LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 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 G\Methods\8270-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59869.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.808 406 412 420 rBV 379859 622936 23.02% 4.648%
2 7.441 681 690 698 rBvV2 364888 631518 23.34% 4.712%
3 8.317 832 839 846 rBv2 150042 260026 9.61%  1.940%
4 9.521 1035 1044 1051 rBV 358179 663218 24.51% 4.948%
5 11.160 1317 1323 1330 rBV2 161887 304003 11.23%  2.268%

6 13.569 1726 1733 1740 rBV 1117352 1683940 62.23% 12.564%
7 14.950 1960 1968 1975 rBV 416168 632766 23.38% 4.721%
8 16.431 2214 2220 2227 rBV 960820 1506831 55.69% 11.243%
9 17.700 2426 2436 2441 rBV 505919 794725 29.37%  5.929%
10 18.511 2567 2574 2581 rBV3 120953 193312 7.14% 1.442%

11 18.605 2588 2590 2596 rVB7 18524 30344 1.12% 0.226%
12 19.733 2777 2782 2786 rBV2 50623 82811 3.06% 0.618%
13 19.768 2786 2788 2792 rVB5 36496 45937 1.70% ©.343%
14 20.097 2840 2844 2849 rVB3 40845 62795 2.32% 0.469%
15 20.273 2868 2874 2880 rBV 2199432 2705988 100.00% 20.189%
16 21.078 3008 3011 3014 rVBS5 22550 30462 1.13% 0.227%

17 21.554 3088 3092 3100 rVB10 58460 110960 4.10% ©.828%
18 21.760 3123 3127 3132 rVB2 68132 100563 3.72% ©.750%

19 22.018 3165 3171 3177 rBV 375234 638946 23.61% 4.767%
20 22.529 3252 3258 3262 rBV3 90194 171078 6.32% 1.276%
21 23.152 3361 3364 3368 rVB6 25212 36361 1.34% 0.271%
22 23.411 3401 3408 3413 rBV3 135116 273970 10.12%  2.044%
23 24.480 3583 3590 3600 rVB5 159611 452258 16.71% 3.374%
24 25.585 3771 3778 3788 rVB3 197634 570614 21.09% 4.257%
25 25.796 3800 3814 3823 rBV6 136267 479743 17.73%  3.579%

26 27.406 4078 4088 4089 rBVlie 102102 196693 7.27%  1.468%

27 29.410 4425 4429 4431 rBV5 22078 36531 1.35% 0.273%
28 29.457 4431 4437 4438 rBVe6 44670 83637 3.09% 0.624%
Sum of corrected areas: 13402966
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG059869.D\data.ms

2000000
1500000
1000000

500000 5.808 7.441 9.521

j\ 8.1/’:\17 K 11.j2t60

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059869.D\data.ms

20.73
2000000
1500000
13.569
1000000 16.431
17.700
500000 14.950 22.018

18.511 H
o 1ge0s _ BTE.09

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG059869.D\data.ms

2000000
1500000
1000000

500000

23.411 24.480 25385 06

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 1 wunknownl8.511 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.511 4.86 ng 193312  Phenanthrene-di10 17.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 25
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 25
3 Dodecanoic acid 200 C12H2402 000143-07-7 22
4 Hexanoic acid, morpholide 185 C1OH19NO2 1000307-28-4 14
5 n-Decanoic acid 172 C10H2002 000334-48-5 14

Abundance Scan 2574 (18.511 min): BG059869.D\data.ms (-2567) (- | m/z 73.10 100.00%
3.1

9.

5000

293.6350.1405.0

509.2

0! m/z
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
5000 129.0
18.50
‘ 214.0 m/z 43.10 71.17%
O \‘!ll‘ IH‘““HH“\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
sl A, — :
18.50
5000 129.0 ITI/Z 55.10 60.73%
H 213.0
0kt "H‘M‘w““uHw"\m“u"wwwwu_wm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75718: Dodecanoic acid MMA”%MWMA hM%RWWN

73.0 18.50

5000
129.0

L 200

Y T RAEES
miz--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown21.554 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.554 3.47 ng 110960  Chrysene-di12 22.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 47
2 Octadecanenitrile 265 C18H35N 000638-65-3 43
3 Cycloheptane, methyl- 112 C8H16 004126-78-7 20
4 4-Undecene, 4-methyl-, (Z)- 168 C12H24 074630-57-2 18
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 18
Abundance Scan 3092 (21.554 min): BG059869.D\data.ms (-3088) (- | m/z 55.10 100.00%
55.1
163.1222.1 ——
‘ 280.9 3489 4315 533, 21.50
ol m/z 83.10  69.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T T
21.50
m/z 41.10 64.76%
153.0
O‘\\q‘\. ‘\‘\'\\“‘\\\1}‘\‘\“1\\“\ \‘lzwn‘gwi'(\:)"\i'zw“??\.‘?\\\‘L‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154507: Octadecanenitrile
43.0
T \
21.50
5000 m/z 97.05 61.66%
110.0
b 228
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7566: Cycloheptane, methyl- T
55.0 21.50
m/z 71.15 59.31%
5000
e
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 N-[4-(Aminosulfonyl)phenyl]... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21766 315 0ng leese3  Chrysene-d12 22.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 52
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 43
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 40
4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 40
5 Benzyloxyamine, 2TMS derivative 267 C13H25N0Si2 079208-41-6 38

