LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136524.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 497 500 507 rVB 40335 45377 2.62% 0.289%
2 5.434 565 569 572 rBv 1710112 1518810 87.84% 9.674%
3 6.434 735 739 742 rBV 1533198 1474927 85.30% 9.394%
4 6.793 797 800 804 rBV 559856 468247 27.08%  2.982%
5 7.357 891 896 899 rBV 992643 945885 54.70% 6.025%

6 8.069 1014 1017 1021 rBV 696432 574526 33.23% 3.659%
7 9.151 1196 1201 1204 rBV 2038689 1729148 100.00% 11.013%
8 9.828 1312 1316 1326 rBV 726172 588035 34.01% 3.745%
9 10.622 1447 1451 1466 rBV 953818 891539 51.56% 5.678%
10 11.322 1566 1570 1572 rBV 580046 540044 31.23%  3.440%
11 11.339 1572 1573 1577 rVB 100115 79535 4.60% 0.507%
12 11.822 1652 1655 1658 rBV 29923 27134 1.57% 0.173%
13 11.851 1658 1660 1665 rVV 97137 88065 5.09% 0.561%
14 11.933 1670 1674 1677 rBV 39436 38703 2.24%  ©.247%
15 12.122 1699 1706 1708 rBV3 17210 25533 1.48% ©.163%
16 12.375 1744 1749 1752 rBV 34315 36641 2.12% 0.233%
17 12.463 1761 1764 1769 rVB2 21968 26862 1.55% ©0.171%
18 12.539 1773 1777 1781 rBV 217925 206919 11.97% 1.318%
19 12.645 1790 1795 1798 rBV2 16510 26464 1.53% 0.169%
20 12.769 1809 1816 1818 rBV 220014 224578 12.99%  1.430%
21 12.816 1822 1824 1829 rVB3 19348 26290 1.52% ©.167%
22 12.916 1837 1841 1844 rBV 1810455 1529007 88.43% 9.739%
23 12.992 1848 1854 1856 rBV2 22736 34002 1.97% 0.217%
24 13.074 1865 1868 1870 rBV2 21952 28334 1.64% ©0.180%
25 13.098 1870 1872 1878 rVB 33993 29158 1.69% ©.186%
26 13.163 1878 1883 1886 rBV3 22679 34220 1.98% 0.218%
27 13.198 1886 1889 1893 rWV 42182 43747 2.53% 0.279%
28 13.292 1902 1905 1908 rwV 27420 22305 1.29% ©.142%
29 13.327 1908 1911 1914 rVB 23301 21480 1.24% 0.137%
30 13.492 1935 1939 1942 rBV3 19508 28664 1.66% ©0.183%
31 13.604 1956 1958 1962 rBV 26227 27550 1.59% ©.175%
32 13.639 1962 1964 1967 rVB 20008 19856 1.15% ©0.126%
33 13.721 1973 1978 1981 rBV3 25950 46338 2.68% ©.295%
34 13.821 1992 1995 1999 rVB2 30179 38085 2.20% ©.243%
35 13.898 2003 2008 2010 rBV5 16218 30772 1.78% ©.196%

36 13.974 2016 2021 2023 rBV2 656034 703920 40.71% 4.483%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.998 2023 2025 2030 rVB 135676 119946 6.94% 0.764%
38 14.063 2032 2036 2040 rBV3 84262 113882 6.59% 0.725%
39 14.145 2047 2050 2053 rVB3 22847 23859 1.38% 0.152%
40 14.363 2084 2087 2090 rVB 35490 29604 1.71% 0.189%
41 14.392 2090 2092 2096 rBvV2 23036 26100 1.51% 0.166%
42 14.451 2096 2102 2106 rBV 218069 250409 14.48% 1.595%
43 14.839 2163 2168 2176 rBV 254818 353368 20.44% 2.251%
44 15.016 2194 2198 2202 rBV 113779 183674 10.62% 1.170%
45 15.274 2237 2242 2247 rBV 237911 370426 21.42%  2.359%
46 15.321 2247 2250 2256 rVB 77574 118308 6.84% 0.754%
47 15.386 2257 2261 2267 rVB 89602 119816 6.93% 0.763%
48 15.457 2267 2273 2276 rBV 437448 554607 32.07% 3.532%
49 15.786 2324 2329 2341 rVB2 194460 387286 22.40% 2.467%
50 16.398 2427 2433 2443 rBV2 128711 297469 17.20% 1.895%
51 16.945 2523 2526 2533 rVB2 32550 58165 3.36% 0.370%
52 17.145 2553 2560 2574 rVB3 93402 270131 15.62% 1.721%

