LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acqg On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vvial : 19 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132666.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.216 444 447 455 rVB 693952 706206 8.16% 1.453%
2 5.616 512 515 527 rVB 1654325 1518731 17.56% 3.125%
3 6.616 681 685 694 rBV 1723939 1481643 17.13% 3.049%
4 6.998 746 750 753 rBV 1385650 1120460 12.95% 2.306%
5 7.557 841 845 848 rBV 1202141 957689 11.07% 1.971%

8.281 965 968 972 rBV 1457666 1338120 15.47%
9.357 1147 1151 1154 rBV 2040034 1628103 18.82%
9.616 1192 1195 1200 rBV2 161704 133968 1.55%
10.045 1264 1268 1271 rBV 1567445 1239453 14.33%
10 10.757 1385 1389 1392 rVB 350084 266612 3.08%

ONOWN
N
N
o))
3R

11 10.834 1399 1402 1411 rBV 840379 743381  8.59%
12 10.934 1416 1419 1426 rBV2 73179 103272 1.19%
13 11.539 1518 1522 1525 rBV 1355014 1151070 13.31%
14 11.563 1525 1526 1530 rVB 150905 101795 1.18%
15 11.922 1582 1587 1590 rBV 3012223 2939435 33.98%

ADONO PR
w
o))
o
X

16 12.057 1606 1610 1619 rBV 734953 802349 9.28% 1.651%
17 12.304 1649 1652 1661 rBv4 327493 345923 4.00% ©.712%
18 12.616 1699 1705 1707 rBV 6896773 8649343 100.00% 17.798%
19 12.639 1707 1709 1715 rVV2 7357261 6748302 78.02% 13.886%
20 12.716 1719 1722 1725 rVB 2617484 2102891 24.31% 4.327%

21 12.757 1725 1729 1731 rBV2 1394614 1720097 19.89%
22 12.775 1731 1732 1742 rVV2 1308808 1155070 13.35%
23 12.845 1742 1744 1750 rVB3 258070 288481 3.34%
24 12.998 1764 1776 1776 rBV ~ 383873 480926 5.56%

NOONW
Ul
0!
S
R

25 13.133 1789 1793 1796 rBV 1566668 1314130 15.19% 704%
26 13.445 1843 1846 1848 rBV2 264277 212644 2.46% 0.438%
27 13.475 1848 1851 1856 rVVv7 110213 160196 1.85% ©.330%
28 13.516 1856 1858 1862 rVvv3 128507 160817 1.86% ©.331%
29 13.874 1916 1919 1923 rBV2 239022 318457 3.68% ©.655%
30 14.116 1958 1960 1963 rBV 289966 267284 3.09% ©.550%

31 14.204 1970 1975 1978 rBV2 1260970 1393792 16.11%
32 15.504 2193 2196 2204 rVB 332658 521349 6.03%
33 15.763 2236 2240 2244 rVB 682919 895419 10.35%
34 16.033 2282 2286 2294 rVB 405537 681281  7.88%
35 16.668 2389 2394 2405 rVB2 466244 1065927 12.32%

NRBRBRN
00
N
w
R

36 17.439 2519 2525 2538 rVB2 607761 1642012 18.98% 3.379%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acqg On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vvial : 19 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.386 2678 2686 2704 rVB2 605464 2240647 25.91% 4.611%

Sum of corrected areas: 48597275
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 07 Mar 2023 00:25
: CG\JU
: 01820-03 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
BF132666.D

HR-4-03032023

: 19 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF132666.D\data.ms

5.616 6.616

6.998 7557

5.216

Time--> 2.

