LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc :

ALS Vvial : 17 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-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57750.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.117 3 5 23 rVvB 416753 578558 20.74%  3.093%
2 5.038 326 332 338 rBv 26957 39341 1.41% 0.210%
3 5.503 404 411 422 rVB 340827 523543 18.76% 2.798%
4 5.603 422 428 433 rBV 20974 31342 1.12% 0.168%
5 7.083 673 680 692 rVB 231480 382031 13.69% 2.042%

6 7.929 817 824 833 rBV 185102 310325 11.12%
7 9.093 1015 1022 1030 rVB 452652 788837 28.27%
8 10.732 1294 1301 1308 rBV 287202 511407 18.33%
9 13.188 1712 1719 1726 rBV 1166378 1829535 65.57%
10 14.563 1947 1953 1963 rBV 523908 807997 28.96%

PrONPAR
~
w
IS
R

11 15.920 2179 2184 2189 rVB 30894 44178 1.58%
12 16.049 2199 2206 2213 rBV 1127315 1687000 60.46%
13 17.306 2413 2420 2428 rBV 712487 1077343 38.61%
14 18.200 2566 2572 2579 rBV 84923 128854  4.62%
15 19.475 2784 2789 2795 rBV 55295 85033 3.05%

OO UVIv®
~N
Ul
o]
B

16 19.927 2860 2866 2873 rBV 2121939 2790215 100.00% 14.914%

17 21.220 3082 3086 3094 rVV3 59719 103625 3.71% ©.554%
18 21.296 3095 3099 3109 rVB 57596 90424  3.24% 0.483%
19 21.560 3138 3144 3157 rVB2 663288 1109487 39.76% 5.930%
20 21.766 3176 3179 3186 rVB2 23465 34089 1.22% 0.182%
21 22.348 3272 3278 3289 rVB5 50874 133998 4.80% 0.716%
22 23.047 3393 3397 3405 rVB2 23087 42376 1.52% 0.227%
23 23.205 3417 3424 3434 rBV2 96602 221436  7.94%  1.184%
24 23.840 3528 3532 3538 rVB2 25297 52061 1.87% ©0.278%
25 24.245 3594 3601 3611 rVB2 146876 365112 13.09% 1.952%
26 24.721 3672 3682 3701 rVB 427327 1319917 47.31%  7.055%
27 25.526 3808 3819 3833 rVB2 178384 588133 21.08%  3.144%
28 25.891 3874 3881 3892 rVB2 30254 86911 3.11% ©.465%
29 27.118 4076 4090 4104 rBV3 185183 846924 30.35% 4.527%
30 28.852 4373 4385 4398 rVB8 18121 82977 2.97% 0.444%

31 29.134 4415 4433 4463 rBV3 172784 1018256 36.49%
32 31.695 4846 4869 4895 rBv4 123703 997015 35.73% 5.329%

Ul
IS
IS
W
R

Sum of corrected areas: 18708280
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057750.D\data.ms
2000000

1500000

1000000

500000117 9.093

5.503 10.732

7.083 7.929
5.038 5603

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057750.D\data.ms

19.927
2000000

1500000

13.188 16.049
1000000

17.306 21.560

14.563
500000

2212206
. 1594@ 18.200 19.475 1766 22.348
| R | - DS | BN A A e

Time--> 13.00 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: BG057750.D\data.ms

2000000

1500000

1000000

500000 24.721

27.118 29.134
28.85

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

31.695
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.117 37.29 ng 578558 1,4-Dichlorobenzene-d4 7.929

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 5 (3.117 min): BG057750.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 /L
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 570 3.203.303.40 3.50
\‘H\\‘HH‘H\‘\\|\‘\i‘\.“HH“\1\\’\\\\‘HH‘HH‘HH‘HH‘HH m/Z 43.00 44.4600
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [ TT T[T rrT]
43.0 3.203.303.40 3.50
' 87.0 m/z 55.00 33.11%
29.0 L
\‘H\‘}“HH“‘f‘\‘f\‘\f\‘?‘-\o\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R RRa e amma——
3.203.303.40 3.50
5000 41.0 55.0 m/z 87.00 25.04%
27.0
S A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- N RABARRSREREEEES
73.0 3.203.303.40 3.50
m/z 41.00 14.13%
5000 43.0
58.0
29.0 8.0
[ Uy |
T e e e e e e BARANRRRRRRREREmEnas
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.038 2.54 ng 39341 1,4-Dichlorobenzene-d4 7.929

