LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc :

ALS vial : 7 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-BF042324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137714.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 7 11 20 rVB 273565 308764 2.99%  0.346%
2 2.575 51 83 89 rBV 2301074 9013423 87.23% 10.090%
3 4.457 401 403 421 rBV 79796 168252 1.63% 0.188%
4 5.322 543 550 553 rBV 3074582 3587952 34.72% 4.016%
5 5.693 608 613 616 rBV 5490350 5130321 49.65% 5.743%
6 5.875 641 644 647 rBV 262915 272203 2.63% 0.305%
7 6.316 716 719 723 rBV 459742 414331 4.01% 0.464%
8 6.669 773 779 782 rBV 5182732 5333402 51.61% 5.970%
9 7.063 842 846 849 rBV 1906671 1594705 15.43% 1.785%
10 7.198 865 869 870 rW 132541 114326 1.11% 0.128%
11 7.216 870 872 879 rVB 438037 370823 3.59% 0.415%
12 7.622 935 941 944 rBV 4784166 4963386 48.03% 5.556%
13 8.345 1059 1064 1067 rBV 2518788 2176372 21.06% 2.436%
14  9.422 1241 1247 1250 rBV 9688619 9245301 89.47% 10.349%
15 10.110 1358 1364 1367 rBV 2574994 2468336 23.89% 2.763%

16 10.898 1492 1498 1501 rBV 3998251 3589102 34.73% 4.018%
17 11.604 1614 1618 1621 rBV 3035609 2567344 24.85%  2.874%
18 13.198 1883 1889 1892 rBV 10357312 10333370 100.00% 11.567%
19 13.892 2003 2007 2017 rVB 165157 160052 1.55% 0.179%
20 14.251 2064 2068 2072 rBV 2459257 2301722 22.27%  2.577%

21 14.310 2074 2078 2089 rVB 590263 663148  6.42% 0.742%
22 14.704 2140 2145 2161 rBV 1218491 1645662 15.93%  1.842%
23 15.121 2211 2216 2235 rBV 1749303 2669462 25.83%  2.988%
24 15.598 2290 2297 2322 rBV 1765850 3511672 33.98%  3.931%
25 15.827 2330 2336 2350 rVB 1329721 1893342 18.32% 2.119%
26 16.163 2385 2393 2417 rBV 1567354 3855467 37.31% 4.316%
27 16.339 2419 2423 2436 rVB2 68535 138155 1.34% ©.155%
28 16.833 2497 2507 2546 rBV 1220029 4065488 39.34% 4.551%
29 17.651 2632 2646 2679 rBV2 880962 3701665 35.82% 4.144%
30 18.657 2803 2817 2844 rBV3 605731 3075524 29.76%  3.443%

Sum of corrected areas: 89333072
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042424\

BF137714.D
: 24 Apr 2024 12:39
: CG\JU
: PB160276BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

o

Time-->

152

TIC: BF137714.D\data.ms

5.693

5.322
2.575

4.457

5.875

6.669

7.063

6.316

7.62z

A\ Pt
L LA L L L B I L L L L L L L B L B B IR L I B R R I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF137714.D\data.ms
9.422

10.898

8.345 10.110

11.604

13.

198

0
Time-->

e —T —T e e e e A T ‘
10.00 10.50 11.00

11.50

12.00 12.50

—
13.00

Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: BF137714.D\data.ms

14.251

15.121 15.598

14.704 16.833

14.310
13.892

17.651

18.657

Time-->

15.827 16.163
16.339
T T T T ‘

13.50

14.00

14.50

15.00

15.50

16.00

16.50

17.00

17.50

18.00

18.50

8270-BF042324.M Thu Apr 25 12:56:26 2024

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Propane, 2,2-dimethoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.152 3.87 ng 308764 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 2-Acetamido-N-methylacetamide 130 C5H1eN202 007606-79-3 9
3 1,3-Dioxolane, 2-hexyl- 158 C9H1802 001708-34-5 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15Cl0 100244-09-5 9