I
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 7.80

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132666.D\data.ms
129

11.922

9.357

11.539

10.834
10.7

0
Time-->

9.616 0.934 11/563
: —r— —— —_—r e e ‘

I [N
8.50 9.00 9.50 10.00 10.50 11.00 11.50

T T —
12.00 12.50 13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132666.D\data.ms

14.204

15.763
15.504 16.033
13.8744.1 16.668 17.439 18.386

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50

T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T T T T
16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.216 12.61 ng 706206 1,4-Dichlorobenzene-d4 6.998

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 447 (5.216 min): BF132666.D\data.ms (-444) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e I R
‘ 83.0 4.80 5.00 5.20 5.40 5.60
0 bl e e m/z 59.00  62.76%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 100.95 22.90%
270 ‘ 83.0
O\\\\‘\\‘\\“‘\\\w“\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R AR EEEE
4.80 5.00 5.20 5.40 5.60
5000 59.0 m/z 57.95 16.42%
101.0
0+ ‘1‘?‘.0‘“1“‘ “‘w R ‘8‘3"0“ e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester BmaEa e , =
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.65%
5000 41.0
0 \H \‘ \‘ 1l ‘ 12\6'0 142.0
—_— R RRRREERE R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60

8270-BF022223.M Tue Mar 07 11:43:00 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Nonanoic acid, 9-oxo-, meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.16 ng 133968  Acenaphthene-di0 10.045

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid, 9-oxo-, methyl ester 186 C10H1803 001931-63-1 90
2 Methyl 6-methyloctanoate 172 C10H2002 005129-62-4 59
3 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 43
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 35
5 Butanoic acid, 4-chloro-, methyl... 136 C5H9C102 003153-37-5 22

Abundance Scan 1195 (9.616 min): BF132666.D\data.ms (-1192) (-) m/z 74.00 100.00%
74.0

41.0
5000
‘ ] e 2
1741 9.50 10.00
ol 52069 /2 87.e0  73.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60453: Nonanoic acid, 9-oxo-, methyl ester
74.0
111.0
143.0
5000
41.0 950 10,00

55.00  67.59%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47004: Methyl 6-methyloctanoate
74.0

9 50 10 00
5000 41.0 41.05 52.58%

96.0
i
160 | W ALl by Ldisze
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15552: Pentanoic acid, 4-methyl-, methyl ester
74.0 9 50 10 OO

83.05 47.76%

43.0
5000
99.0
L]
0 ‘\u ol g 1290 M

m/z--> 20 40 60 80 100 120 140 160 180 200 10 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.757 4.30 ng 266612  Acenaphthene-di0 10.045
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Methyl benzilate 242 C15H1403 000076-89-1 47
3 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
Abundance Scan 1389 (10.757 min): BF132666.D\data.ms (-1385) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0 —r— .
10.50 11.00
151.9
Obrrrrprrrepeder b b e b 2382 m/z 77.00 62.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
77.0
5000 —— —
182.0 10.50 11.00
51.0 m/z 182.05  52.32%
) L 152.0
O\H\‘\‘H\’H{\‘\\\H\‘\\\\‘\\H‘\\H‘\\}‘\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126041: Methyl benzilate
105.0
183.0 — —
770 10.50 11.00 ;
5000 m/z 51.00 20.76%
150 510
ol b 1520 | 2090 2420
e et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131407: N-Methylbenzamide, N-chlorodifluoroacetyl- = =
105.0 10.50 11.00
m/z 181.10 8.78%
5000 77.0
51.0
o180 | 162.0  212.0 247.0 M A,
A Ra e e B e e RAARRAs e - bpaen A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method :

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

HR-4-03032023

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
11.922 51.07 ng 2939440  Phenanthrene-d10 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91

