LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS Vvial : 30 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: BF134013.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 8 15 21 rVB 1242677 1615792 64.83% 6.954%
2 2.287 29 34 42 rVB 39662 60276 2.42% 0.259%
3 5.092 507 511 521 rBV 121094 140411 5.63% 0.604%
4 5.487 574 578 590 rBV 2172222 2060679 82.69%  8.869%
5 6.487 743 748 751 rBV 2298247 2371311 95.15% 10.205%
6 6.681 778 781 787 rBvV2 34232 32881 1.32% 0.142%
7 6.851 806 810 815 rBV 940682 727039 29.17%  3.129%
8 7.416 901 906 909 rBV 1720695 1500880 60.22% 6.459%
9 8.128 1024 1027 1035 rVB 955066 857011 34.39% 3.688%
10 9.210 1207 1211 1214 rBV 3150894 2492198 100.00% 10.726%
11  9.286 1220 1224 1226 rBV2 37649 31760 1.27% 0.137%
12 9.751 1301 1303 1306 rVB 37769 31849 1.28% 0.137%
13 9.816 1307 1314 1317 rWV 47559 43029 1.73% 0.185%
14 9.886 1323 1326 1330 rVV 832148 694991 27.89%  2.991%
15 9.922 1330 1332 1335 rVB 46775 38311 1.54% 0.165%
16 10.092 1357 1361 1365 rBV 31172 32417 1.30% 0.140%
17 10.316 1397 1399 1402 rVB 38128 30786 1.24% 0.132%
18 10.439 1417 1420 1423 rBV 34238 34233  1.37% 0.147%
19 10.604 1444 1448 1451 rBV 359454 291788 11.71% 1.256%
20 10.680 1457 1461 1465 rBV 590334 505566 20.29% 2.176%
21 10.804 1478 1482 1489 rVB2 43696 70985 2.85% 0.305%
22 11.245 1551 1557 1560 rBV3 35795 50481 2.03% 0.217%
23 11.292 1564 1565 1568 rVB2 53888 30372 1.22% 0.131%
24 11.386 1577 1581 1583 rBV 710745 698979 28.05%  3.008%
25 11.410 1583 1585 1588 rVV 373014 303242 12.17% 1.305%
26 11.457 1591 1593 1596 rW 99550 86826 3.48% 0.374%
27 11.492 1596 1599 1602 rVB 41050 39042 1.57% 0.168%
28 11.616 1615 1620 1625 rBvV2 48642 67532 2.71% 0.291%
29 11.716 1635 1637 1644 rVB6 18137 30849 1.24% 0.133%
30 11.886 1663 1666 1668 rBV 59700 51616 2.07% 0.222%
31 11.916 1668 1671 1674 rVB 113428 100413 4.03% 0.432%
32 11.998 1682 1685 1688 rBV 100296 116379 4.67% 0.501%
33 12.186 1714 1717 1719 rBV 55302 43895 1.76% 0.189%
34 12.210 1719 1721 1725 rVB 43746 40322 1.62% 0.174%
35 12.445 1758 1761 1764 rBV 51453 61363 2.46% 0.264%
36 12.480 1764 1767 1769 rVV3 42373 45929 1.84% 0.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS Vvial : 30 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 12.533 1773 1776 1781 rVB 50439 58523 2.35% 0.252%
38 12.610 1785 1789 1792 rBV 840102 733689 29.44%  3.158%
39 12.839 1822 1828 1830 rBV 728077 813971 32.66% 3.503%
40 12.863 1830 1832 1841 rVB2 233717 298949 12.00% 1.287%
41 12.980 1848 1852 1858 rVB 2304719 2138838 85.82% 9.205%
42 13.168 1881 1884 1886 rVB2 91725 90393 3.63% 0.389%
43 13.233 1893 1895 1897 rVB 72062 51047 2.05% 0.220%
44 13.268 1899 1901 1904 rVB2 59827 59339 2.38% 0.255%
45 13.363 1915 1917 1920 rBV 44845 30630 1.23% 0.132%
46 13.457 1931 1933 1936 rVB 79260 64216 2.58% 0.276%
47 13.680 1968 1971 1975 rVB 65420 73712 2.96% 0.317%
48 13.786 1987 1989 1992 rBV2 47676 49524  1.99% 0.213%
49 13.845 1996 1999 2003 rVv2 64297 76146 3.06% 0.328%
50 13.886 2003 2006 2017 rVB 223778 308731 12.39% 1.329%
51 14.045 2026 2033 2035 rBV3 599098 980883 39.36% 4.221%
52 14.068 2035 2037 2043 rVB 316918 276622 11.10% 1.190%
53 14.515 2111 2113 2115 rBV2 56815 53566 2.15% 0.231%
54 15.104 2209 2213 2217 rBV 225973 358979 14.40%  1.545%
55 15.186 2224 2227 2230 rVB 136988 138955 5.58% 0.598%
56 15.421 2264 2267 2273 rVB 134111 185118 7.43% 0.797%
57 15.486 2274 2278 2283 rVB 188808 242989 9.75% 1.046%
58 15.551 2285 2289 2293 rBV 268612 368650 14.79%  1.587%
59 16.051 2369 2374 2380 rBV 232901 350891 14.08% 1.510%

