LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Q1123-01

Misc :

ALS vial : 5 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141231.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 6 11 34 rVB 83741 228450 5.27% 0.489%
2 5.010 486 496 503 rBvV 235547 384494 8.86% 0.823%
3 5.416 559 565 571 rBV 2495242 3413208 78.68% 7.303%
4 6.434 731 738 743 rBV 2432936 3456600 79.68% 7.395%
5 6.804 795 801 806 rBV 790017 978790 22.56% 2.094%
6 7.363 887 896 901 rBV 1754677 2349486 54.16% 5.027%
7 7.616 934 939 945 rVB2 97479 147283 3.40% 0.315%
8 7.733 947 959 968 rBV7 25100 97424  2.25% 0.208%
9 7.822 968 974 977 rBV3 36426 60880 1.40% 0.130%
106 8.081 1013 1018 1032 rVB 982336 1526570 35.19%  3.266%
11 8.280 1045 1052 1054 rBV3 31892 57796 1.33% 0.124%
12 8.586 1101 1104 1110 rBV3 62188 86361 1.99% 0.185%
13 8.680 1116 1120 1123 rBV3 38423 56874 1.31% 0.122%
14 8.792 1136 1139 1143 rVB 63738 87769 2.02% 0©.188%
15 8.904 1152 1158 1167 rBV4 89966 187157 4.31% 0.400%
16 9.045 1175 1182 1186 rVB3 24721 56897 1.31% 0.122%
17 9.163 1196 1202 1207 rVB 3209181 4203405 96.90%  8.993%
18 9.245 1211 1216 1222 rBV2 74614 118707 2.74%  0.254%
19 9.310 1223 1227 1231 rBV 37483 47819 1.10% 0.102%
20 9.422 1241 1246 1251 rBV 49352 84445 1.95% 0.181%
21  9.498 1252 1259 1261 rBV3 68037 121797 2.81% 0.261%
22 9.563 1266 1270 1272 rBV4 39963 52722 1.22% 0.113%
23 9.622 1277 1280 1284 rVB2 44363 59941 1.38% 0.128%
24 9.698 1289 1293 1298 rBV 50102 69517 1.60% 0.149%
25 9.775 1302 1306 1310 rVB 107585 132404 3.05% 0.283%
26 9.839 1310 1317 1321 rBV 1125599 1467551 33.83% 3.140%
27 9.869 1321 1322 1326 rVB 84621 78050 1.80% 0.167%
28 10.039 1347 1351 1356 rVB 108316 144137 3.32% 0.308%
29 10.274 1384 1391 1398 rBV 148314 211407 4.87% 0.452%
30 10.386 1406 1410 1416 rBV 134190 176390 4.07% 0.377%
31 10.492 1425 1428 1433 rVB 47918 68371 1.58% 146%

32 10.551 1434 1438 1445 rVB2 229485 316544  7.30%
33 10.627 1445 1451 1456 rBV 1968940 2503925 57.72%
34 10.751 1467 1472 1480 rVB 202267 304690  7.02%
35 11.198 1544 1548 1550 rVV 167419 225192 5.19%
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36 11.221 1550 1552 1558 rVB2 111047 157334 3.63% ©.337%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Q1123-01

Misc :