4 Pentadecanoic acid, methyl ester 256 C16H3202

007132-64-1 86

5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 83
Abundance Scan 1587 (11.922 min): BF132666.D\data.ms (-1582) (- m/z 73.95 100.00%
74.0
5000
43.0
143.0 227.2 T
M Ll | s P2 g T
ol v e b S b b T m/z 87.80 0 75.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
43.0 12.00
143.0 m/z 43.85  26.97%
o, [ ssso 720 g
O\‘\\\\‘w\\1‘\\“H‘M\\“\\\\‘\\H‘\\\\‘\\‘\\‘\‘\\\‘\H\‘\‘\H‘HH’H‘H’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
H et
12.00
5000 43.0 m/z 55.00  23.85%
o ‘ M‘ \MH 1014‘30 1850 227.0 270.0
‘_Hw‘uwH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HHV‘HVH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109337: Tridecanoic acid, methyl ester e
74.0 12.00
m/z 41.10 19.08%
5000{ 43.0
143.0
| 1850 2280
(o S P W S Mt s
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.057 13.94 ng 802349  Phenanthrene-di0 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1610 (12.057 min): BF132666.D\data.ms (-1606) (- m/z 73.00 100.00%
73.0
43.0
5000
129.1
213.2 Al ‘
‘ M ‘ 171.1 256.1 12.00
ob— WH$MWM uW‘MMN H“‘A“uﬁ“‘h “V — m/z 60.00 76.60%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 e
129.0 12.00
213.0 m/z 43.05 70.67%
171.0
O,
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T [
12.00
5000 129.0 m/z 57.05 63.32%
‘ 199.0 2420
oL— ‘\‘ W‘ UH ‘\HM“H Hhu\ M\‘u} “‘ ‘l‘sﬂ‘q“ L e “\ o —
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid .
43.0 73.0 12.00
' m/z 55.00 58.35%
5000
129.0
‘ ‘ 171.0 214.0
o) ‘\‘ H“u‘u‘ h‘“\‘um‘ wh’h " ‘\‘ - o “ ‘\‘ ’ A — — =
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Dodecanoic acid, 1-methylet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.304 6.01 ng 345923 Phenanthrene-d10 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 89
2 Isopropyl palmitate 298 C19H3802 000142-91-6 87
3 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
5 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 38
Abundance Scan 1652 (12.304 min): BF132666.D\data.ms (-1649) (- m/z 43.05 100.00%
43.0
102.0
5000 73.0
256.1
—
H H 1571 2131 12.00 12:50
o‘uwuwwwbﬂkh m/z 60.00 72.23%
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #126248: Dodecanoic acid, 1-methylethyl ester
43.0
5000 102.0 Ml\
73.0 12. 00 12 50
200.0 m/z 102.00  54.85%
b e | )
O \H‘UHH}‘ \H\\H\‘”\‘fh“‘\\H!‘\‘\H\‘H\\’\\\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #197286: Isopropy! palmitate
102.0 /U\
420 L L M
12.00 12.50
m/z 57.05 53.80%
5000 73.0 /
157.0 213.0 257.0
0,
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #197333: i-Propyl 14-methyl-pentadecanoate = =
57.0 102.0 256.0 12.00 12.50
m/z 41.00 42.58%
5000
213.0
157.0
298.(
0' LW_Y_Y_TY_W—TLP_Y ‘ T T ‘ T
m/z--> 40 60 80 100120140160180200220240260280300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.616 150.28 ng 8649340  Phenanthrene-d10 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 97
4 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 96
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 96
Abundance Scan 1705 (12.616 min): BF132666.D\data.ms (-1699) (- m/z 67.05 100.00%
67
5000
09.1
— —
263.1 12.50 13.00
ob—— “\“‘ M“H Hh ‘Hh H\ \\ 1\87‘]"2‘2‘0‘2‘ ‘ L ‘29‘\4‘] ITI/Z 81.05 99.97%
miz--> 50 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 — e
12.50 13.00
09.0 m/z 95.10  62.50%
294.(
O T T T T ‘ T ‘ h \‘” \H‘\ M‘ \“ \1'\87\(‘)2\2\0\() 26\3\0\ \‘ ‘
miz--> 50 150 200 250
Abundance #191926: 9,12—Octadecadienoic acid, methyl ester, (E,E)
67.0
— —
12.50 13.00
5000 m/z 55.05 57.27%
09.0
oL— L\“H‘ \‘ H“M‘h‘ H“ H‘\ Hu w ‘u‘ P ‘%6‘?‘0‘29“4‘(
m/z--> 50 150 200 250
Abundance #191929: 9,11—Octadecad|en0|c acid, methyl ester, (E,E) = —=
67.0 12.50 13.00
m/z 82.05 45.39%
5000
09.0
29.0 ‘ 294.C
ol 1] ‘u“ X m“ I ‘nu‘uu‘ q‘ “‘1‘8‘1‘0 2200 2630 | — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.639 117.25 ng 6748300  Phenanthrene-d10 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99