53 18.068 2708 2717 2728 rVB3 62319 202784 11.73% 1.292%

Sum of corrected areas: 15700534
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Dec 2023 19:28
¢ CG\JU
: 05726-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
BF136524.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->

TIC: BF136524.D\data.ms

5.434
6.434

7.357

6.793

5.028

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance
2000000

1500000

1000000

500000

TIC: BF136524.D\data.ms
9.151
12.916

10.622

8.069 9.828
11.322

12.5392.769

0
Time-->

. G T -

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

TIC: BF136524.D\data.ms

13.974
15.457
14451 14.839 15.274

15.786

13 15.016 5
L3 150U fmmwﬂ

Time-->

‘ T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14. 00 l4 50 15 00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28

Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 1 Anthracene, 2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.851 3.26 ng 88065  Phenanthrene-dle 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 92
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 90

Abundance Scan 1660 (11.851 min): BF136524.D\data.ms (-1658) (- m/z 192.05 100.00%
192.1
73.0
5000
129.0
130 227.0 256.1 . 50 12 00
0+ : : m/z 73.00 53.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67023: Anthracene, 2-methyl-
192.0
5000
11.50 12.00
m/z 191.05 50.53%
96.0 165.0
0 ‘\\\\‘\\\\6%9\“‘\\\“!‘\\\\‘\\]-\3,\‘9\(\)\\“}‘\\}‘\‘\“\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
AN L
11.50 12.00
5000 m/z 59.95 48.76%
165.0
5270 630 960 1300 | |
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 1150 1200
m/z 43.10 43.58%
5000
165.0
o270 630 960 1390 | h\
e A AAARARssasEsaETE s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 50 12 00

8270-BF120523.M Wed Dec 13 11:56:45 2023
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Data Path :
Data File :
Acqg On
Operator : CG
Sample : 05
Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

\JU
726-05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
BF136524.D
: 12 Dec 2023 19:28

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclononasiloxane, octadeca... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.063 3.24 ng 113882  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 59
2 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 25
3 2,5-Dihydroxybenzoic acid, 3TMS ... 370 C16H3004Si3 003618-20-0 25
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
5 Triisobutyl(3-phenylpropoxy)silane 334 C21H380Si 1000282-18-2 22

Abundance Scan 2036 (14.063 min): BF136524.D\data.ms (-2032) (- m/z 73.00 100.00%

73.0 147.0221.1
355.1
5000
429.0
5 —| ‘
| O o e
ol b bV LU m/z 147.00 91.40%
m/z--> 0 50 100150200 250300 350400450500550600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 Al :
14.00
m/z 221.10 86.23%
O‘\\\\‘\\\\‘\\\\“\\\\’\\\‘\‘\ If[65[]-.'
m/z--> 0 50 100150200 250300350400450500550600 650
Abundance #290222: Pentasiloxane, dodecamethyl-
73.0 147.0 281.0
ﬂ/\\ T ‘ T ‘
14.00
5000 m/z 355.10 64 .69%
369.0
O‘Huqmu‘mhk‘mp‘upuMMH‘_H‘_HW‘HW‘HWH‘WH‘WH
m/z--> 0 50 100150200250 300350400450500550600650
Abundance #278590: 2,5-Dihydroxybenzoic acid, 3TMS derivative A, e ‘
355.0 14.00
730 m/z 281.10  56.44%
5000
| 147.0 223.0
Y U PRSP WSS U R N — 2L
m/z--> 0 50 100150200 250300 350400450500550600650 14.00

8270-BF120523.M Wed Dec 13 11:56:46 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.451 7.11 ng 250409  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 38
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38