ALS vial : 5 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-BF011025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.327 1565 1570 1572 rBV 991814 1348855 31.09% 2.886%
38 11.351 1572 1574 1578 rVV 712364 768166 17.71% 1.643%
39 11.398 1578 1582 1586 rvVv 153881 218553 5.04% 0.468%
40 11.433 1586 1588 1592 rVB2 38095 46760 1.08% ©0.100%
41 11.563 1605 1610 1617 rBV2 66842 150936  3.48% 0.323%
42 11.627 1617 1621 1624 rBV 131633 164638 3.80% 0.352%
43 11.786 1644 1648 1651 rBV2 50205 86178 1.99% 0.184%
44 11.869 1651 1662 1670 rVV2 2374622 4338042 100.00%  9.281%
45 11.939 1671 1674 1682 rVB 178286 348943 8.04% 0.747%
46 12.033 1687 1690 1699 rVV 125648 187167 4.31% 0.400%
47 12.116 1700 1704 1713 rVB4 92608 194516 4.48% 0.416%
48 12.186 1713 1716 1724 rVB6 47768 73073 1.68% 0.156%
49 12.274 1726 1731 1734 rBv4 37665 68093 1.57% 0.146%
50 12.380 1745 1749 1752 rBV 77256 128532 2.96% 0.275%
51 12.421 1752 1756 1760 rVvB2 119831 194685 4.49% 0.417%
52 12.539 1771 1776 1780 rBV 823104 1175041 27.09% 2.514%
53 12.651 1788 1795 1808 rVV 1874225 2974317 68.56% 6.364%
54 12.768 1809 1815 1822 rVB 678783 982556 22.65% 2.102%
55 12.915 1835 1840 1847 rVB 2768340 3623792 83.54% 7.753%
56 12.986 1849 1852 1856 rVvV2 45592 64476 1.49% 0.138%
57 13.163 1877 1882 1885 rBV2 88796 140292 3.23% 0.300%
58 13.198 1885 1888 1896 rvB3 81165 126345 2.91% 0.270%
59 13.292 1901 1904 1907 rVv2 52324 63565 1.47% 0.136%
60 13.327 1907 1910 1914 rW 39254 51814 1.19% 0.111%
61 13.715 1972 1976 1979 rBV3 70278 112320 2.59% 0.240%
62 13.827 1991 1995 2003 rVB3 172017 320841 7.40% 0.686%
63 13.968 2013 2019 2030 rVB2 1067608 2109129 48.62% 4.512%
64 15.015 2192 2197 2206 rVB 414084 898732 20.72%  1.923%
65 15.309 2243 2247 2253 rVB 227978 337449 7.78% 0.722%

66 15.368 2253 2257 2263 rVV 288812 442946 10.21% ©.948%
67 15.433 2263 2268 2281 rVB2 701022 1278940 29.48% 2.736%

Sum of corrected areas: 46740079
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012125\

BF141231.D
: 21 Jan 2025 13:09
: RC/JU
¢ Ql123-01
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF141231.D\data.ms
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5.010
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BF141231.D\data.ms
9.163
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11.869

10.627 12.651
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0
Time-->
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2500000

2000000

1500000

1000000
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TIC: BF141231.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@012125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09

Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

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

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

Peak Number 1 Propane, 1,1-dimethoxy- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.157 4.67 ng 228450 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Isopropyl alcohol, TMS derivative 132 C6H160Si 001825-64-5 64
3 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 40
4 Propanoic acid, 2,3-dihydroxy- 106 C3H604 000473-81-4 33
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
Abundance  Scan 11 (2.157 min): BF141231.D\data.ms (-6) (-) m/z 75.05 100.00%

| /\

5000 45.0
R RERamERALECEE
‘ ‘ 59.0 103.1 2.202.302.402.502.60
Obrrprerr et 22 il et e m/z 73.05 74.70%
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.0
5000 450 RN R AR R A R
2.202.302.402.502.60
m/z 45.05 42.62%
0 \“\‘ ‘\‘ ‘ 5‘9\0 iy 88.0 103.0
H‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #16494: Isopropy! alcohol, TMS derivative
78.0
R ARRRNREEE
117.0 2.202.302.402.502.60
5000 m/z 41.05 27 .35%