Abundance Scan 1709 (12.639 min): BF132666.D\data.ms (-1707) (- m/z 55.05 100.00%

55.0
97.1
5000
264.1
1 ‘2 " T ‘ T T ‘ T
371 180 12.50 13.00
u " o
0l Lt o LS55 m/z 69.10 81.68%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 8.0 — —
12.50 13.00
m/z 74.00 76.54%
180.0 264.0
o \‘ H\\\ \\\ \H I e X
oL “\‘ u‘h‘mu‘m‘uh‘M“ e A EE
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
—r— —
12.50 13.00
5000 ITI/Z 83.10 71.24%
87.0
1 h\ o 29p0
0 ‘\ ‘ \‘ ‘M‘
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester — —
55.0 12.50 13.00
m/z 97.10 65.64%
5000 87.0
264.0
23.0 1800 2220 ‘
ok, H“ “u“‘ “ H‘HHL\ “ ‘d ‘\HH‘\H\‘H TN Wt S “‘ ‘2‘96’0‘ — —r—
m/z--> 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.845 5.01 ng 288481  Phenanthrene-die 11.539
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1744 (12.845 min): BF132666.D\data.ms (-1742) () ' m/z 73.00 100.00%
73.0
5000 129.0 JJL\AL
185.1
241.2 I LT
‘ ‘ s 12.50 13.00
0 w‘h‘“ Mobsdp bl b L T 85 T s 16 86.37%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 ! ]
185.0 241.0 12.50 13.00
m/z 60.00 84.51%
0 H$MMHJ‘M$‘M\‘H”L‘H\“‘M‘ S
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
= =
12.50 13.00
5000 m/z 57.05 78.34%
129.0
29. 185.0 228.0
0 ‘\\m‘ u‘“‘“ {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ I e
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid = T
73.0 12.50 13.00
m/z 55.00 64.19%
5000 129.0
29.
199.0 242.0
0 R — —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Hexadecanoic acid, 15-methy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.445 3.05 ng 212644  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 91
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
4 Methyl stearate 298 C19H3802 000112-61-8 83
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 83
Abundance Scan 1846 (13.445 min): BF132666.D\data.ms (-1843) (- m/z 74.00 100.00%
74.0
- L
143.0 D
39‘ H\ ‘\ - 18512221 28\3'1 3263 S50 P
0— A B i m/z 87.00 72.46%
miz--> 50 100 150 200 250 300
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 1
13.50
143.0 284.0 m/z 43.05 29.81%
w1, s o
O\\\\‘ H‘ ‘M ‘H \“\‘\\‘”\\\‘\“\\‘\ \L‘h\\\‘\’\\\\
miz—> 100 150 200 250 300
Abundance #232221:EEosandcacw,meﬂwlemer
74.0
——
13.50
5000 m/z 55.05 26.35%
143.0 326.0
s T I i v
m/z--> 100 150 200 250 300
Abundance #214951:Nonadecanok:add,nuﬂhyleﬁer —
74.0 13.50
m/z 74.95 22.82%
5000
143.0
312.0
It ‘ 1990  269.0
oHH_‘ 81 0P Vi PSR R S e
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknownl3.475 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.475 2.30 ng 160196  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 46
2 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 43
3 1,E-8,Z-10-Dodecatriene 164 C12H20 1000098-05-5 42
4 8,10-Dodecadien-1-o0l, acetate, (... 224 C14H2402 053880-51-6 35
5 Fumaric acid, 4-octyl hex-4-yn-3... 308 C18H2804 1000405-62-1 30
Abundance Scan 1851 (13.475 min): BF132666.D\data.ms (-1848) (- m/z 99.05 100.00%
9
55.1
5000
——
342 13.50
ob—iy ; m/z 81.00 88.75%
miz--> 50 100 150 200 250 300
Abundance #52979: Bicyclo[10.1.0]tridec-1-ene
67.0
5000 T
D7.0 13.50
121.0 m/z 55.10 84.57%
O L “ \L‘ \“\ ‘i \‘]_\7§.(\)‘ L ‘ T T T ’ L
miz—-> 50 100 150 200 250 300
Abundance #6785: Bicyclo[4.1.0]heptane, 3-methyl-
81.0
41.0
——
13.50
5000 m/z 43.05 75.38%
Y WAA/W
m/z--> 50 100 150 200 250 300
Abundance #39774: 1,E-8,Z-10-Dodecatriene 7
68.0 13.50
m/z 67.00 73.24%
5000
164.0
”OIO
ol lhh““‘u‘“‘u by “u e —
m/z--> 50 100 150 200 250 300 13.50