Abundance  Scan 11 (2.152 min): BF137714.D\data.ms (-7) (-) m/z 73.10 100.00%

73.1
5000 431
AR RRAR LN e
2.202.302.402.502.60
bl e e e 2040 m/z 43.10 49.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5398: Propane, 2,2-dimethoxy-
73.0
5000 430 UL L L R BRI R I
2.202.302.402.502.60
m/z 89.05 27.30%
0 \\\‘\‘U‘\\‘ \“\\‘\“\\!‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15135: 2-Acetamido-N-methylacetamide
73.0
30.0 \\\‘\H\‘\\H‘H\\‘\H\‘\\
2.202.302.402.502.60
5000 m/z 41.05 9.86%
obr ol | 1000 1300
e o AL B A e i e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35331: 1,3-Dioxolane, 2-hexyl- A
73.0 2.202.302.402.502.60
m/z 45.05 7.93%
5000
45.0
0 150, . . ‘ 157.0
e e e e e RRREATERTRC NS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Cyclobutane, ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.575 113.04 ng 9013420 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 94
2 Cyclohexene 82 C6H10 000110-83-8 94
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 87
4 2,4-Hexadiene, (E,Z)- 82 CeH1e 005194-50-3 76
5 2,4-Hexadiene 82 C6H1e0 000592-46-1 76
Abundance  Scan 83 (2.575 min): BF137714.D\data.ms (-51) (-) m/z 67.10 100.00%
67.1
5000
39.0
R A
2.20 2.40 2.60 2.80
bl il 2070 /7 5410 70.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1385: Cyclobutane, ethenyl-
67.0
5000 L L B BLIE LA B
41.0 2.20 2.40 2.60 2.80
m/z 82.10  39.71%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1359: Cyclohexene
67.0
Rmaa L ana
2.20 2.40 2.60 2.80
5000 m/z 39.05 34.28%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1386: Ethylidenecyclobutane R R o
67.0 2.20 2.40 2.60 2.80
m/z 41.05  29.45%
5000
41.0
om_m“‘u W“m“mWm_m_m_m_m_m R RARARRAREEEN
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Formamide, N,N-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.457 2.11 ng 168252 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N,N-dimethyl- 73 C3H7NO 000068-12-2 87
2 Glycinamide, N(2)-methyl- 88 C3H8N20 1000452-55-9 78
3 (R)-(-)-2-Amino-1-propanol 75 C3H9NO 035320-23-1 7
4 Acetonitrile-d3 44 C2D3N 002206-26-0 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 5

Abundance Scan 403 (4.457 min): BF137714.D\data.ms (-401) (-) m/z 73.10 100.00%

3.1
44.0
5000
e  RARRAREEE
4.20 4.40 4.60 4.80
Ol 20502070 sz 44,05 80.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #847: Formamide, N,N-dimethyl-
440 73.0
\rrsrn s rmnrreron]
5000 L B I L LA BN B U
4.20 4.40 4.60 4.80
18.0 m/z 42.10 42.13%
O\\\‘H‘\‘\‘\\‘ ‘\\}“\\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2204: Glycinamide, N(2)-methyl-
73.0
44.0 \\\\‘\\\\‘\\\\’\\\V‘\\\
4.20 4.40 4.60 4.80
5000 m/z 72.00 8.30%
0\%5'?\‘!””‘ m1“H!‘\‘HH‘\H\‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1044: (R)-(-)-2-Amino-1-propanol e
44.0 4.20 4.40 4.60 4.80
m/z 43.05 8.16%
5000
0 \‘w " 75'0
e e e e e e A AR EERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.322 45.00 ng 3587950 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9
Abundance Scan 550 (5.322 min): BF137714.D\data.ms (-543) (-) m/z 43.05 100.00%
43.0
5000
101.1 R A o e e
‘ ‘ ‘ 5.00 5.20 5.40 5.60
ol bl 4 1829 17692000 28L. /7 59,18  55.57%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R IR B |
5.00 5.20 5.40 5.60
m/z 101.10  19.24%
‘ 101.0
13‘0 Ll L L |
0 T ‘ T “‘\‘ \‘ ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R RamE e
5.00 5.20 5.40 5.60
5000 m/z 58.10 17.55%
101.0
L —
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester \w\\\w\\\w\\\w\ATW
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.66%
5000
m/z--> 50 100 150 200 250 5.00 5.20 5.40 5.60

8270-BF042324.M Thu Apr 25 12:56:30 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 2-Cyclohexen-1-o0l Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.875 3.41 ng 272203 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 96
2 2-Methylene cyclopentanol 98 C6H100 020461-31-8 86
3 1-butoxycyclohexene 154 C10H180 024159-57-7 40
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 38
Abundance Scan 644 (5.875 min): BF137714.D\data.ms (-641) (-) m/z 70.10 100.00%
70.1
5000
39.0
e EERmmaRE T
‘ ‘ 5.60 5.80 6.00 6.20
0 AL 1490 2070 2810 .83 19 48.80%
miz-> 50 100 150 200 250
Abundance #3579: 2-Cyclohexen-1-0
70.0
A
5000 LN L B B A R
390 5.60 5.80 6.00 6.20
(J m/z 97.10  36.22%
0 M““ 0.0
miz--> 100 150 200 250
Abundance #3634: 2-Methylene cyclopentanol
70.0 ﬂ
A RAREE AT
5.60 5.80 6.00 6.20
5000 39.0 m/z 39.05 35.56%
oL \M‘\ AL h‘\‘ \‘1“100‘0 —— — —
miz--> 50 100 150 200 250
Abundance #31003: 1-butoxycyclohexene ‘H“‘H,rku“‘u“‘u
70.0 5.60 5.80 6.00 6.20
m/z 55.00 33.97%
5000 290
154.0
‘ 111.0
0 il ‘M‘ Al \m\ - “ R e e
m/z--> 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 2-Cyclohexen-1-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.316 5.20 ng 414331  1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one 96 C6H80 000930-68-7 91