45.0

H\‘ 6.0 || ggo1010 | 1310
L
20 30 40 50 60 70 80 90 100 110120 130

2.202.302.402.502.60

m/z 47.05 22.69%

|

0
m/z-->
Abundance #10523: 2-Propanol, 1,1-dimethoxy-

75.0
5000
31.0 470 89.0

ol e | "imousn

m/z--> 20 30 40 50 60 70 80 90 100110 120 130

2.202.302.402.502.60

8270-BF011025.M Wed Jan 22 15:47:34 2025

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.010 7.86 ng 384494  1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 496 (5.010 min): BF141231.D\data.ms (-486) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 L
4.60 4.80 5.00 5.20 5.40
L 83.0 .
Oy m/z 59.10 61.21%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL R R B R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.36%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘}\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R Bam o
4.60 4.80 5.00 5.20 5.40
5000 410 m/z 58.10 15.94%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.29%
5000
15.0 | 7%-0 100.0
O v AR
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.904 2.45 ng 187157 Naphthalene-d8 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 78
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 70
Abundance Scan 1158 (8.904 min): BF141231.D\data.ms (-1152) (-) m/z 118.10 100.00%
118.1
145.1
910 560850900920
39.0 63.0 . . . .
b e byl w;“; il B " A0 2 145,05 72.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
5000 ,\/\\\‘\\\\‘\\\\‘\\\\‘\\\\’
8.60 8.80 9.00 9.20
1 m/z 142.00 65.01%
o 10 M0
0 H\‘H\\‘H‘H“\‘\‘H“HH"HM‘\ \\‘\\\\"\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145'0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
8.60 8.80 9.00 9.20
5000 m/z 160.10 64.05%
91.0
280 51.0
o . N T P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36283: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- e AARRARE R RO
118.0 8.60 8.80 9.00 9.20
160.0 m/z 141.05 59.56%
5000
300 650 17 ‘ a0 |
(s T PN T P AT TR T
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.275 2.88 ng 211407  Acenaphthene-di10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1391 (10.274 min): BF141231.D\data.ms (-1384) (-} ' m/z 57.10 100.00%
57.1
- 0 ijbkw/\
1000 1050
113.1 1410 : '
0 "m‘_Hh_“M!Hn‘H:M‘w_Hw‘lﬁz“l‘wm?ﬁ‘??" m/z 43.10 68.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 I ——
10.00 10.50
290 85.0 m/z 71.10  60.74%
0 ‘\ “ L M‘ ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T —
10.00 10.50
5000 85.0 m/z 85.05 40.30%
1130 141.0
290
0 30 160
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 10.00 10.50
m/z 41.10 32.61%
- i \.\/WJUM-[\
L me0 PO ae20 0,
[ NNRT L S ot A M NN 2. FL e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF011025.M Wed Jan 22 15:47:38 2025 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 8
R.T. EstConc Area Relative to ISTD R.T.
10.551 4.31 ng 316544  Acenaphthene-d10 9.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1438 (10.551 min): BF141231.D\data.ms (-1434) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0 — ‘
10.50
152.1
O eyl 228070 m‘“‘ 228l m/z 77.05  66.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — :
10.50
51.0 m/z 182.10  56.22%
0 2?0 ‘ It | 152.0 Il
\\\‘\\\\“\\\\’\\\”\’\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
N
77.0 10.50
5000 m/z 51.05 24.62%
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26900: Vinyl benzoate T ‘
105.0 10.50
m/z 181.10  14.28%
5000 77.0
51.0
ol 270 | \ 148.0
e e e e e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.751 4.52 ng 304690  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane 184 C13H28 000629-50-5 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 1472 (10.751 min): BF141231.D\data.ms (-1467) (- m/z 57.10 100.00%

57.1
5000

——
‘ 99.0 169.1 10.50 11.00
— m“ 1 a2 . S m/z 43.10  67.36%
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
5000 —— —r
10.50 11.00

m/z 71.10 64.49%

99.0
0 \‘ b oy u\ , 1410 183.0 240.0
T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane
57.0

T
10.50 11.00

5000 m/z 85.10 40.42%
— ““ e
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane — ——
57.0 10.50 11.00

m/z 41.10 33.72%

5000
99.0

0/15. q‘ L)oo 1410 1830 2250 296.(

— —
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Tridecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.198 3.34 ng 225192  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 1548 (11.198 min): BF141231.D\data.ms (-1544) (-} | m/z 57.85 100.00%
57.0

20 m

—
99.0 11.00 11.50
1411 1921 : :
(— ‘hh Vg 341 PR 2848 L), 43.18 66.42%

T
m/z--> 0 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-

57.0

5000

T
11.00 11.50
m/z 71.10 61.71%

H ‘ 99.0 410 183.0
0b ‘\‘M\ A ‘L\‘\“ ‘\"’FL‘ ; "\‘ : “‘ e ‘3‘19-"
m/z--> 0 50 100 150 200 250 300
Abundance #59045: Dodecane, 2-methyl-

43.0

—
11.00 11.50

m/z 85.10 44.89%
5000 85.0
141.0
AT D T
m/z--> 0 50 100 150 200 250 300
Abundance #107218: Hexadecane T ——
57.0 11.00 11.50

