LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.187 31 34 45 rVB 21484 32185 1.50% 0.120%
2 3.628 106 109 136 rBV 242211 402555 18.72% 1.498%
3 3.958 160 165 173 rVB 5044 9073 0.42% 0.034%
4 5.893 491 494 498 rVB6 1559 2461 0.11% 0.009%
5 7.052 684 691 700 rBV 325573 514987 23.95% 1.916%

6 7.216 711 718 729 rVB 251371 402835 18.73%
7 7.405 744 751 763 rBV 327932 515681 23.98%
8 7.875 825 831 841 rvB 268745 421017 19.58%
9 8.610 949 956 971 rBV = 393189 641045 29.81%

9.057 1024 1032 1046 rBV 318207 517808 24.08%

P NRRPR
%
19
N
R

11 9.787 1149 1156 1165 rBV 263768 442373 20.57%
12 10.334 1241 1249 1263 rBV 366453 631171 29.35%
13 10.704 1304 1312 1321 rBV 378016 629450 29.27%
14 10.851 1329 1337 1349 rBV 320186 566220 26.33%
15 12.310 1578 1585 1591 rBV2 4681 9595 0.45%

ONNNR
w
N
N
R

16 13.975 1862 1868 1884 rVB 753312 1052659 48.95%
17 14.251 1906 1915 1929 rBV 790100 1162697 54.07%
18 14.557 1961 1967 1975 rBV 583091 880084 40.93%

Wb w
N
~N
Ul
R

19 14.792 2001 2007 2026 rBV 354854 575342 26.76% 141%
20 15.557 2130 2137 2144 rBV 1063980 1473395 68.52% 483%
21 15.610 2144 2146 2151 rVB4 1996 2784  0.13% 010%
22 15.687 2153 2159 2173 rBV 405122 566168 26.33% 107%
23 15.798 2175 2178 2180 rVV2 3355 3484 0.16%

24 17.322 2429 2437 2444 rBV 750063 1075243 50.00%

aOPhONMNO
[
s
w
S

25 17.422 2447 2454 2465 rVV 1147701 1664596 77.41% 195%
26 17.704 2497 2502 2503 rBV3 1957 2330  0.11% 0.009%
27 17.845 2524 2526 2531 rBV5 1687 2519 0.12% 0.009%
28 18.216 2585 2589 2595 rBv4 11942 17618 ©.82% ©0.066%
29 18.292 2600 2602 2608 rVB4 2931 4130 0.19% 0.015%
30 18.792 2684 2687 2691 rVB5 1492 2164 0.10% ©.008%
31 19.286 2767 2771 2775 rBV2 13972 17602 ©.82% ©0.066%
32 19.357 2780 2783 2787 rVWV 10935 13376 0.62% 0.050%
33 19.504 2804 2808 2813 rBv4 10979 17076 0.79% 0.064%
34 19.727 2840 2846 2854 rBV 1412669 1879365 87.40%  6.994%
35 21.527 3145 3152 3163 rVB 939491 1265763 58.87% 4.710%

36 22.069 3241 3244 3250 rVB 72338 100502 4.67% ©.374%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN111522.M
Title : SVOA CALIBRATION
37 22.686 3344 3349 3356 rVB2 154598 265076 12.33% 0.986%
38 23.204 3433 3437 3442 rVB2 52249 80593 3.75% 0.300%
39 23.374 3461 3466 3478 rVB2 250300 463073 21.54% 1.723%
40 23.804 3532 3539 3552 rVB 1029054 2150281 100.00%  8.002%
41 23.963 3559 3566 3576 rVB2 604439 1233409 57.36% 4.590%
42 24.180 3597 3603 3612 rVB2 312630 702884 32.69% 2.616%
43 24.574 3666 3670 3679 rVB2 85657 183123 8.52% 0.681%
44 25.145 3759 3767 3780 rVB2 384445 1080511 50.25% 4.021%
45 26.315 3956 3966 3980 rVB3 410917 1424952 66.27% 5.303%
46 27.745 4200 4209 4226 rVB2 442828 1770878 82.36% 6.590%

Sum of corrected areas: 26872133
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN022654.D\data.ms
1400000

1200000
1000000
800000

600000

8.610 10.3340.704

400000 7.0527.405 9.057 0.851
3.628 7.2100  7.875 9.787
200000
3187 3.958 5.893
0 T 1T T T ‘ T T ﬁ»‘ 1 T T ‘ T 1T 1 7T ‘ T T 7T ‘ T 17T ‘ 1 T 7T ‘ T 17T ‘ T T T ’ 1 1 ‘ T T 7T ‘ 1 T T T ‘ T 1T ‘ T T 1 I