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
4 Ethanol, pentamethyl- 116 C7H160 000594-83-2 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
Abundance Scan 332 (5.038 min): BG057750.D\data.ms (-326) (-) m/z 42.95 100.00%
43.0
59.0
5000
T e
83.0 101.0 4.80 5.00 5.20 5.40
\\\‘\\\\‘\\\\‘\\\\“‘H‘\\\‘\\‘1‘\“\\\\‘\\\\‘\‘\.\\‘\\\}‘\\\\‘\ m/z 59.09 58.1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T
59.0 4.80 5.00 5.20 5.40
150 010 m/z 58.00 17.06%
. 101.
\\\‘\f‘\!‘\\f‘sf“:ﬁ\.(\)\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
4.80 5.00 5.20 5.40
5000 m/z 101.00 15.85%
210 101.0
Y Y e Y. N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy-  RRARNEAEE
430 5g0 4.80 5.00 5.20 5.40
m/z 41.00 9.56%
5000
71.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown5.603 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.603 2.02 ng 31342 1,4-Dichlorobenzene-d4 7.929

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-phenoxy- 184 C13H120 003586-14-9 9
2 1,1'-Biphenyl, 4-methoxy- 184 C13H120 000613-37-6 9
3 4H-1,3-Oxazine, 5,6-dihydro-2,4,... 141 C8H15NO 026939-18-4 9
4 1,1'-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 9
5 2H-1,3-Oxazine-2,4(3H)-dione, 3,... 141 C6H7NO3 1000327-48-4 9
Abundance Scan 428 (5.603 min): BG057750.D\data.ms (-422) (-) m/z 43.00 100.00%
183.9
5000
AR RIS e
| 14‘0'8 5.20 5.40 5.60 5.80 6.00
H\‘HH”‘i‘\‘\‘\\“\H\‘\.\H‘HH‘\‘H\“HH‘H‘H"H m/2183.99 67.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59008: Benzene, 1-methyl-3-phenoxy-
184.0
5000 DL R LA B R
5.20 5.40 5.60 5.80 6.00
91.0 9
00 650 141.0 m/z 42.00 25.81%
N e |
\\\‘\‘\\\“‘\\‘\\‘H\\H‘\\w\‘\\\‘\‘\}‘\\“\\\H‘\}“\\“ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58993: 1,1'-Biphenyl, 4-methoxy-
184.0
5.20 5.40 5.60 5.80 6.00
5000 m/z 140.80 14.71%
141.0
115.0
150 39.0 63.0 920 | Lo
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22004: 4H-1,3-Oxazine, 5,6-dihydro-2,4,4,6-tetramethyl [T e
43.0 5.20 5.40 5.60 5.80 6.00
m/z 126.90  14.56%
5000
71.0 99.0 141.0
o ]
H““‘J‘H‘iMHH“H‘“mH‘iHH““H‘HH‘HH‘H\ P e
m/z--> 20 40 60 80 100 120 140 160 180 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.200 2.39 ng 128854  Phenanthrene-di10 17.307
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2572 (18.200 min): BG057750.D\data.ms (-2566) (- | m/z 72.95 100.00%

43.0 73.0
5000
. T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
Aty

5000 129.0 — o
18.00 18.50

97.0 m/z 43.00 88.02%

1710 213.0 256.0
\H‘HH“}‘HH!H\H‘M‘H\}\‘1““‘\\‘”‘1‘\“\‘\\‘\H\’\\H‘HH‘H\‘\‘HH’\H!’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0

T
18.00 18.50

5000 ITI/Z 55.00 75.73%
129.0
‘ ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50

m/z 57.00 73.60%

5000 129.0
‘ 199.0 2420
Ll H‘n il HH‘\ uh\\ \m . 1580 ‘ ‘ ‘

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

8270-BGO61323.M Mon Jun 19 04:37:37 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Cyclononasiloxane, octadeca... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.348  2.421ng 133098 Chrysene-d12 21.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual

yclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72

1cC

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 45
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 25
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 18
5 3,5-di-tert-Butyl-4-hydroxybenzy... 236 C15H2402 000088-26-6 12