8270-BF022223.M Tue Mar 07 11:43:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknownl3.516 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.516 2.31 ng 160817  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenethiol, 4-nitro- 155 C6H5N02S 001849-36-1 35
2 Benzene, 2-fluoro-1-methyl-4-nitro- 155 C7H6FNO2 001427-07-2 27
3 3-Fluoro-4-nitrotoluene 155 C7H6FNO2 000446-34-4 25
4 1,2-Cyclohexanedicarboxylic acid... 318 C19H2604 1000339-82-9 22
5 1,2-Cyclohexanedicarboxylic acid... 352 C21H3604 1000339-74-2 16
Abundance Scan 1858 (13.516 min): BF132666.D\data.ms (-1856) (- m/z 155.10 100.00%
155.1
67.0
5000
09.1 216.1
T \
254129223283 13.50
0! Lo S m/z 67.00 57.64%
miz--> 50 100 150 200 250 300
Abundance #32432: Benzenethiol, 4-nitro-
155.0
5000 65.0 1090 7 \
13.50
m/z 83.10 53.50%
0 27"q ‘}‘ T ‘h\ L e s
miz—-> 50 100 150 200 250 300
Abundance #32562: Benzene, 2-fluoro-1-methyl-4-nitro-
109.0 155.0
T \
13.50
5000 m/z 81.05 50.32%
57.0
dse VL L
miz--> 50 100 150 200 250 300
Abundance #32540: 3-Fluoro-4-nitrotoluene T
83.0 155.0 13.50
' m/z 68.10 49.74%
5000
30.0
oL ‘ P
m/z--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 2-(1-Hydroxycyclohexyl)-furan Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.874 4.57 ng 318457  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 58
2 2-Dodecylfuran 236 C16H280 075308-12-2 41
3 2-((3,3-Dimethyloxiran-2-yl)meth... 166 C1@H1402 092356-06-4 30
4 Bicyclo[2.2.1]heptan-2-one, 1,3,... 166 C11H180 005811-48-3 30
5 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 30

Abundance Scan 1919 (13.874 min): BF132666.D\data.ms (-1916) (- m/z 81.00 100.00%
81.0,
e W
5000
237.1
41.0 ML — S
13.50 14.00
308.2
0’ ko 820 1 T0T3482 T s 00 0447
m/z--> 50 100 150 200 250 300 350
Abundance #41149: 2-(1-Hydroxycyclohexyl)-furan
81.0
5000 43.0 — —
166.0 13.50 14.00
m/z 151.00 62.38%
](20.0
O' \H‘“!\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #118829: 2-Dodecylfuran
81.0
P P
13.50 14.00
5000 m/z 55.00 39.68%
41.0
‘ 123.0 236.0
NI L o A N
m/z--> 50 100 150 200 250 300 350
Abundance #41262: 2-((3,3-Dimethyloxiran-2-yl)methyl)-3-methylfura — ——
95.0 13.50 14.00
m/z 237.10 36.05%
5000
41.0 151.0
I N R VS o
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Docosanoic acid, methyl ester  Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.116 3.84 ng 267284  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 96
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 91
3 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 87
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 87
5 Octadecanoic acid, 17-methyl-, m... 312 C20H4002 055124-97-5 86

Abundance Scan 1960 (14 116 min): BF132666.D\data.ms (-1958) (- m/z 74.00 100.00%