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BN022654.D\data.ms
1400000 19.727

1200000 17.422
15.557

1000000

800000 13.9¥4-251 17.322

600000 14.557

400000 14.792 1p-687

200000

.\gs @98 anasszzgz 18.792 1986304

12.310 L 1

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BN022654.D\data.ms
1400000

V6 »

1200000 23.804

21.527
1000000

800000 43.963

P

27.745
600000 25.145 26.315

4.180
400000

24.574
200000

et N

-

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA 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 1 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.686  4.19 ng/ul 265676 Chrysene-di2 21.527

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 50
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 38
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38
5 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 32

Abundance Scan 3349 (22.686 min): BN022654.D\data.ms (-3344) (- | m/z 73.10 100.00%

73.1
221.1
5000

355.1
— —

A3l1 2250  23.00
S B ML shhs, ME L m/z 147.05  75.87%

m/z--> 100 200 300 400 500 600 700
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0

5000 2210 e ——
22.50 23.00

3410 m/z 221.10  70.29%

L T “\“\‘\ \“l\ T lll ML% \L“\H‘T‘L\“ \56\;3;()‘ \65\%-\0‘ T
miz--> 100 200 300 400 500 600 700
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris
73.0

T T
22.50 23.00

5000 m/z 281.10  35.30%
281.0 NNWJ\‘VWWW
| 14L-0 L, PO s100
R T L e T
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- —— ——
73.0 22.50 23.00
281.0

m/z 355.10  31.81%

503.0
5000
4150
1490 |l esro 725.

T NP I P bl !
L o L A e T T
m/z--> 100 200 300 400 500 600 700 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
: SVOA 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 Hexasiloxane, tetradecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.374  7.51 ng/ul 463073 Peryleme-diz 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 87

2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4
4 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO

006398-62-5 47
004342-25-0 40
000556-71-8 38
015089-22-2 38

Abundance Scan 3466 (23.374 min): BN022654.D\data.ms (-3461) (- | m/z 73.10 100.00%

3
3l 147.0
221.1

5000

R

281.1 355.1

| “ AL “‘n 503.2

429.1 T R
23.00 23.50
m/z 147.00 82.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
0 470 2210
5000 281.0 — T
355.0 23.00 23.50
4430 m/z 221.10 74.89%

h\\\ﬂnl wid

‘\\\‘\“‘\\\\‘\\\‘\‘\\11‘1\\\‘\11\‘1\\1‘1\\\‘\\\\‘\\\\‘\\H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #119063: Mercaptoacetic acid, 2TMS derivative
147.0

-

73.0

T —
23.00 23.50
5000 m/z 281.10 38.91%

221.0

-

1500 |
7
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, P ——
147.0 221.0 23.00 23.50

m/z 355.10  35.64%

73.0
5000

-

| LL \ |

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50

‘ 279.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.186 11.40 ng/ul 702884 perylene-di2 23.962
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 83
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 38
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 35

Abundance Scan 3603 (24.180 min): BN022654.D\data.ms (-3597) (- | m/z 73.10 100.00%

73.1 147.0
221.1
5000 355.1

429.1 — e
{ | ‘ l l 503.1 24.00 24.50
O ey b pesd e b b it b p b e m/z 147,00 87.05%
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 —— —
24.00 24.50

m/z 221.10  74.60%

l H‘\‘H\“HH“‘HH“\‘\ \‘\‘\‘\‘\‘HH‘HH‘\??‘J-\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.
% 14702210

T
24.00 24.50

5000 355.0 m/z 281.10 39.19%
‘ T MJ\NMM
H“ﬂ“*w*”w*H*NH*W!HM”WHHH\H*LH*W*HW*H*MH*M*
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide —— ——
147.0 24.00 24.50

m/z 355.10  37.52%

5000 281.0
77.P
Lyl

\.\Jl i | |
T T T 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--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.00 24.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN111522\

Data File : BN@22654.D

Acqg On : 15
Operator : CG
Sample : PB
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Nov 2022 18:13
/3U
149003BL

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
: SVOA 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24.574 2.97 ng/ul 183123  Perylene-di2 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane 282 C20H42 000112-95-8 95
3 Heneicosane 296 C21H44 000629-94-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90

Abundance Scan 3670 (24.574 min): BN022654.D\data.ms (-3666) (- 57.10 100.00%

57.1
5000

281.1 24.50
183.1
_—— L] H L i it ey 0B L 4161 475, 71.10  73.29%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0

5000 \
2450

43.05  55.68%
Il

” ‘\ |‘ ul | \\116902250 296.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0