Sum of corrected areas: 23235794
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 28 Jun 2023 04:49
¢ CG\JU
. 03361-07

. 30

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
BF134013.D

COMPOSIT-SB-31-36

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

Abundance
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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\
BF134013.D

: 28 Jun 2023 04:49
¢ CG\JU
. 03361-07

: 30 Sample Multiplier: 1

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

: C:\Database\NIST20.L

COMPOSIT-SB-31-36

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.
2.175 44.45 ng 1615790 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 38
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 15 (2.175 min): BF134013.D\data.ms (-8) (-) m/z 73.05 100.00%
3.0
5000 43.0 J\
e
‘ J 8$ 1 2.202.302.402.502.60
ol i 580 Il 881 1069 0 43,05 44.76%
m/z--> 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 TTT
43.0 2.202.302.402.502.60
‘ m/z 55.05 29.82%
27.0 88.0
O\‘\\\\‘\ﬂ\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
e
2.202.302.402.502.60
5000 55.0 m/z 87.10 25.40%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
m/iz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL e
73.0 2.202.302.402.502.60
m/z 41.05 14.66%
5000
43.0
o R e Ao o R e RRNEEEEEREE ey
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 : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 7
R.T. EstConc Area Relative to ISTD R.T.
5.092 3.86 ng 140411 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 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 1,2-Butanediol 90 C4H1e02 000584-03-2 25
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 511 (5.092 min): BF134013.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
1o 480500520540
I “ 83.0 : : - : R
ot m/z 59.00 57.54%
miz-> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L B I LR B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.52%
27.0 | ‘ 83.0
0 \\\’\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
N EERREEEES R
4.80 5.00 5.20 5.40
5000 2410 m/z 57.95 12.95%
126.0
Ol b 12801420
miz--> 20 40 60 80 100 120 140
Abundance #2577: 1,2-Butanediol R B RARNREEEEE S
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.05 10.30%
5000
15.0 ‘ ‘ | ‘
m/z--> 20 40 60 80 100 120 140 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 : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.604 8.40 ng 291788  Acenaphthene-die 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
3 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 47
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 47
Abundance Scan 1448 (10.604 min): BF134013.D\data.ms (-1444) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
10.50 11.00
152.1
Y SN N M. 2 S i m/z 77.00  64.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
.0 182.0
5000 —y—t e
10.50 11.00
510 m/z 182.05  50.43%
o270 L 120 1920 |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0
e —
10.50 11.00
5000 77.0 m/z 51.60 30.81%
51.0
27.0
R . 1330 1680
SRR S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61894: 2-Phenyl-4-ethylidene-2-oxazolin-5-one — ey
105.0 10.50 11.00
m/z 181.10 9.64%
77.0
5000
51.0
0 Al | 1300 1600 187.0 J\NM It
e e e e oot nbifla g n il
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 unknownl©.804 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.804 2.03 ng 70985  Phenanthrene-d1e 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 43
2 4-Imidazolidinone, 2,2-dimethyl-... 169 C8H15N30 142071-78-1 41
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 38
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 38
5 Decane, 5-propyl- 184 C13H28 017312-62-8 35
Abundance Scan 1482 (10.804 min): BF134013.D\data.ms (-1478) (- m/z 57.10 100.00%
57.1
5000
85.0
‘ 1131 140.1 ‘ 10.50 11.00
0 “HH‘HHW\\HH !‘H‘\“H\‘\\H‘\"\‘\‘Mh“d i‘H‘“““m“‘W‘”“\ \n!h“ uu" m/z 71.05 63.11%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #33087: Decane, 2-methyl-
43.0
71.0
5000 — e
10.50 11.00
m/z 43.05 56.74%
B Wt
O \‘\\\\‘\\\\“}\\\‘\\“\\‘W\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #44784: 4-Imidazolidinone, 2,2-dimethyl-3-[(1-methylethy
71.0
— ——
10.50 11.00
5000 m/z 85.05 33.06%
169.0
30.0
Ol S 280
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl- — 7
57.0 10.50 11.00
m/z 41.05 31.07%
5000 85.0
29.0
112.0
S O s T SN T N I
m/z--> 0 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.87 ng 100413  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 93
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
Abundance Scan 1671 (11.916 min): BF134013.D\data.ms (-1668) (- m/z 192.10 100.00%
192.1
5000
43.0 94.7 152 izﬁoo‘
0! ' o BB 3080y 101,10 54.37%
miz--> 50 100 150 200 250 300
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 "”““J