m/z 41.10 31.92%

- W

o st P90

! J | 141.0 183.0 226.0
i B

u
‘ T ‘
m/z--> 0 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Dibenzothiophene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.222 2.33 ng 157334  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 91
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 91
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 90
5 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 87
Abundance Scan 1552 (11.221 min): BF141231.D\data.ms (-1550) (-} | m/z 184.00 100.00%
184.0
139.1 I L
11.00 11.50
380 69.1 9201131 | L 2171 )
O B o B BT o m/z 139.05 15.90%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #58965: Dibenzothiophene
184.0
5000 — ——
11.00 11.50
m/z 185.00  13.66%
920 139.0 /
30 630 w30 | |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
— —
11.00 11.50
5000 ITI/Z 152.05 8.78%
79.0 139.0
ol 450 . 140 | 1600 .
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #58972: Naphtho[2,1-b]thiophene T =
184.0 11.00 11.50
m/z 92.00 6.42%
5000
139.0
92.0
0 40.0 69'0‘ \‘ 11:\3.0 \‘\ H‘ ‘ |
A e B A aa — ——
m/z--> 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 5H-Indeno[1,2-b]pyridine Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.563 2.24 ng 150936  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbazole 167 C12HSN 000086-74-8 93
2 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 91
3 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 83
4 ethanone, 1-(9H-carbazol-9-yl)- 209 C14H11NO 1000400-59-5 81
5 1,1'-Biphenyl, 2-azido- 195 C12HSN3 007599-23-7 78
Abundance Scan 1610 (11.563 min): BF141231.D\data.ms (-1605) (- m/z 167.10 100.00%
167.1
5000
1 \
43‘*-1“69‘-1 97.1 1390 M 1051 pans 11.50
0 H‘_‘HWH‘MwN‘Wuﬂ\wauuﬂw‘u‘m‘W‘Hw@uu‘u‘w‘ﬁ m/z 166.05  21.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42485: Carbazole
167.0
5000 e :
11.50
m/z 69.10 14.89%
139.0
ol 390 710 11307 |
H\‘\H\‘\H\‘H\\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42488: 5H-Indeno[1,2-b]pyridine
167.0
T \
11.50
5000 m/z 43.10 14.63%
139.0
0 390 Ll 830 113.0 H
I R o o R B A REaannan]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71567: 9H-Carbazole, 9-nitroso- —=
167.0 11.50
m/z 55.00 13.85%
5000
30.0
139.0
o | 20 azo” |
AR A B S A e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 Pentadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.627 2.44 ng 164638  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 68
2 Octadecane 254 C18H38 000593-45-3 68
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 64
Abundance Scan 1621 (11.627 min): BF141231.D\data.ms (-1617) (-} | m/z 57.10 100.00%
57.1
- T MJL
203.1 ol N
113.1 11.50 12.00
141.1
o‘H_m‘hHh‘mu_mN‘MwH_H‘1“‘3‘9“1‘””“HWH?“‘E}W m/z 43.10  68.03%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #90189: Pentadecane
57.0
5000 — —
85.0 11.50 12.00
290 m/z 71.10 65.46%
0 \‘ \L\ H \‘\ A \‘llﬁ 0\14\1 0169.0 212 0
\H‘\H\‘\\\\‘\H\‘\\\\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141056: Octadecane
57.0
== —
11.50 12.00
5000 85.0 ITI/Z 85.10 46.39%
29.0 113.0
obod M b [ 141.0169.0197.0225,0 254.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200 220240
Abundance #107220: Hexadecane T —
57.0 11.50 12.00
m/z 41.10 29.95%
5000 85.0
29.0
oLl 11301410160.019702260
aRAaaaEan _‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H“ —= —=
m/z--> 20 40 60 80 100120140160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.868 64.32 ng 4338040 Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1662 (11.868 min): BF141231.D\data.ms (-1651) (- m/z 73.05 100.00%
5000 129.1
2132 — ——
‘ H‘ ‘ 1711 ‘ 256.3 11.50 12.00
oL , w ‘H‘n “H‘H“nh“\ ‘1‘”“‘ i “\ | “‘ “‘ “‘ i \‘ R W | “‘ , , m/z 43.10 84.62%
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 1710 2130 2560 m/z 60.00 83.61%
ob— i““ L, Mh“‘\ M‘M} ‘\ ‘ “‘ “ “‘ \‘ “‘ - “\‘ ——
miz-> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
— ——
43.0 11.50 12.00
5000 m/z 41.10 69.25%
129.0
185.0 228.0
O o e e TR L
AT N1V o O A
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 55.10 69.02%
5000 129.0
‘ 199.0 2420
oL— L‘ H\“H‘n MH ‘M nh\‘\\ M\‘u; “‘ ‘1‘61-0;“ L o “‘ — = —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.939 5.17 ng 348943  Phenanthrene-d10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 47
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 47
4 Methyl diselenide 190 C2H6Se2 007101-31-7 38
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 35

Abundance Scan 1674 (11.939 min): BF141231.D\data.ms (-1671) (-} | m/z 190.10 100.00%
19p.1