4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32

Abundance Scan 2102 (14.451 min): BF136524.D\data.ms (-2096) (- m/z 73.05 100.00%
e
5.0 221.1
147.1
5000 281.0 355.1
429.1 I
OO T PO T PO T
Obr ettt bbb Ak b kTR m/z 221010 81.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7\‘ 147.0 221.0
281.0 AA‘ T i
5000 355.0 e
‘ 443.0 m/z 147.05 73.37%
O \\‘\“\\‘\\‘\\\\i’\\\\h‘d\\h\\“J\”\\i\’\\l\‘f‘\\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342011: Heptasiloxane, hexadecamethyl-
73.0 221.0
T
14.50
m/z 355.05 44 .47%
5000 1470
295.0 355 0
| } ‘ 429.0 51‘70
0 \H“‘H‘H‘\\H’HH“”\H\‘\l\\\’\\l\\I‘HH‘HH‘HH‘\.\H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 /k
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide o =
147.0 14.50
m/z 281.00 41.18%
5000 281.0
91.0
Obrtprcb et o @900 ——
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl4.839 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.830 12.74ng 353368  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 81

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 37

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
Abundance Scan 2168 (14.839 min): BF136524.D\data.ms (-2163) (- m/z 73.10 100.00%
73.1 147.0 221.1
355.0
5000
429.1 - S
\ ‘ H 5032 14.50 15.00
0o b bbb bl P8 mjz 221,05 92.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 147.0221.0
5000 = =
355.0 14.50 15.00
443.0 m/z 147.00 82.10%
O\H‘\J“HH‘\H‘\‘HHh‘d\\\\k“\l\\\‘H‘\‘\‘LH\‘HHl‘\\H‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
= ==
355.0 14.50 15.00
5000 ITI/Z 355.00 52.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, =5 e
147.0 221.0 14.50 15.00
m/z 281.10 49.54%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 wunknownl5.274 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.274 13.36 ng 370426 Perylene-di2 15.457

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 32
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 27

Abundance Scan 2242 (15.274 min): BF136524.D\data.ms (-2237) (- m/z 73.10 100.00%

73.1 221.1
147.1
5000 355.1
429.1

T
15.00 15.50

503.0
0vxllﬂlﬂmllllH‘ m/z 221.10  90.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 . e
15.00 15.50
m/z 147.05 81.78%
|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

T
15.00 15.50

m/z 355.05 47.18%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 J
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, = B
147.0 221.0 15.00 15.50

m/z 281.05  44.85%

73.0
5000
| \ 204.0

O rrtprobrr it

R ——

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.321 4.27 ng 118308 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
5 Perylene 252 C20H12 000198-55-0 86

Abundance Scan 2250 (15.321 min): BF136524.D\data.ms (-2247) (-] ' m/z 252.10 100.00%

25p.1
5000
68.0 12\5'1 174.1 365.3  430. 15.00 1559
oh 28O Ll ATAL . f 3011 3683 4300 ., 2se.05  31.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 e e
15.00 15.50
m/z 253.05 20.54%
125.0
o740 1 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138565: BenzolKk]fluoranthene
252.0
— L=t
15.00 15.50
5000 m/z 125.05 13.73%
126.0
69.0 | “
Ot e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene “ 7
252.0 15.00 15.50
m/z 126.00 10.39%
5000
126.0
0 830\ “ ‘“\ 2000\ Il
R L B S e B T B A B
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\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28

Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: 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 unknownl5.786 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.786  13.97 ng 387286  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 47

4 3,6-Dioxa-

2,4,5,7-tetrasilaoctan... 294

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281

C1oH3002S5i4
C19H23NO

004342-25-0 37
015089-22-2 25

Abundance Scan 2329 (15.786 min): BF136524.D\data.ms (-2324) (- m/z 221.05 100.00%
73.1 1471221.1
5000 355.1
429.1 = e
15.50 16.00
il s :
O brreptreretb bbb ol m/z 73.18 98.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 == e
15.50 16.00
m/z 147.05 84.46%
0\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
e -
15.50 16.00
m/z 281.10 49.54%
5000 355.0
443.0
o) SR SN UV S 1 NN S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- P —
221.0 15.50 16.00
m/z 355.10 46.45%
73.0
5000 147.0
341.0
‘ H 429.0 5170
Obrrprrretsbrrrtblrrdobb b ot SET0 ] S M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00