e
12.00
m/z 189.05  28.12%

(270 630 960 1300 | |
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--> 50 100 150 200 250 300
Abundance #67041: Phenanthrene, 4-methyl-

192.0

T
12.00

5000 m/z 193.10 16.13%
95.0
63.0 ‘ 152.q
oty R W
miz--> 50 100 150 200 250 300
Abundance #67025: Anthracene, 2-methyl- 2 ——
192.0 12.00

m/z 190.10  15.65%

5000 MJ
96.0 ‘
L2890 630 L 1520 | oAy

L
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.998 3.33 ng 116379  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38

Abundance Scan 1685 (11.998 min): BF134013.D\data.ms (-1682) (- m/z 189.05 100.00%
189.1
94.7 UL
12.00
500 ‘ 153. m
00 03l 2272 | 2939 ) 106.65  95.28%
miz--> 50 100 150 200 250 300
Abundance #64924: 4H- Cydopenuﬂdeﬂphenanﬂnene
190.
5000 R B sl
12.00
95.0 m/z 192.10 65.93%
O L “\4‘\3‘i \“ \‘ \‘ H\“ \ \1\37\? \‘ T \‘M ‘ T T T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny
190.0
P
12.00
5000 m/z 191.05 46.11%
29"0 63.0 97.0 133.0 ‘ ‘
ot W
miz-> 50 100 150 200 250 300
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy- F
190.0 12.00
m/z 94.70 24.04%
5000
63.0
1330
G 31 ol TS -
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 1-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.886 6.29 ng 308731 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 86
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 70
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 70
5 17-Pentatriacontene 491 C35H70 006971-40-0 55
Abundance Scan 2006 (13.886 min): BF134013.D\data.ms (-2003) (- m/z 57.05 100.00%
567.0 230.1
5000 e
‘ 1350  14.00
ol —L4 L4 L “‘ l‘ﬁ‘? Sl M “ 2743 3231 376. . 43,10  o4.74%
m/z--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
7.0
5000 — —
13.50 14.00
m/z 230.10 82.99%
O ‘ “ H L‘ 1‘ 1[3?‘5)\]‘-\8!2\0‘ T \2\5“2\()\ L ‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
o ~h—
7.0 13.50 14.00
5000 ITI/Z 55.00 64 .20%
0 \‘\ | ‘ ‘HH 139018202240 280.0 MMJM
ey ‘ il e
m/z--> 50 100 150 200 250 300 350
Abundance #173730: 9-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 83.10 61.41%
7.0
5000
oLl h m 199018102230 2800
i : T — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.186 7.54 ng 138955  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Docosane 310 C22H46 000629-97-0 91
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2227 (15.186 min): BF134013.D\data.ms (-2224) (- m/z 57.10 100.00%