5000
94.5
A
163.1 12.00
63.0
oHH_m‘w,mw“w“_1”3‘7“11‘”‘”‘?”“ 2L m/z 189.10  99.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
12.00
94.0

m/z 192.10  53.16%

310 630 | 13701630 ||
HH‘\\H‘HH’H\\‘\H\‘HH‘\\H‘HH‘\H\‘HH‘\\H‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0

o

12.00
5000 ITI/Z 191.10 43.98%
63.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny —
190.0 12.00

29.0 97.0 133.0 162.0 217.0

63.0
Obrreprbrprrreptrtrprrebrtre b b bl e e

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 13 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.033 2.78 ng 187167  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 (C28H58 000630-02-4 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1690 (12.033 min): BF141231.D\data.ms (-1687) (- m/z 57.10 100.00%
57.1
- L
9.1 12,00 |
181.1 :
0 mu“‘“\‘u“u“ {OTRPEA L. EO— m/z 43.10  65.09%
m/z--> 0 50 100 150 200 250 300 350
Abundance #90192: Pentadecane
57.0
5000 = :
12.00
9.0 m/z 71.10 60.75%
Olwswd\ ‘\““ “ \“‘\““ \“ \]W\Ll\‘%l‘ow T \2‘1\2\(\) L L
miz--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
R I
12.00
5000 m/z 85.10 44 ,32%
9.0
= e
m/z--> 0 50 100 150 200 250 300 350
Abundance #298426: Octacosane —1 ‘
57.0 12.00
m/z 41.10 28.96%
5000
oL \\ 141018302250 2810 3370 394
T A B B A =
m/z--> 0 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.116 2.88 ng 194516  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 74
2 Benzene, 1,1'-(1-buten-3-yne-1,4... 204 C1l6H12 013141-45-2 35
3 6-Phenylbenzocyclohepten-7-one 232 C17H120 093327-56-1 30
4 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C16H12 006572-60-7 30
5 5,16[1',2"']:8,13[1""',2"'"]-Dibenz... 408 C32H24 005672-97-9 30

Abundance Scan 1704 (12.116 min): BF141231.D\data.ms (-1700) (- m/z 204.05 100.00%
204.1

43.0
5000
12.00 12.50
0! m/z 43.05 70.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80574: Naphthalene, 2-phenyl-
204.0
5000 T —

12.00 12.50
101.0 m/z 102.05 45.13%

280 I 75\\\‘0 | \“ . 1590‘17\60‘ w
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #80597: Benzene, 1,1'-(1-buten-3-yne-1,4-diyl)bis-
204.0
SERENYLTA Sy

o

12.00 12.50
5000 ITI/Z 60.00 41.34%
102.0
o, 390 76017 1500 1760 |
L L aan B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #114081: 6-Phenylbenzocyclohepten-7-one —— —
204.0 12.00 12.50
m/z 202.10 36.31%
5000
232.0
101.0
0 39.0 75“.0 H ‘ | 150.0179-0 ‘
—r———— 71—+ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

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

Quant Title

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

BF011025.M

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

Peak Number 15 Hexadecane, 1-iodo-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.421 2.89 ng 194685  Phenanthrene-di10 11.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 53
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
4 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 50
5 Octacosane 394 C28H58 000630-02-4 46

Abundance Scan 1756 (12.421 min): BF141231.D\data.ms (-1752) (|  m/z 57.10 100.00%
57.1
85.1
5000
‘ 204.1 ‘2‘6
113.1 ‘ 125
141.1
0 ,w“‘:mh ‘“‘:www‘wm‘wﬂ”WHﬁ???‘”‘w‘t“m‘_Wzﬁtr’ﬁw m/z 71.1e 73.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 85.0 —
12.50
m/z 43.10 60.57%
29.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #193300: Dodecane, 1-iodo-
57.0
—
12.50
5000 85.0 m/z 85.10 52.22%
29.0 155.0
B -1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester e
57.0 12.50
m/z 41.10 27.96%
5000 85.0
290‘ 113.0
0,‘HW‘HW‘MWWHW‘JW‘H‘_H‘_H‘_H‘_H‘_H‘_H‘_‘HM‘ —a
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 16 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.651 28.20 ng 2974320  Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 1795 (12.651 min): BF141231.D\data.ms (-1788) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
185.2 241.2 . —= ——
‘ ‘ ‘ 284.¢ 12.50 13.00
o — R Al “h“ w““w SESSVEER A S VPN M L m/z 43.10  98.40%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
5000 — —
129.0 12.50 13.00
m/z 60.00 84.89%
‘ 1850 o4 284
I T T O A
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
12.50 13.00
5000 129.0 m/z 57.10 82.83%
‘ ‘ 199.0 2420
oL— “ H H‘M UM HH\ \\hH\ ‘M‘\‘u‘\ “ 1‘61‘9“ L — “\ e
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — =
73.0 12.50 13.00
43.0 m/z 55.10 76.72%
5000
129.0
185.0 228.0
oL ““ “\‘u‘u“ H‘H \\M‘ ‘H\ ‘M‘\‘H‘\ ‘ \‘m‘\ “\‘ I ‘\‘ R —— —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@012125\

Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09

Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 17 Z-5-Nonadecene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.827 3.04 ng 320841 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 1995 (13.827 min): BF141231.D\data.ms (-1991) (- m/z 57.10 100.00%
57.1

97.1
5000
13.50 14.00
39.1 2151 : : :
ol Al 13 L AsLleps 2801 3240 . 43,10 82.93%
miz--> 50 100 150 200 250 300
Abundance #155962: Z-5-Nonadecene
55.0 97.0
5000 — —
13.50 14.00
266.0 m/z 55.10 76.30%
39.0
O T T “‘\ h\ \ \‘ ‘\“ \P‘\ ‘“ ““\ 182\0 \22\4\0\ ‘ T ‘\ T T ‘ T T T

miz--> 50 100 150 200 250 300

%

Abundance #173731: 3-Eicosene, (E)-
57.0
— ——
97.0 13.50 14.00
5000 ITI/Z 83.10 70.50%
o220l i ]} | ‘“ ‘\L 1999 1820 2000 2800 WJ\%M
m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 69.10 64.47%
20l |11 | 1550 se0 pas0 a0 T
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\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Ql123-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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 18 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.310 5.28 ng 337449  Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2247 (15.309 min): BF141231.D\data.ms (-2243) (-} | m/z 252.10 100.00%
252.1
— =
12?1 ) 15.00 15.50
oALL 83L ] 1980, | 319236534101 ./, 350,10  28.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — A
15.00 15.50
m/z 253.10 21.87%
125.0
0B9:0 830 | 200.0. |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
— T
15.00 15.50
5000 m/z 125.10 13.76%
126.0
0B9:0 830 ‘\\ 2000 |
L e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00  10.98%
5000
126.0
o0yl oo | ad UL
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@12125\
Data File : BF141231.D

Acqg On : 21 Jan 2025 13:09
Operator : RC/JU

Sample : Q1123-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011025.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|
Propane, 1,1-di... 2.157 4.7 ng 228450 1 6.804 978790 20.0
2-Pentanone, 4-... 5.010 7.9 ng 384494 1 6.804 978790 20.0
1H-Indene, 2,3-... 8.904 2.5 ng 187157 2 8.086 1526570 20.0
Hexadecane 10.275 2.9 ng 211407 3 9.839 1467550 20.0
Benzophenone 10.551 4.3 ng 316544 3 9.839 1467550 20.0
Heptadecane 10.751 4.5 ng 304690 4 11.327 1348860 20.0
Tridecane, 1-iodo- 11.198 3.3 ng 225192 4 11.327 1348860 20.0
Dibenzothiophene 11.222 2.3 ng 157334 4 11.327 1348860 20.0
5H-Indeno[1,2-b... 11.563 2.2 ng 150936 4 11.327 1348860 20.0
Pentadecane 11.627 2.4 ng 164638 4 11.327 1348860 20.0
n-Hexadecanoic ... 11.868 64.3 ng 4338040 4 11.327 1348860 20.0
4H-Cyclopenta[d... 11.939 5.2 ng 348943 4 11.327 1348860 20.0
Heneicosane 12.033 2.8 ng 187167 4 11.327 1348860 20.0
Naphthalene, 2-... 12.116 2.9 ng 194516 4 11.327 1348860 20.0
Hexadecane, 1-i... 12.421 2.9 ng 194685 4 11.327 1348860 20.0
Octadecanoic acid 12.651 28.2 ng 2974320 5 13.968 2109130 20.0
Z-5-Nonadecene 13.827 3.0 ng 320841 5 13.968 2109130 20.0
Benzo[e]pyrene 15.310 5.3 ng 337449 6 15.433 1278940 20.0

8270-BF011025.M Wed Jan 22 15:47:57 2025

Pag 22