2 7-Oxabicyclo[2.2.1]hept-5-en-2-one 110 C6H602 095530-78-2 36

3 2,5-Dihydro-3-methyl-thiophene 1... 132 C5H802S 001193-10-8 12

4 1H-Imidazole 68 C3H4N2 000288-32-4 9

5 1H-Pyrazole 68 C3H4N2 000288-13-1 9

Abundance Scan 719 (6.316 min): BF137714.D\data.ms (-716) (-) m/z 68.10 100.00%

68.1
5000
39.1 9.1

AR R A
6.00 6.20 6.40 6.60

132.9 208.8 281.( 9
O et pr e e e e e e e e e m/z 96.10  28.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3152: 2-Cyclohexen-1-one
68.0
5000
96.0 6.00 6.20 6.40 6.60
40.0 ' m/z 39.10  25.13%
O | HH i |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6536: 7-Oxabicyclo[2.2.1]hept-5-en-2-one

68.0 ﬂ\

6.00 6.20 6.40 6.60

5000 m/z 40.05 19.06%
39.0

‘\M H“h . | 1100

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #16321: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide RN S RERRE A
68.0 6.00 6.20 6.40 6.60

m/z 42.10 9.82%

o

5000

0 \H“Hh il 132.0
ARRARARANRARANRARAN R E AR R N RN AN AR AR AR AR

m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 2-Chlorocyclohexanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.216 4.65 ng 370823 1,4-Dichlorobenzene-d4 7.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chlorocyclohexanol 134 C6H11C1O0 001561-86-0 95
2 Cyclohexanol, 2-chloro-, trans- 134 C6H11C10 006628-80-4 37
3 Butanoic acid, 2-hydroxy-3,3-dim... 132 C6H1203 004026-20-4 17
4 Cyclohexanol, 4-chloro-, trans- 134 C6H11Cl0 029538-77-0 12
5 Urea, ethyl- 88 C3H8N20 000625-52-5 9
Abundance Scan 872 (7.216 min): BF137714.D\data.ms (-870) (-) m/z 57.10 100.00%
57.1
5000
80.1
R B
6.80 7.00 7.20 7.40 7.60
133.9
0 H}Rf’?,m‘_m_m_mz“??l‘ m/z 80.10  29.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17285: 2-Chlorocyclohexano
57.0
5000 B RN R
80.0 6.80 7.00 7.20 7.40 7.60
m/z 81.05 20.43%
290/ ‘ 1060 1340
0 \\\‘\N‘\\‘iH\\‘\H‘\M\“\MH\H“\\‘\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17295: Cyclohexanol, 2-chloro-, trans-
57.0
R R B aRES
6.80 7.00 7.20 7.40 7.60
5000 m/z 44.10 17.64%
80.0 134.0
28.0 ‘
0 Hw‘\M““‘!‘H‘w‘HH_!u“‘HH,‘wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16409: Butanoic acid, 2-hydroxy-3,3-dimethyl- A EEmas RS
57.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 16.48%
5000
88.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39

Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.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 8 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14310 5.76ng 663148 Chryseme-di2 14.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  0@0167-52-8 58

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 47
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 27
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile 018772-36-6 27
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
Abundance Scan 2078 (14.310 min): BF137714.D\data.ms (-2074) (-} | m/z 73.05 100.00%
3.0
147.0221.1
5000 355.1 A
429.1 J\\ i T 7
‘ l t 503.2 14.00 14.50
O e bbb b 2092 myz 147,00 66.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210 jk
5000 A
355.0 14.00 14.50
443.0 m/z 221.10 66.85%
O\H‘\J“HH‘\H‘\‘HHh‘d\\HT\I\\\‘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
A
355.0 14.00 14.50
5000 ITI/Z 355.10 40.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl- 1 — —
73.0 221.0 14.00 14.50
m/z 281.05 37.61%
5000 1470
295.0
‘ ‘ } 429.0 517.0
O‘quhwumﬂuwWH‘Www‘NLMH‘HM_‘H_MW‘HWH‘WH A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00 14.50