Abundance Scan 3278 (22.348 min): BG057750.D\data.ms (-3272) (- | m/z 73.00 100.00%
73.0 221.0
147.0
5000 355.0
429.0 — —
“ | } | ‘l 503.0 22.00 2250
SRV IVINVE TS BHFRS'E AR W Y B — m/z 221.00  89.40%
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0
147.0
5000 221.0 3550 \* T
22.00 22.50
m/z 147.00 70.67%
0 O O eyt
\\\\‘\\\\‘\\F\\\\T‘\T\\‘\1!\‘!\\T‘1\\\‘\\\‘T\\T‘\\f\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
30 4702210
— —
22.00 22.50
m/z 355.00 45 .34%
5000 355.0
443.0
SR SR NS N | A (S —
m/z--> 50 100 150200 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 22.00 22.50
m/z 281.00 43.74%
73.0
5000
T T T T T e e T — . .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.205 3.36 ng 221436  Perylene-di2 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 86
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 38
4 1,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 38
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 35

Abundance Scan 3424 (23.205 min): BG057750.D\data.ms (-3417) (-  m/z 73.00 100.00%

73.0 221.0
147.0
5000 2810 3550

4220 2300 2350
L J\ I ‘ i ‘I h [ ‘i 503( .

tpreresd b A a2 mz 221,00 93.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
1
281.0

5000
355.0 23,00 23.50
m/z 147.00  74.88%

443.0
\\\\‘\\‘\\‘\\\\“‘\\\f“\ \\“‘\‘K\\\‘\\l\‘f‘h\\\\‘\\\\}‘\\\\‘\\
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,
147.0 221.0

\
73.0 23.00 23.50
5000 m/z 281.00 51.15%

‘ 279.0
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #119063: Mercaptoacetic acid, 2TMS derivative — ‘

147.0 23.00 23.50
73.0 m/z 355.00  47.22%
5000
221.0
sord |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown24.245 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.245 5.53 ng 365112  Perylene-d12 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
5 3-Oxobutan-2-yl trimethylsilyl p... 308 C15H2005Si 1000373-49-5 14

Abundance Scan 3601 (24.245 min): BG057750.D\data.ms (-3594) (- | m/z 73.00 100.00%

73.0 221.0
147.0
5000 281.0 3550

429.0 T
‘ 24.00 24.50
| i \h ‘h i L |‘ | l‘\. | ‘i‘ 503.

bbb UL L L T m/z 221,00 91.84%

mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
70 0 2210
281.0

5000 =
355.0 24.00 24.50
m/z 147.00  79.61%

443.0
\\‘\J“\\\\‘\\\‘\“\\\\h’d\\\\“l\”\f‘\\‘\\‘\‘V‘IW\\\‘\\\\}“\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe
221.0

=
24.00 24,50
5000 141.0 m/z 281.00  50.26%

77.0
Hcrmhhmuﬁw“u,‘u‘_“w“u“u“u“_“w‘
m/z--> 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, ——
147.0 221.0 24.00 24.50
m/z 355.00 46.53%

73.0
5000
‘ 279.0
L L

e ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown25.526 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.526  s.91ng 588133  Perylene-di2 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H42055i6  000107-52-8 62

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 38
3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

Abundance Scan 3819 (25.526 min): BG057750.D\data.ms (-3808) (- | m/z 221.00 100.00%
73.0 221.0
147.0
5000 355.0
429.0 =T T
L) sos 97,40
et b b ST m/z 73,00 92.40%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
30 4702210
5000 = :
355.0 25.50
4430 m/z 147.00 74.85%
‘\\\‘\J“\\\\‘\\\‘\‘\\1\““‘1!\\%\!T\\‘W\L\E‘L\\\‘\\\\l’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
=T \
355.0 25.50
5000 m/Z 281.00 47 .26%
\ ey S5
m/z--> 0 50 100150200250300350400450500550600650
Abundance #119062: Mercaptoacetic acid, 2TMS derivative P ‘
73.0 25.50
147.0 m/z 355.00  42.06%
5000
221.0
"WMHWHwm‘wm_m_ww‘HH,wwwww‘ AR
m/z--> 0 50 100150200250300350400450500550600650 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG@57750.D