24 50
5000 m/z 85.10 53.02%
] ‘ ‘1|\1§ 0 169.0 225.0 282.0
“‘H“‘H R B i e e R R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0 24 50

55.10  23.65%

\‘ Ll .\ |4 ‘16902250 296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 24.50
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Data Path :
Data File : B
Acqg On 01
Operator : C
Sample H
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\

NO©22654.D

5 Nov 2022 18:13
G/JU

B149003BL

2  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
25.145  17.52 ng/ul  1esesle  Peryleme-diz 23.962
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 81

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2

000556-71-8 78
038147-00-1 40
000541-01-5 38
006398-62-5 37

Abundance Scan 3767 (25.145 min): BN022654.D\data.ms (-3759) (- | m/z 73.05 100.00%
73.0 147.0221.1
5000 355.1
429.1 —— —r—
‘ ll 503.2 25.00 25.50
et e b e m/z 147,000 91.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 4702210
5000 — —
355.0 25.00 25.50
443.0 m/z 221.10 88.66%
\\\‘\J“\\\\‘\\\‘\‘\\11““!!\\%\!1\‘1\‘\‘T‘L\\\‘\\\\}l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 25.00 25.50
5000 m/Z 281.05 46.03%
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 —— —
73.0 25.00 25.50
m/z 355.10 41.97%
147.0
5000 267.0
355.0429.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.00 25.50

SFAM-EPA-BN111522.M Wed Nov 16 ©6:57:15 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@22654.D

Acqg On : 15 Nov 2022 18:13

Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
: SVOA 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 6 unknown-03 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.315 23.11 ng/ul 1424950  Perylene-di12 23.962
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 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43

4 2-Amino-2-oxo-acetic acid, N-[3,... 221
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281

C12H15NO03
C19H23NO

024451-17-0 37
015089-22-2 25

Abundance Scan 3966 (26.315 min): BN022654.D\data.ms (-3956) (- | m/z 73.05 100.00%
73.0 14y.1221.1
5000 355.1
420.1 - —
\ | | 503.1 26.00 26.50
O e WUl m/z 147.05  95.26%
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 _— —
26.00 26.50
m/z 221.10 93.89%
\\\\‘\\‘\\‘\\\\‘\\\\‘\ \\‘\‘\\\“\\\\“‘\\\\‘\‘\ \‘\‘\‘\‘\‘\\\\‘\\\\‘\9?"1-\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— —r
26.00 26.50
m/z 281.10 50.21%
5000 355.0
443.0
SO R NV U § Y N S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl- P —
73.0 221.0 26.00 26.50
m/z 355.05 44 .17%
5000 147.0
295.0
| ‘ \lL\l} 429.0 5170
I I L | 1
e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@©22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA 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 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.745  28.72 ng/ul 1776880 Perylene-d12 23.962
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 55
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 52
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 41

Abundance Scan 4209 (27.745 min): BN022654.D\data.ms (-4200) (- | m/z 221.10 100.00%

73.1 147.1221.1
5000 355.1
429.1

=
A L 503.3 27.50 28.00
e e e m/z 73.10  88.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 4702210

5000

—
355.0 27.50 28.00
m/z 147.05  85.95%

443.0
\\\‘\J“\\\\‘\\\‘\‘\\\\h“gf\\%\!\\‘\\‘\‘T‘L\\\‘\\\\}l‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 27.‘50 28ﬁ00
5000 m/z 281.16  52.46%
l WLMM‘”W‘”‘W§$%4 NNWWVMWN/A\WMMNWW%M
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, — e
147.0 221.0 27.50 28.00

m/z 355.10  48.20%

73.0
5000
| \ 204.0

it ey b B e e

— ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.50 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111522\
Data File : BN@22654.D

Acqg On : 15 Nov 2022 18:13
Operator : CG/JU

Sample : PB149003BL

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA 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|
Cyclononasiloxa... 22.686 4.2 ng/ul 265076 5 21.527 1265760 20.0
Hexasiloxane, t... 23.374 7.5 ng/ul 463073 6 23.962 1233410 20.0
unknown-01 24.180 11.4 ng/ul 702884 6 23.962 1233410 20.0
(DEL) Alkane: S... 24.574 3.0 ng/ul 183123 6 23.962 1233410 20.0
unknown-02 25.145 17.5 ng/ul 1080510 6 23.962 1233410 20.0
unknown-03 26.315 23.1 ng/ul 1424950 6 23.962 1233410 20.0
3,6-Dioxa-2,4,5... 27.745 28.7 ng/ul 1770880 6 23.962 1233410 20.0
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