8270-BF042324.M Thu Apr 25 12:56:36 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 wunknownl4.704 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.704 14.30 ng 1645660 Chrysene-d12 14.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
2 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil10 0©18772-36-6 47
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 42
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 38
5 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 35
Abundance Scan 2145 (14.704 min): BF137714.D\data.ms (-2140) (-} ' m/z 73.10 100.00%
73.1
221.1
5000 355.1 J
— —
43#2 14.50 15.00
obrede it M A LT 5380 w/z 221.65  72.40%
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
730 221.0 Jk
5000 ‘Jt‘ T ™1
355.0 14.50 15.00
243.0 m/z 147.00 72.08%
O“JJ‘“‘\“‘h‘i"i‘l“‘L‘l““““““““““
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0 l
— —
503.0 14.50 15.00
5000 m/z 281.10 41.92%
415.0
149.0
oL 2P0 L LI ssro s
m/z--> 100 200 300 400 500 600 700 AJL
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, — —
221.0 14.50 15.00
m/z 355.05  39.26%
73.0
5000 ﬂ\
ohllt Jk e
m/z--> 100 200 300 400 500 600 700 14.50 15.00

8270-BF042324.M Thu Apr 25 12:56:37 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 unknown15.121 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.121 28.20ng 2669460 Perylene-di2 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 87

2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37

4 2-Methyl-6-tert-butylphenol, TBD... 278 C17H300Si 1000467-05-0 27
5 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 25
Abundance Scan 2216 (15.121 min): BF137714.D\data.ms (-2211) (- m/z 73.10 100.00%
73.1
147.1 2211
5000 2811 3551
— —
‘ | 42‘9'1 c032 15.00 15.50
0 _m‘Huww\wm L Hmwh_Wu'm_ m/z 221.85  75.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
30 470 2210 Jk
5000 281.0 —T— ——
355.0 15.00 15.50
443.0 m/z 147.05 72.57%
O ‘\\\‘\“‘\\\\‘\\\‘\i‘\\\\h‘d\ \\\l‘l\l\\\‘\\L\‘f‘L\\\‘\\\\l‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0
—— —
73.0 15.00 15.50
5000 ITI/Z 281.05 40.36%
\ 280.0
ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119062: Mercaptoacetic acid, 2TMS derivative P —
73.0 15.00 15.50
147.0 m/z 355.05  36.82%
5000
221.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270-BF042324.M Thu Apr 25 12:56:38 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.508  37.09 ng 11670  Perylene-di2 15.827

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 78
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 38

5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 38
Abundance Scan 2297 (15.598 min): BF137714.D\data.ms (-2290) (- m/z 73.05 100.00%
14702211
5000 355.1
4291 15.50 16.00
L s0s2 | s
0 bbb M L e m/z 221.10  80.65%
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 — :
15.50 16.00
m/z 147.00 76.33%
O\H\‘H‘H‘\H\HH‘\H‘\‘H\“H“H“‘\H\“\‘\\‘\‘\‘\‘\‘\H\‘HH‘\?S\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— ‘
15.50 16.00
m/z 281.10 42.78%
5000 355.0
443.0
Y S S Y § T N S
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 15.50 16.00
m/z 355.05 38.26%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.50 16.00

8270-BF042324.M Thu Apr 25 12:56:39 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 12 Heptasiloxane, hexadecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.163 40.73 ng 3855470  Perylene-di12 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 62
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32

Abundance Scan 2393 (16.163 min): BF137714.D\data.ms (-2385) (- m/z 73.05 100.00%
73.0 147.0221.1
5000 355.1
429.1 — —
‘ l 503.2 16.00 16.50
0lrrrprrrpertob e H_Mﬂ_w‘a b | M/z 221,05 97.27%
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 —_— —
16.00 16.50
m/z 147.00 86.14%
0\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
—— —
16.00 16.50
m/z 281.10 46.94%
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- e ==
221.0 16.00 16.50
m/z 355.10 45.21%
73.0
5000 147.0
341.0
‘ H 429.0 5170
Obrrprbrretebrert bbb b 0 SETO S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00 16.50

8270-BF042324.M Thu Apr 25 12:56:41 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 13 unknownl6.833 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.833 42.95 ng 4065490  Perylene-di2 15.827
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 81
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 58

4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 43
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 27