57.1
5000

‘ 9.0 141 268.1 15.00 15.50
ol LLLL 2 sora | 33823782 700 16 63.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000 — ——
15.00 15.50

m/z 43.10 59.54%

| ‘L ‘ | u\ J %4? 0183.0225.0268.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0

— —
15.00 15.50

o

5000 m/z 85.10 46.86%
9.0
oL | || ||| 141.0183.0225.0267.0310.0
e s o T LA B
mlz--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl- T —
57.0 15.00 15.50

m/z 55.00  25.51%

T

113.0155.0
0 ‘\ ! hh\ \\‘ d u‘ L \‘ |

225.0

T T
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 : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc COMPOSIT-SB-31-36

ALS vial : 30 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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.421 10.04 ng 185118 Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
3 Benzo[a]pyrene 252 C20H12 000050-32-8 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
Abundance Scan 2267 (15.421 min): BF134013.D\data.ms (-2264) (|  m/z 252.10 100.00%
252.1
—=
125.0 ) 15.50
oL STO il 1979, | 3020 37814271 .. 550.05  28.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 22.20%
125.0
o740 ] 200.0, |
\\‘\\\\’\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
—
15.50
5000 m/z 125.00 12.69%
126.0
0390 830 ‘\\ 2000 |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene —
252.0 15.50
m/z 251.10 8.85%
5000
126.0
ol 740 | 2000 |
e T LA o e e e
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS vial : 30 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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.051 19.04 ng 350891 Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Tricosane 324 C23H48 000638-67-5 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 2374 (16.051 min): BF134013.D\data.ms (-2369) (-} | m/z 57.05 100.00%
57.0
2000 fuwNM\MMM]\wmmﬂwwwmm
16.00 |
13 1 .
169 1
ol ““ u“‘ A by 2830 8230 3793 1 n/z 71.10  61.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000 ——
16.00
m/z 43.10 60.47%
L1190 1090 225090
O\\‘\\“ ‘\H‘\H‘\“\‘\““\‘\\‘\“\‘\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
R \
16.00
5000 m/z 85.10 44 ,99%
o LLLLAP0 1600 d2s0 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane —
57.0 16.00
m/z 55.10 23.50%
w M/\/Wﬂ/\—/wmw
324.0
| l \ 267.0
0 H‘Jq"WW_MNJH‘\Lu#‘u\pww“““‘u““‘ ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134013.D

Acqg On : 28 Jun 2023 04:49

Operator : CG\JU

Sample : 03361-07 :
Misc : COMPOSIT-SB-31-36

ALS Vvial : 30 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... 2.175 44.5 ng 1615790 1 6.851 727039 20.0
2-Pentanone, 4-... 5.092 3.9 ng 140411 1 6.851 727039 20.0
Benzophenone 10.604 8.4 ng 291788 3 9.886 694991 20.0
unknown10.804 10.804 2.0 ng 70985 4 11.386 698979 20.0
Phenanthrene, 1... 11.916 2.9 ng 100413 4 11.386 698979 20.0
4H-Cyclopenta[d... 11.998 3.3 ng 116379 4 11.386 698979 20.0
1-Octadecene 13.886 6.3 ng 308731 5 14.045 980883 20.0
Nonadecane 15.186 7.5 ng 138955 6 15.551 368650 20.0
Benzo[e]pyrene 15.421  10.0 ng 185118 6 15.551 368650 20.0
Heneicosane 16.051 19.0 ng 350891 6 15.551 368650 20.0
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