LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc :

ALS Vvial : 10 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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60195.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.114 3 4 13 rVB 425975 432071 3.36% 0.681%
2 5.511 405 412 426 rBV 2909292 4778404 37.11% 7.536%
3 7.097 675 682 700 rBV 2772394 4933853 38.32% 7.781%
4 7.938 817 825 832 rBV 619058 1075717 8.36% 1.696%
5 9.101 1015 1023 1036 rBV 1487031 2736702 21.26% 4.316%

6 10.740 1294 1302 1313 rBV 946300 1679519 13.05% 2
7 13.196 1713 1720 1732 rBV 5078452 7785875 60.47% 12.
8 14.577 1948 1955 1963 rBV 1805111 2854152 22.17%  4.501%
9 16.063 2199 2208 2222 rBV 4081184 6279697 48.78% 9
10 17.321 2416 2422 2430 rBV 2675010 4004860 31.11% 6

11 18.214 2569 2574 2583 rBV2 120156 208885 1.62%
12 19.941 2862 2868 2881 rBV 9490490 12874647 100.00% 20.304%

(]
w
N
]
R

13 21.234 3083 3088 3100 rBV 427568 697704  5.42%  1.100%
14 21.586 3141 3148 3164 rBV2 2652209 4539982 35.26% 7.160%
15 22.338 3270 3276 3280 rBvV2 178697 314948  2.45% ©.497%
16 22.385 3281 3284 3293 rVB6 66337 148487 1.15% 0.234%
17 23.196 3415 3422 3428 rBV2 256651 570484  4.43%  ©.900%
18 23.854 3531 3534 3541 rVB2 94117 166644 1.29% ©0.263%
19 24.230 3587 3598 3611 rBV2 292260 858546 6.67%  1.354%
20 24.765 3678 3689 3704 rBV 1564599 4486165 34.84% 7.075%
21 25.499 3803 3814 3827 rBV3 238148 840967 6.53% 1.326%
22 27.062 4071 4080 4082 rBv4 174147 410604 3.19% 0.648%

23 29.060 4406 4420 4434 rBV7 126490 730468 5.67% 1.152%

Sum of corrected areas: 63409381
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060195.D\data.ms
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Abundance TIC: BG060195.D\data.ms
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Abundance TIC: BG060195.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 wunknown3.114 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.114 8.03 ng 432071 1,4-Dichlorobenzene-d4 7.938

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 22
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Butane, 2,3-dimethoxy-2-methyl- 132 C7H1602 074421-00-4 9
Abundance Scan 4 (3.114 min): BG060195.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /\\
T
1 ‘ ‘ 109.4 3.20 3.30 3.40 3.50
obprdid [ 13931994 3268 4339 S177 m/z 43.10  41.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L IR I
3.20 3.30 3.40 3.50
‘ m/z 87.10 26.04%
0 J“‘\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
RN RRERES R
3.20 3.30 3.40 3.50
5000 m/z 55.10 18.93%
o+
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2245: Silane, tetramethyl- R NRERmEEREEE s S
73.0 3.203.30 3.40 3.50
m/z 71.10 13.93%
5000 /k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.234 3.07 ng 697704  Chrysene-di12 21.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 1-Octadecanol 270 C18H380 000112-92-5 86
4 1-Hexacosanol 382 C26H540 000506-52-5 76
5 1-Hexadecanol 242 C16H340 036653-82-4 74

Abundance Scan 3088 (21.234 min): BG060195.D\data.ms (-3083) (- | m/z 57.10 100.00%

57.1
5000

#5,1 1052 2628 21.00 2150
O 2257, 282.8340.8398.0456.0 536, /7 g3.05  90.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0

5000 T T
J

111.0 21.00 21.50
m/z 55.05  83.97%

HJ J}|‘\J'Lil}96.o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0

o

2£00 2£50
5000 m/z 43.10 82.33%
olzeg L[ o0 2290 $
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161350: 1-Octadecanol e C
43.0 21.00 21.50

m/z 69.10 74.96%

5000 i\"
111.0
0 ‘h\ \‘ ‘\ ‘\ |1 22\4.0

! T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Hexasiloxane, tetradecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.196 2.54 ng 570484  Perylene-d12 24.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
2 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©00556-70-7 37
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 35
4 1H-Indole-2-carboxylic acid, 6-(... 369 C22H27NO4 1000316-17-3 35
5 Thioglycolic acid, S-(tert-butyl... 320 C14H3202SSi2  ©82112-29-6 27

Abundance Scan 3422 (23.196 min): BG060195.D\data.ms (-3415) (- | m/z 73.10 100.00%
3.1

73.
221.0
5000
354.9

T
23.00 23.50

0 byt { : m b 3990 0 nyz 221,00 74.16%
miz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
73.0 221.0
5000 s e
355.0 23.00 23.50

m/z 147.05 72.79%

443.0
O\l\JJ\\‘\‘\\\h“L \i\\‘\L¥\\‘\\k\\‘\\\\‘\\\\‘\\\
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

SN
23.00 23.50
5000/ 730 m/z 280.90  45.17%

369.0
0 Ll ﬂl ult 1‘4\59'0 739.1
L B B e B e B B B B B B B
m/z--> 100 200 300 400 500 600 700

Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo T
73.0 23.00 23.50
m/z 354.90 36.03%

267.0
) | AA/\J\JM
0 ‘ ‘ | ‘ } | L

T T
m/z--> 100 200 300 400 500 600 700 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown24.230 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.2%  3.83ng 858546  Perylene-dl2 24.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 87

2 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 47
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005S5i6 038147-00-1 38
4 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 32
5 Pyrazophos 373 C14H20ON305PS 013457-18-6 22

Abundance Scan 3598 (24.230 min): BG060195.D\data.ms (-3587) (- | m/z 73.10 100.00%

73.1
1470 2210
280.9
5000 354.9

s
| ” 425\3-9 5031 24.00 24.50
o_m_m_w‘M«‘HHMJ\w_MM‘HH‘M b m/z 221.00  81.91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
0 470 2210
281.0

5000 P
355.0 24.00 24.50
m/z 147.00  76.68%

443.0
"‘m“\‘H"m‘H‘WH\‘HM‘i‘_M‘L‘H_m‘"uu‘mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119063: Mercaptoacetic acid, 2TMS derivative
147.0
73.0

T
24.00 24.50
5000 m/z 280.95 47.04%

221.0
015'°|Uih\~
miz-> O 50 100 150 200 250 300 350 400 450 500

Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo T
73.0 24.00 24.50
m/z 354.85 39.66%

147.0
267.0
5000 355.0 4290
207.0
0 H ‘\ \M ‘ } |

A :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown25.499 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.499 3.75 ng 840967  Perylene-di2 24.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 25
2 1H-Indole, 1-ethyl-2-phenyl- 221 C16H15N 013228-39-2 22
3 7-Methylimidazo[1,2-a]pyrimidin-... 221 C1@H15N30Si 1010468-48-3 18

4 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805S5i6 000995-82-4 14
5 Bis(4-tert-butyldimethylsiloxy)b... 458 C26H4203Si2 1000431-17-0 14

Abundance Scan 3814 (25.499 min): BG060195.D\data.ms (-3803) (- | m/z 73.10 100.00%
731 221.0
5000 354.9
P
| UL .| 028 25.50
L m/z 221.00  86.94%
m/z--> 0 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0
503.0
5000 T
25.50
{ 415.0 m/z 147.00  77.79%
193
0 T rhiey \“‘hwiw T \“’ T \“‘\‘LL[ J‘x !'r“L\ T LLJ‘ “\\\‘\ T 6:\3\7\0\7‘2\5\(
m/z--> 0 100 200 300 400 500 600 700
Abundance #100458: 1H-Indole, 1-ethyl-2-phenyl-
221.0
P
25.50
5000 ITI/Z 207 .00 41.12%
8.0 | W”WW\N/\W\M’MM
Ot e
m/z--> 0 100 200 300 400 500 600 700
Abundance #99820: 7-Methylimidazo[1,2-a]pyrimidin-5(1H)-one, TMS P
73.0 25.50
221.0 m/z 280.90 40.48%
- Mwwj\NMMM
0“MHAWP“‘L,L“‘“““““““,H““‘ —
m/z--> 0 100 200 300 400 500 600 700 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown29.060 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.060 3.26 ng 730468  Perylene-di2 24.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 ©00556-70-7 38
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 35
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 32
4 1H-Benzimidazol-2-yl 3-nitrobenz... 357 C17H19N302SSi 1000486-73-3 25
5 7-Methylimidazo[1,2-a]pyrimidin-... 221 C1@H15N30Si 1010468-48-3 25
Abundance Scan 4420 (29.060 min): BG060195.D\data.ms (-4406) (- | m/z 221.00 100.00%
221.0
73.1
5000
355.0
T \
\ || ado1 5290 29.00
0 Lblpdgad i b Ll e e m/z 73.10  80.67%
miz--> 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
s000| 39 — ‘
369.0 29.00
m/z 147.00 58.24%
. Ll s 730,
\\1\‘1\!\‘\\W[IT'\\T\I\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
T \
73.0 29.00
5000 m/z 281.00 45.61%
341.0
{ t 429.0 517.0
OHH“MH““ ‘Hu‘L‘H‘MH‘HH‘HH_H
m/z--> 100 200 300 400 500 600 700
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe —— ‘
221.0 29.00
m/z 207.00 34.55%
5000 120. MWWWMMMW\WM
m/z--> 100 200 300 400 500 600 700 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60195.D

Acqg On : 2 Jan 2024 15:10
Operator : MA/JU

Sample : 05909-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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|
unknown3.114 3.114 8.0 ng 432071 1 7.938 1075720 20.0
Trichloroacetic... 21.234 3.1 ng 697704 5 21.586 4539980 20.0
Hexasiloxane, t... 23.196 2.5 ng 570484 6 24.765 4486170 20.0
unknown24.230 24.230 3.8 ng 858546 6 24.765 4486170 20.0
unknown25.499 25.499 3.8 ng 840967 6 24.765 4486170 20.0
unknown29.060 29.060 3.3 ng 730468 6 24.765 4486170 20.0
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