Abundance Scan 2507 (16.833 min): BF137714.D\data.ms (-2497) (-} | m/z 221.85 100.00%
73.1 14702211
5000 355.1
429.1 — ——
1 H\ t 503.2 16.50 17.00 )
0ot e b m/z 73.18 98.57%
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 — T
16.50 17.00
m/z 147.00 85.49%
0\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— =
16.50 17.00
m/z 281.05 49.487%
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- B —
221.0 16.50 17.00
m/z 355.05 45.88%
73.0
5000 147.0
341.0
‘ H 429.0 5170
o‘H“mw«u_m‘uHWMJ‘HL\‘MHwm_WHWWWW — P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.50 17.00

8270-BF042324.M Thu Apr 25 12:56:42 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 14 unknownl7.651 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.651 39.10 ng 3701670 Perylene-di2 15.827

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
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 49
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 32
5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 25

Abundance Scan 2646 (17.651 min): BF137714.D\data.ms (-2632) (- m/z 221.05 100.00%

73.0 1470 221.1
5000 355.1

429.1 4 P
Al 1 [L 503.2 17.50 18.00 )
0 et e m/z 73.05  90.88%
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 — —
17.50 18.00

m/z 147.00  82.10%

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

—
17.50 18.00

m/z 281.10 47.27%
5000 355.0
‘ 443.0
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, == T
147.0 221.0 17.50 18.00

m/z 355.10  44.87%

73.0
5000
RIS T

RN

— T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.50 18.00

8270-BF042324.M Thu Apr 25 12:56:44 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .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 15 unknownl8.657 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.657 32.49 ng 3075520  Perylene-di12 15.827
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666
2 Heptasiloxane, hexadecamethyl- 532
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294
4 Mercaptoacetic acid, 2TMS deriva... 236

C18H5409S1i9
C16H4806S17
C1oH30025i4
C8H2002S5Si2

000556-71-8 87
000541-01-5 64
004342-25-0 38
006398-62-5 37

5 Pentasiloxane, dodecamethyl- 384 C12H3604S1i5 000141-63-9 30
Abundance Scan 2817 (18.657 min): BF137714.D\data.ms (-2803) (- m/z 221.10 100.00%
221.1
731 1471
5000 355.1
429.1 A mmm e
{ 1“ l | h 503.2 18.40 18.60 18.80
0 bbb b S m/z 73.10 81.98%
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 LN L L B L
18.40 18.60 18.80
m/z 147.05 77.76%
O\H\‘H‘H‘\H\HH‘\\\‘\‘\f‘\“\\I\J“HHJ\‘\\‘f‘\‘\‘\‘\\\\‘\\\\‘\??“]-\.:
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
R e o I R
73.0 18.40 18.60 18.80
5000 147.0 m/z 281.05 47 .05%
341.0
0 o Ll IL Il l { L \ { 42?'0 517.0
B B o R B e R R ea RS
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, T
147.0 221.0 18.40 18.60 18.80
m/z 355.10 41.65%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.40 18.60 18.80

8270-BF042324.M Thu Apr 25 12:56:45 2024 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42424\
Data File : BF137714.D

Acqg On : 24 Apr 2024 12:39
Operator : CG\JU

Sample : PB160276BL

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324.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|
Propane, 2,2-di... 2.152 3.9 ng 308764 1 7.063 1594710 20.0
Cyclobutane, et... 2.575 113.0 ng 9013420 1 7.063 1594710 20.0
Formamide, N,N-... 4.457 2.1 ng 168252 1 7.063 1594710 20.0
2-Pentanone, 4-... 5.322 45.0 ng 3587950 1 7.063 1594710 20.0
2-Cyclohexen-1-0l 5.875 3.4 ng 272203 1 7.063 1594710 20.0
2-Cyclohexen-1-one 6.316 5.2 ng 414331 1 7.063 1594710 20.0
2-Chlorocyclohe... 7.216 4.7 ng 370823 1 7.063 1594710 20.0
Hexasiloxane, t... 14.310 5.8 ng 663148 5 14.251 2301720 20.0
unknownl4.704 14.704 14.3 ng 1645660 5 14.251 2301720 20.0
unknown15.121 15.121 28.2 ng 2669460 6 15.827 1893340 20.0
Cyclononasiloxa... 15.598 37.1 ng 3511670 6 15.827 1893340 20.0
Heptasiloxane, ... 16.163 40.7 ng 3855470 6 15.827 1893340 20.0
unknown16.833 16.833 43.0 ng 4065490 6 15.827 1893340 20.0
unknownl7.651 17.651 39.1 ng 3701670 6 15.827 1893340 20.0
unknown18.657 18.657 32.5 ng 3075520 6 15.827 1893340 20.0
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