8270-BF120523.M Wed Dec 13 11:56:52 2023

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl6.398 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.398 10.73ng 207469 perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 64
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 47

3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2

000556-71-8 47
004342-25-0 37
006398-62-5 32

Abundance Scan 2433 (16.398 min): BF136524.D\data.ms (-2427) (- m/z 221.10 100.00%
73.0 221.1
147.0
5000 355.1
429.1 = S
‘ 0L \ 503.1 16.00 16.50
owwwww‘_H_‘uwm_mwwH‘m_www m/z 73.60  88.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 - B
355.0 16.00 16.50
443.0 m/z 147.00 78.84%
O\\\\‘\\\\‘\\\\‘\\\\h‘t\\\T\!\\‘\\‘\‘\‘L\\\‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
e —r—
73.0 16.00 16.50
5000 147.0 ITI/Z 281.00 47 .84%
341.0
0 L \H 429.0 517.0
‘H‘_‘H_‘H‘HH“‘wu‘w‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl- P ——
73.0 147.0221.0 429.0 16.00 16.50
m/z 355.05 44.07%
355.0
5000
m/z--> 50 100150200250300350400450500550600650 16.00 16.50

8270-BF120523.M Wed Dec 13 11:56:53 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl7.145 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.145  9.7ang 270131 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 50
4 2-Methyl-6-tert-butylphenol, TBD... 278 C17H300Si 1000467-05-0 25
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25

Abundance Scan 2560 (17.145 min): BF136524.D\data.ms (-2553) (- m/z 221.10 100.00%

73.0 147.1221.1
5000 355.1
429.1

——
Ll i, 5
0 brrrpedpiprsnbibp b L L ST m/z 147.85  88.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 = i
17.00 17.50
m/z 73.05 83.48%
|

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

7
17.00 17.50

m/z 355.10 44.02%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo —— T
73.0 17.00 17.50

m/z 281.10  39.38%

147.0
267.0
5000 355.0429.0
11| T } |

O b e — —r
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.00 17.50

8270-BF120523.M Wed Dec 13 11:56:54 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl8.068 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.068 7.31 ng 202784  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 50
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 38
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38
4 2-{[2-(Methoxycarbonyl)anilino]c... 371 C19H21NO5Si 1000475-02-2 25
5 1,3(2H,4H)-Isoquinolinedione, 6,... 369 C20H19NO6 1000115-82-7 22
Abundance Scan 2717 (18.068 min): BF136524.D\data.ms (-2708) (- m/z 221.10 100.00%
221.1
73.0 147.0
5000 355.0
428.9 R ‘
O ettt psseby bbb oo e m/z 73.05  72.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 B :
355.0 18.00
443.0 m/z 147.00 70.65%
O\\\‘\J“HH‘\H‘\‘HH“‘A\\H\“\I\\\‘H‘\‘\‘LH\‘HH“HH‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
T \
355.0 18.00
5000 m/z 281.10 51.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe —— ‘
221.0 18.00
m/z 355.00 49.41%
5000 147.0
77.0
0\\H“'\J\[\\L‘lu\u\‘uu‘\ T T T T I T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.00

8270-BF120523.M Wed Dec 13 11:56:55 2023 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121223\
Data File : BF136524.D

Acqg On : 12 Dec 2023 19:28
Operator : CG\JU

Sample : 05726-05

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
Anthracene, 2-m... 11.851 3.3 ng 88065 4 11.322 540044 20.0
Cyclononasiloxa... 14.063 3.2 ng 113882 5 13.974 703920 20.0
Hexasiloxane, t... 14.451 7.1 ng 250409 5 13.974 703920 20.0
unknown14.839 14.839 12.7 ng 353368 6 15.457 554607 20.0
unknown15.274 15.274 13.4 ng 370426 6 15.457 554607 20.0
Benzo[e]pyrene 15.321 4.3 ng 118308 6 15.457 554607 20.0
unknown15.786 15.786 14.0 ng 387286 6 15.457 554607 20.0
unknown16.398 16.398 10.7 ng 297469 6 15.457 554607 20.0
unknown17.145 17.145 9.7 ng 270131 6 15.457 554607 20.0
unknownl18.068 18.068 7.3 ng 202784 6 15.457 554607 20.0
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