LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc :

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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42411.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.246 4 10 12 rBV 156743 232835 6.40% 0.873%
2 3.275 12 15 20 rVB 141523 203407 5.59% 0.763%
3 3.999 128 138 147 rBv4 169700 443666 12.20% 1.664%
4 4.081 147 152 163 rVB2 143472 258535 7.11% 0.970%
5 4.258 171 182 188 rBV4 100588 269137 7.40% 1.010%
6 4.316 188 192 203 rVB 293295 436556 12.00% 1.638%
7 4.428 203 211 218 rBV3 136247 281502 7.74%  1.056%
8 4.499 218 223 242 rBV2 163631 593474 16.31%  2.226%
9 5.075 309 321 326 rBvV 270651 433511 11.92% 1.626%
106 5.287 353 357 363 rVB2 133907 210612 5.79% 0.790%
11 5.405 370 377 382 rVB4 91015 215258 5.92% 0.807%
12 5.522 392 397 410 rVB 2353480 3418839 93.98% 12.824%
13 5.799 439 444 451 rVB 327325 483450 13.29% 1.813%
14 6.022 477 482 485 rBV 151476 255968 7.04%  0.960%
15 6.422 542 550 553 rBV2 86866 161113 4.43% 0.604%
16 6.834 608 620 627 rBV 397259 653829 17.97%  2.453%
17 6.969 637 643 644 rBV3 97816 159379 4.38% 0.598%
18 6.993 645 647 654 rVB 168269 233967 6.43% 0.878%
19 7.081 655 662 666 rvvVs 65685 178013 4.89% 0.668%
20 7.146 666 673 681 rVB 2281014 3637711 100.00% 13.645%
21 7.393 710 715 718 rBV 169123 289599 7.96% 1.086%
22 7.422 718 720 726 rVB 210312 275911 7.58% 1.035%
23 7.669 757 762 766 rVB 109092 155913 4.29% 0.585%
24 7.998 807 818 826 rBV 882703 1647405 45.29% 6.180%
25 8.575 906 916 921 rBV3 253791 474515 13.04% 1.780%
26 8.840 957 961 967 rBV3 107815 179814 4.94% 0.675%
27 8.910 967 973 978 rBV 140977 242196 6.66% 0.909%
28 9.057 987 998 1003 rBV 175858 297243  8.17% 1.115%
29 9.193 1015 1021 1029 rVB 1392975 2322388 63.84% 8.712%
30 9.304 1037 1040 1050 rvB2 103321 162350 4.46%  0.609%
31 9.981 1148 1155 1161 rBV3 166702 304157 8.36% 1.141%
32 10.328 1207 1214 1220 rBv2 75189 160165 4.40% 0.601%
33 10.628 1259 1265 1270 rBV2 171117 342786 9.42% 1.286%
34 10.816 1291 1297 1303 rVB 1042347 1675267 46.05% 6.284%
35 10.881 1304 1308 1312 rBV3 91409 146709 4.03% 0.550%

36 11.228 1364 1367 1374 rVB2 93080 164148 4.51% 0.616%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.339 1382 1386 1390 rBV3 97021 149154 4.10% ©.559%
38 11.663 1437 1441 1442 rBV 136415 172409 4.74% 0.647%
39 11.798 1459 1464 1469 rBV2 234799 496707 13.65% 1.863%
40 11.951 1486 1490 1495 rBV3 246882 410501 11.28% 1.540%
41 12.022 1498 1502 1506 rVV3 290475 485158 13.34% 1.820%

42 13.263 1708 1713 1718 rBV 2129229 3343465 91.91% 12.542%

Sum of corrected areas: 26658722
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM042411.D\data.ms
1.4e+07

1.2e+07
1le+07
8000000
6000000

4000000

5.522 7.146

2000000 o8 9.193 10.816

7.9 9
26 3008%8Re0  5.0%8em5 57%9022 6.422 O-dEB17.3% 660 | B.5TBBENSI304  9.9810.33).626,881 11221146