Acqg On : 17 Jun 2023 1:46

Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 unknown27.119 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
27.119 12.83 ng 846924  Perylene-di2 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 80
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 42

4 Mercaptoacetic acid, 2TMS deriva... 236
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294

C8H2002S5Si2
C10H3002Si4

006398-62-5 37
004342-25-0 27

Abundance Scan 4090 (27.118 min): BG057750.D\data.ms (-4076) (- | m/z 221.00 100.00%
73.0 221.0
147.0
5000 354.9
429.0 e ==
\ \ [ 503.0 27.00 27.50
owwwww‘_m_MHWMMMHH‘m_www m/z 73.80 92.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 4702210
5000 - e
355.0 27.00 27.50
443.0 m/z 147.00 76.96%
\H‘\J‘HH‘\H\‘H\\“g”\$\!1\‘\\‘\‘T‘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
o Y
355.0 27.00 27.50
5000 m/Z 281.00 48.88%
m/z--> 50 100150200250300350400450500550600650
Abundance #342012: Heptasiloxane, hexadecamethyl- —— ——
221.0 27.00 27.50
m/z 354.95 46.24%
73.0
5000 147.0
341.0
L 299 g
rrreprbreprebeperrt b e e e e e =l =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown29.134 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.134 15.43 ng 1018260  Perylene-di12 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 46
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 42
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29NO2Si2  1000079-52-1 37
5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37

Abundance Scan 4433 (29.134 min): BG057750.D\data.ms (-4415) (- m/z 221.00 100.00%

221.0
73.0
147.0
5000 355.0

—F
429.0 29.00 29.50

Ll gl s a
O brrrrpriter et e et e e e m/z 73.00 75.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 4702210
5000 = st
355.0 29.00 29.50

m/z 147.00 67.54%

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

i
355.0 29.00 29.50
5000 m/z 281.00  45.72%

\ w\\ e 8L
m/z--> 50 100150200 250 300 350400 450 500550 600 650

Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, ——
147.0 221.0 29.00 29.50

m/z 355.00  40.53%

73.0
5000 k
e

R

S T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown31.695 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.695 15.11 ng 997015  Perylene-di2 24.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 53
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 47
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 36

Abundance Scan 4869 (31.695 min): BG057750.D\data.ms (-4846) (- | m/z 221.00 100.00%

221.0
73.0 1470
5000 355.0

‘ 21 31.50 32.00
503.1 : :
wwwwwwum_“wuhH‘MHMNLWH‘mwww‘ m/z 73.00 67.87%

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

5000 T
355.0 31.50 32.00
m/z 147.00  64.76%

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

e
355.0 31.50 32.00
5000 m/z 281.00  46.60%

| l 651.
SRS RSB IS 1 NN S EANISE & WS MAE AE———L
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 .‘A/\N

L] \‘ ‘ Ll
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe T
221.0 31.50 32.00
m/z 355.00 40.62%

5000 147.0

77.0

mn s
b e e e e e —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 31.50 32.00

gl
T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061623\
Data File : BG®57750.D

Acqg On : 17 Jun 2023 1:46
Operator : CG/JU

Sample : 03178-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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|
Butane, 2-metho... 3.117 37.3 ng 578558 1 7.929 310325 20.0
2-Pentanone, 4-... 5.038 2.5 ng 39341 1  7.929 310325 20.0
unknown5.603 5.603 2.0 ng 31342 1 7.929 310325 20.0
n-Hexadecanoic ... 18.200 2.4 ng 128854 4 17.307 1077340 20.0
Cyclononasiloxa... 22.348 2.4 ng 133998 5 21.560 1109490 20.0
Hexasiloxane, t... 23.205 3.4 ng 221436 6 24.721 1319920 20.0
unknown24.245 24.245 5.5 ng 365112 6 24.721 1319920 20.0
unknown25.526 25.526 8.9 ng 588133 6 24.721 1319920 20.0
unknown27.119 27.119 12.8 ng 846924 6 24.721 1319920 20.0
unknown29.134 29.134 15.4 ng 1018260 6 24.721 1319920 20.0
unknown31.695 31.695 15.1 ng 997015 6 24.721 1319920 20.0
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