Abundance Scan 3127 (21.760 min): BG059869.D\data.ms (-3123) (- | m/z 73.05 100.00%

73.0
147.0
5000
2211

J 355.1430.1 513.8 21,50 22.00
TR VYTV THoe 1 w‘eM b “"\“\“ bt L At e M/Zz 147.00 69.65%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323499: N-[4-(Aminosulfonyl)phenyl]propanamide, 3TM
147.0
5000 73.0 429.0 T U
21.50 22.00

m/z 221.10  32.60%

Oll‘Tlﬁl{%3l6.0l3f5u5.oll
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl-
73.0 221.0
—

21.50 22.00
m/z 207.00 18.05%
5000 1470
295.0
L o s

Ol b e b

m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl- P ——
73.0 429.0 21.50 22.00

m/z 148.05 17.20%

5000 147'0221,0 355.0
0t e m“ | l L L ‘\ .Lu Ly 56?’0 65:}(
e e e e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown22.529 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.529 5.36ng 171078 Chrysene-di2 22.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 43
2 Ethyl 3-amino-5-nitrothieno[2,3-... 267 C1OHIN304S 052505-43-8 42

3 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 35
4 2-{[2-(Methoxycarbonyl)anilino]c... 371 C19H21NO5Si 1000475-02-2 30
5 Thioglycolic acid, S-(tert-butyl... 320 C14H3202SSi2  ©82112-29-6 27

Abundance Scan 3258 (22.529 min): BG059869.D\data.ms (-3252) (- | m/z 147.05 100.00%

73.1 147.1
221.1
5000
U \
22.50
0! m/z 73.10 95.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
0 470 2210
5000 281.0 T I
355.0 22.50
443.0 m/z 221.05 76.22%
O‘\\\‘\“‘\\\\‘\\\‘\i‘\\\\h‘d\ \\l‘l\“\ \\\‘\\l\l\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156193: Ethyl 3-amino-5-nitrothieno[2,3-b]pyridine-2-ca

-

221.0
U \
22.50
5000 m/z 355.00 35.22%
121.0
45.0 ‘
Y Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 M W
Abundance #323499: N-[4-(Aminosulfonyl)phenyl]propanamide, 3TM = A
147.0 22.50
m/z 341.00 20.25%
5000 73.0 429.0
oy B0 mso |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown23.411 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.411 8.58 ng 273970  Chrysene-di12 22.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 43
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 43
3 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 43

4 2-(2',4',4"',6",6',8"',8"-Heptamet... 652 C16H48010Si9 145344-72-5 38
5 4-(3-Aminophenoxy)phthalic acid,... 489 C23H35N05Si3  1000468-77-9 27

Abundance Scan 3408 (23.411 min): BG059869.D\data.ms (-3401) (- | m/z 73.05 100.00%
3.0
147.0
5000 221.1
1 4201 L,
bl 5030 o
0 brrtptalbiptoneabmn b e bbb b b LS m/z 147,08 73.13%
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
5000 281.0 T
23.50
m/z 221.10 44.,97%
77.P
0\\\\l‘i\l\h\\‘l\d\\d\‘\‘\\}‘\\\\‘l\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 23.50
5000 ITI/Z 355.10 24 .69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 W\fw
Abundance #290221: Pentasiloxane, dodecamethyl- — Iy
73.0 147.0 281.0 23.50
m/z 281.00 24.49%
5000
369.0
o BRI VSR 1SS U T S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 unknown24.480 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.480 15.85 ng 452258 perylene-diz 25.585
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclodecasiloxane, eicosamethyl- 746 C20H660105110 018772-36-6 42

2 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H52075i7 071579-69-6 37
3 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 35
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 35
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 25

Abundance Scan 3590 (24.480 min): BG059869.D\data.ms (-3583) (- | m/z 73.05 100.00%
73.0
221.1
5000 355.1
2450
431.3 :
35.1
QIR IRt BTN L‘ i b, 2321wz 147.00  87.47%
miz--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0
503.0
5000 L
24.50
{ 415.0 m/z 221.10  53.02%
149.0 l
0 rhbe \“‘h\i\ T ‘\“‘ T \“‘\l\‘L[ lr 'T‘r“i iy ilwl[h\h\‘\ T ‘6\\?)\7\0\7‘2\5\(
m/z--> 100 200 300 400 500 600 700
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris
73.0
P
24.50
5000 m/z 355.10  39.39%
281.0
oL bl 14L-°Hn‘”?'° 90
m/z--> 100 200 300 400 500 600 700 ,J\
Abundance #290225: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trin ¥ — W’W‘A
73.0 24.50
m/z 281.00 39.29%
281.0
5000
369.0
| 149.0
- —
m/z--> 100 200 300 400 500 600 700 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Cyclononasiloxane, octadeca... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