74.0
5000

143.1
‘ ‘ ‘ 199.1 2552 311.13544 1400 14.50
Al b RS EE EET  mjz 87.00 82.53%

m/z--> 50 100 150 200 250 300 350
Abundance #264184: Docosanoic acid, methyl ester
74.0

o

5000
14 00 14 50
143.0 354.0 43.00  33.35%
Lm0 o o
O\H\‘\\“\‘\HH\““‘\‘\}\‘\\\\“\\\\“\\\\‘\‘\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #214954:Nonadecanok:add,nnﬁhyleﬁer
74.0
P o
14.00 14.50
5000 75.80  25.55%
312.0
143.0
B \‘ H L, [ 2130 2600
(R B0 (U B SO i iV VAN M.
m/z--> 100 150 200 250 300 350
Abundance #249023:Henemosanok:add,nuﬂhyleﬁer
74.0 14 OO 14 50

55.00  21.99%

5000 W\JWW

29 143.0
h Wl \ 199.0241.0 297.0 340.0

\ \ 7
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Hexasiloxane, tetradecamethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.504 11.64 ng 521349  Perylene-di12 15.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexasiloxane, tetradecamethyl- 458 (C14H4205Si6 000107-52-8 59
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 38
3 Amobarbital, 2TMS derivative 370 C17H34N203Si2 ©52937-67-4 15
4 2,5-Dihydroxybenzoic acid, 3TMS ... 370 C16H3004Si3 003618-20-0 11

5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 11

Abundance Scan 2196 (15.504 min): BF132666.D\data.ms (-2193) (- m/z 221.05 100.00%

73.0 2211 ' '
147.0
g1y 355.1
5000
429.1
T [
H | 503.0 15.50
O byttt oo W L b sz 73,00 91.02%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
0 a0 2210
281.0 i
5000 355.0 15,50 |
m/z 147.00  81.19%

‘ 443.0
O\\‘\‘\\\\’\\\\i‘\\\f‘“d\\\‘]J\w\\\‘\\\\‘L\\\’\\\\i‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl-

221.0

T 1
73.0 15.50

5000 147.0 ITI/Z 355.10 57.61%
281.0
341.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #278710: Amobarbital, 2TMS derivative ~ ‘
355.0 15.50
73.0 m/z 281.10 53.30%
5000
1470
L2189 b\
0 ‘HWWWM,ﬁ‘HWMMMMWHH,“H“‘H“%H,“H“‘H“‘H‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Cyclononasiloxane, octadeca... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.033 15.22 ng 681281  Perylene-di12 15.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 58
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 38
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S17 000541-01-5 32
Abundance Scan 2286 (16.033 min): BF132666.D\data.ms (-2282) (- m/z 221.05 100.00%
73.0 221.1
147.0
5000 355.1
429.1 = ‘
‘ | 503.1 16.00
o‘Hwm‘mwHHAM_“‘J‘A‘MMMWwewhmwww m/z 73.00 97.85%
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 = :
16.00
m/z 147.00 82.18%
OHH‘HH‘HHHH“\H‘\‘H\“HIH“‘HH“\‘\\‘!‘\‘\‘W‘HH‘HH‘\?S\[‘]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
T T
16.00
m/z 281.00  48.31%
5000 355.0
443.0
O rrrtpber et bbbtk e el e
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, —— ‘
147.0221.0 16.00
m/z 355.10 44.06%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\

Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

¢ Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 unknownl6.668

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.668 23.81 ng 1065930  Perylene-d12 15.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 37
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S17 000541-01-5 22

Abundance Scan 2394 (16.668 min): BF132666.D\data.ms (-2389) (- m/z 221.10 100.00%
221.1
73.0
147.0
5000 355.1
429.1 == ==
‘ ‘ 503.1 16.50 17.00
ow_mwww!m_J-m'_mmwwww‘mwwww m/z 73.00 84.28%
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 — s
16.50 17.00
m/z 147.00 76.17%
O\H\‘HH‘\H\HH“\H‘\‘H\“HIH“‘\H\“\‘\\‘f‘\‘\‘\‘\\\\‘\\\\‘\?s\f]_\.\'
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 281.00 46.27%
5000 355.0
443.0
) HEPEAPS SR AT AP A RS S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilo —— ——
73.0 16.50 17.00
m/z 355.10 44.68%
147.0
267.0
5000 355.0429.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\

Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc HR-4-03032023
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 18 unknownl7.439 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.439 36.68 ng 1642010  Perylene-di12 15.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 49
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 45
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32

