 172.0
P P O

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 8 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 6.05 ng 194962  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 83
4 1-Octadecene 252 C18H36 000112-88-9 70
5 9-Tricosene, (Z)- 322 C23H46 027519-02-4 64
Abundance Scan 2006 (13.886 min): BF133998.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
230.1
5000 orl M
s
bl “ u““ I u‘”‘u?ﬁ DR ASLY | 277103202 L 4310 85.18%
miz--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane
43.0
83.0
5000 — —
13.50 14.00
m/z 55.05 65.95%
25.0
ol | | L1, 1670 2100 2500 2930 3360
T ‘ T T T T T T ’ T T L \ ‘
miz--> 50 100 150 200 250 300
Abundance #227233: 1-Tricosene
57.0
97.0 — ——
13.50 14.00
5000 m/z 230.10 55.96%
0 L‘ I ‘\ ‘\ I h . :!'8?0 2240 280.0 32\2-0
i by A e AN
m/iz--> 50 100 150 200 250 300
Abundance #173738: Cyclohexadecane, 1,2-diethyl- e =
43.0 13.50 14.00
m/z 83.10 53.81%
97.0 280.0
5000
oLl i \\H M ‘u‘_‘ ‘\‘ ‘ 82 2‘2‘3‘0‘\ I _ -
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\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 9 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.515 3.37 ng 108368 Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
2 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 80
3 Octadecane 254 C18H38 000593-45-3 76
4 Tricosane 324 C23H48 000638-67-5 70
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 64
Abundance Scan 2113 (14.515 min): BF133998.D\data.ms (-2110) (- m/z 57.05 100.00%
57.0
5000
254.1 ‘
14.50
41.1183.1 . .2397..
oL—plh %T% ‘Huw‘uu“ﬂw“§?§?‘§?§“‘q‘ m/z 43.05 60.47%
miz--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
5000 —— :
14.50
m/z 71.05 49.41%
141
oL A1 m\, [0, 002530 DD 3060
miz--> 50 100 150 200 250 300 350
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
T \
14.50
5000 m/z 85.10 37.43%
0 \‘ il \H‘ L n H %4\?‘9]\'830 25\3-0 317.0
o et
m/z--> 50 lOO 150 200 250 300 350
Abundance #141058: Octadecane T
57.0 14.50
m/z 41.00  23.22%
5000
0
L, Mowa0 2540
omu“u“u“,mMwH_kum_m_m ‘ e
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 10 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.180 4.84 ng 84280  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hexacosane 366 C26H54 000630-01-3 70
4 Nonadecane 268 C19H40 000629-92-5 64
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 62
Abundance Scan 2226 (15.180 min): BF133998.D\data.ms (-2224) (-} | m/z 57.05 100.00%
57.0
5000
268.1 R RN
15.00 15.50
oLb— | L. ‘}\ | \h‘\ “MHH‘\H | ]ﬂ v 2\“2‘\1‘%”‘\‘“ o ‘3%9‘2‘ . ‘3‘89‘2‘ . m/z 43.10 71.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 —r ——
15.00 15.50
m/z 71.10 53.08%
ol ‘L‘ |17 ,1690 2250 2810 33603800
\\1\‘1\\]\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 40.74%
13.0
0 | L ‘ h\ | h‘ L] \6\9\0\2\2"50 281.0 352.0
e A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane T —
57.0 15.00 15.50
m/z 41.05 33.63%
5000
oL llL a0 2s0 a0 weo
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 11 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.415 6.26 ng 109136  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 95
2 Benzo[e]pyrene 252 C20H12 000192-97-2 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2266 (15.415 min): BF133998.D\data.ms (-2264) (- m/z 252.10 100.00%
252.1
- M
125.1 1550
57.1 . .
ol oA ol A8LL L A 8251 3803 432. ., ycp.10  32.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138557: Benzo[a]pyrene
252.0
5000 T
15.50
126.0 m/z 253.10  22.41%
ol 830 ] \‘ 2000,
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
—
15.50
5000 ITI/Z 125.10 11.47%
125.0
ol 740 | 200.0, |
B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene T
252.0 15.50
m/z 126.10 10.37%
5000
126.0
0 74.0 | \' 200'0\“ A
A A B e B o e
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF133998.D

Acqg On : 27 Jun 2023 19:03
Operator : CG\JU

Sample : 03402-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.169 41.8 ng 1418280 1 6.851 679459 20.0
2-Pentanone, 4-... 5.093 3.2 ng 108532 1 6.851 679459 20.0
Naphthalene, 2-... 8.845 2.0 ng 75616 2 8.128 750816 20.0
n-Octyltriethox... 9.639 2.0 ng 80284 3 9.886 794615 20.0
Benzophenone 10.604 4.2 ng 167519 3  9.886 794615 20.0
n-Hexadecanoic ... 11.910 6.6 ng 227869 4 11.380 687584 20.0
Octadecanoic acid 12.704 2.3 ng 79562 4 11.380 687584 20.0
Cyclotetracosane 13.886 6.0 ng 194962 5 14.039 643995 20.0
Docosane, 11-bu... 14.515 3.4 ng 108368 5 14.039 643995 20.0
Heptacosane 15.180 4.8 ng 84280 6 15.545 348449 20.0
Benzo[e]pyrene 15.415 6.3 ng 109136 6 15.545 348449 20.0
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