5.79% 16.82ng 479743  Perylene-d12 25.585

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 52
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
4 1,1,1,3,5,7,7,7-Octamethyl-3,5-b... 458 C14H4205Si6 002003-92-1 37
5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 35

Abundance Scan 3814 (25.796 min): BG059869.D\data.ms (-3800) (- | m/z 147.00 100.00%
73.1 147.0
221.1
355.1
5000
ELs —
J 429.0 goq 25.50 26.00
0 oo abpsat bbbl ‘mw«u‘wl‘ bbbt \“ bttt | M/Z0 73.100 90.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 14y7.0221.0 429.0
355.0
5000 e Sl
25.50 26.00
m/z 221.05 80.74%
O\H\‘H‘H‘\H\HH‘\\\‘\‘\f‘\“\\l\f‘“\\\\l\‘\\‘f‘\‘\‘\‘\\\\‘\\\\‘\??“]-\.:
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328134: Hexasiloxane, tetradecamethyl-
73.0 221.0
PR s
147.0 25.50 26.00
5000 ITI/Z 355.10 58.03%
355.0
t 443.0
L S AU
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,
147.0 221.0 25.50 26.00
m/z 281.10 41.44%
73.0
5000
0 L I L Il \ 294'0
e T e — 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Hexasiloxane, tetradecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
27.006 6.89ng 196693 Perylene-di2 25.585
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 59
2 Phthalic acid, 2TMS derivative 310 C14H2204Si2 002078-22-0 35

3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 30
4 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 27

5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 25
Abundance Scan 4088 (27.406 min): BG059869.D\data.ms (-4078) (- | m/z 147.05 100.00%
73.1 14y.1 221.1
5000 355.1
429.0
295.0 —
1 503.1 27.50
0l ““ W ‘m‘u‘m‘ i““‘m\\.‘d‘ \\ ‘.ﬂ‘\” nm b H”H\J““‘M ‘\i‘ “\i‘ s \‘mlh‘\.‘ !\ - ““HW . m/z 73.10 98.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
7“.0 147.0 221.0
281.0 . :
5000 355.0 27:50
‘ 443.0 m/z 221.05 94.56%
O ‘\\\‘\“‘\\‘\\‘\\\\‘\\\\““J\\\\\“J\‘l\\l\‘\\\\"\\\\‘\\\\‘I‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211217: Phthalic acid, 2TMS derivative
73.0 147.0
—r
27.50
5000 ITI/Z 355.05 44 .27%
295.0
221.0 ‘
0 _u‘J‘UJ‘mg‘w@_m‘_!HwWHwH,w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119062: Mercaptoacetic acid, 2TMS derivative AWWW —
73.0 27.50
147.0 m/z 429.00  29.33%
5000
221.0
0 _mi\“kulwm‘\M‘\_mmWHwwww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO@59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 10 Heptasiloxane, hexadecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
29.456 2.93 ng 83637 Perylene-di12 25.585
Hit# of 5 Tentative ID MW MolForm CASH# Qual

tasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 50
,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 50
1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©00556-70-7 50

)

1 Hep
21,1
31,1,
4 Tet
5S

etrahydropyran-4-carboxamide, 4... 369 C22H27NO4 1010310-01-9 38
temphol, dimethyl ether 264 C17H2802 126838-67-3 30
Abundance Scan 4437 (29.457 min): BG059869.D\data.ms (-4431) (- | m/z 221.10 100.00%
221.1
73.0
5000
428.9
——
27. ?Fzg 29.50
0 e m/z 73.05  67.16%
m/z--> 100 200 300 400 500 600 700
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 1
341.0 29:50
) m/z 146.90  51.06%
Al s
O\\\\[TM\\“‘ \\%‘\YT\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #346774:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,15-octa
221.0
——
29.50
5000 730 m/z 280.95  38.05%
369.0
ook tboidl AL s030 5920
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 —
221.0 29.50
m/z 428.85 35.18%
5000 730
369.0
o ol s 730,
e e e
m/z--> 100 200 300 400 500 600 700 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112423\
Data File : BGO59869.D

Acqg On : 24 Nov 2023 22:24

Operator : MA/JU

Sample : 05408-01 :
Misc : 710-NEW-YORK-AVE

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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|
unknown18.511 18.511 4.9 ng 193312 4 17.700 794725 20.0
unknown21.554 21.554 3.5 ng 110960 5 22.024 638946 20.0
N-[4-(Aminosulf... 21.760 3.1 ng 100563 5 22.024 638946 20.0
unknown22.529 22.529 5.4 ng 171078 5 22.024 638946 20.0
unknown23.411 23.411 8.6 ng 273970 5 22.024 638946 20.0
unknown24.480 24.480 15.9 ng 452258 6 25.585 570614 20.0
Cyclononasiloxa... 25.796 16.8 ng 479743 6 25.585 570614 20.0
Hexasiloxane, t... 27.406 6.9 ng 196693 6 25.585 570614 20.0
Heptasiloxane, ... 29.456 2.9 ng 83637 6 25.585 570614 20.0
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