Abundance Scan 2525 (17.439 min): BF132666.D\data.ms (-2519) (- m/z 221.10 100.00%
221.1
73.0 147.0
5000 355.1
429.1 T
owwwm_m‘!w_“w‘HN‘LMAwwwwww m/z 73.08  74.74%
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 T
17.50
m/z 147.00 71.39%
O\H\‘HH‘\H\HH“\H‘\‘H\“HIH“‘\H\“\‘\\‘J\‘\\‘\\\\‘\\\\‘\?S\f]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
—r—
17.50
m/z 281.00 43.24%
5000 355.0
443.0
O rrrtpber et bbbtk e el e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- ——
221.0 17.50
m/z 355.10 42.41%
73.0
5000 147.0
341.0
el 0 s L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acq On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc . HR-4-03032023

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Heptasiloxane, hexadecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.386 50.05 ng 2240650  Perylene-di12 15.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 64
3 Hexasiloxane, tetradecamethyl- 458 (C14H4205Si6 000107-52-8 59
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 32

51,3,5-Trisiloxane, 1,1,3,3,5,5-h... 320 C14H3602Si3 1000458-50-5 16

Abundance Scan 2686 (18.386 min): BF132666.D\data.ms (-2678) (- m/z 221.10 100.00%
221.1
73.0 147.0
5000 355.1
429.1 — =
‘ ‘ 503.1 18.00 18.50
Obrrrprbersbrrbbe b Ml T wz 73.00 76.46%
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 = -
18.00 18.50
m/z 147.00 69.50%
O\\\\‘\\\\‘\\\\\\\\“\\\‘\‘\\\“\\I\\“‘\\\\“\‘\\‘f‘\‘\‘\‘\\\\‘\\\\‘\?s\f]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
- —
73.0 18.00 18.50
5000 147.0 ITI/Z 281.00 46.08%
341.0
| I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl- . —
73.0 14702210 18.00 18.50
’ m/z 355.05 41.97%
5000 355.0
443.0
) MEPPSPSH RSP NP AP AT S S — — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030623\
Data File : BF132666.D

Acqg On : 07 Mar 2023 00:25

Operator : CG\JU

Sample : 01820-03 2X

Misc : HR-4-03032023

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.216 12.6 ng 706206 1 6.998 1120460 20.0
Nonanoic acid, ... 9.616 2.2 ng 133968 3 10.045 1239450 20.0
Benzophenone 10.757 4.3 ng 266612 3 10.045 1239450 20.0
Hexadecanoic ac... 11.922 51.1 ng 2939440 4 11.539 1151070 20.0
n-Hexadecanoic ... 12.057 13.9 ng 802349 4 11.539 1151070 20.0
Dodecanoic acid... 12.304 6.0 ng 345923 4 11.539 1151070 20.0
9,15-Octadecadi... 12.616 150.3 ng 8649340 4 11.539 1151070 20.0
9-Octadecenoic ... 12.639 117.3 ng 6748300 4 11.539 1151070 20.0
Octadecanoic acid 12.845 .0 ng 288481 4 11.539 1151070 20.0
Hexadecanoic ac... 13.445 3.0 ng 212644 5 14.204 1393790 20.0
unknown13.475 13.475 2.3 ng 160196 5 14.204 1393790 20.0
unknownl13.516 13.516 2.3 ng 160817 5 14.204 1393790 20.0
2-(1-Hydroxycyc... 13.874 4.6 ng 318457 5 14.204 1393790 20.0
Docosanoic acid... 14.116 3.8 ng 267284 5 14.204 1393790 20.0
Hexasiloxane, t... 15.504 11.6 ng 521349 6 15.763 895419 20.0
Cyclononasiloxa... 16.033 15.2 ng 681281 6 15.763 895419 20.0
unknownl6.668 16.668 23.8 ng 1065930 6 15.763 895419 20.0
unknownl7.439 17.439 36.7 ng 1642010 6 15.763 895419 20.0
Heptasiloxane, ... 18.386 50.0 ng 2240650 6 15.763 895419 20.0
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