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM042411.D\data.ms

o

1.4e+07
1.2e+07
le+07
8000000

6000000

13.263
4000000

2000000
b8z2

N O S S A e O O .
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM042411.D\data.ms

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0\ T ‘ L ‘ L ‘ T T ‘ L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Butanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.999 5.39 ng 443666  1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 50
3 Hexanoic acid 116 C6H1202 000142-62-1 45
4 Pentanoic acid 102 C5H1002 000109-52-4 42
5 Silver butanoate 194 C4H7Ag02 005076-24-4 39
Abundance Scan 138 (3.999 min): BM042411.D\data.ms (-128) (-) m/z 60.00 100.00%
60.0
5000 /L
RERRRREEE SRR
38‘ H H 88.0 3.60 3.80 4.00 4.20 4.40
H\‘\\H“HHi“‘u‘\‘\’\\.\\‘\1\]\-‘\1.‘9\H‘HH‘HH‘HHZ‘(\)\?\.\Q m/Z 43.10 69.7700
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid
60.0
5000 (L R LR R R B
27.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 42.14%
’88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85607: Ethyl .alpha.-d-glucopyranoside
60.0
e A RAR R
3.60 3.80 4.00 4.20 4.40
5000 m/z 73.05 38.81%
88.0
L, 1160 1440 1770 2080
R A AR RRamaRa:
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9148: Hexanoic acid R A BARAS R
60.0 3.60 3.80 4.00 4.20 4.40
m/z 42.05 33.98%
5000 27.0
‘ H 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2 1-(Allylamino)butane-1,3-dione Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
4.081 3.14 ng 258535 1,4-Dichlorobenzene-d4 7.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Allylamino)butane-1,3-dione 141 C7H11NO2 041153-95-1 64
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 50
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 50
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 50
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 50
Abundance Scan 152 (4.081 min): BM042411.D\data.ms (-147) (-) m/z 56.10 100.00%
56.1
- M
R AR aRE e
‘ 85.1 3.80 4.00 4.20 4.40
H\‘HH‘ ‘\”\“‘ \w\‘”H\H‘]\_:\]_\2\.(‘)\\\\%4’?79\‘\\\\‘\\\\2‘9\8\.9 m/Z 41.10 83.0500
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21804: 1-(Allylamino)butane-1,3-dione
43.0
5000 L L B L BN LR
3.80 4.00 4.20 4.40
m/z 57.10 79.11%
H 85.0 141.0
\\\‘\‘\‘\\il\\ “\\‘\\i‘l‘\\{“‘J\-\lﬁl‘o\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl-
57.0
R AR E
3.80 4.00 4.20 4.40
5000 m/z 43.10 71.68%
29.0 ‘ 99.0
\H‘\‘\‘\\‘i‘\H““\m\‘\‘\H“HH‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- e ABEEaaE ST
56.0 3.80 4.00 4.20 4.40
m/z 39.05 32.08%
- m
L “\‘ 95.0 128.0
A ma e e e e A RARRREaA L e RARRaEESE T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Butane, 2,2-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.258 3.27 ng 269137 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 52
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 45
4 3-Hexanone 100 C6H120 000589-38-8 43
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 43

Abundance Scan 182 (4.258 min): BM042411.D\data.ms (-171) (-) m/z 43.05 100.00%

3.0
- e W
1001 L L L L L L L B I IR
‘ ‘ 4.00 4.20 4.40 4.60
e 1820 1909 T e 75y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2058: Butane, 2,2-dimethyl-
57.0
5000 L L L I L L L B I IR
29.0 4.00 4.20 4.40 4.60
m/z 41.10 56.58%
\\\‘\‘\\\“w\\““\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4359: 3-Pentanone, 2-methyl-
57.0
A AR EERRE
4.00 4.20 4.40 4.60
5000, 290 m/z 71.e5 38.83%
‘ 100.0
\H‘\‘1\\‘1‘1ml“\\‘\\‘HH‘mH‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #93821: Oxalic acid, isobutyl pentyl ester R RAmERE SRR
57.0 4.00 4.20 4.40 4.60
m/z 56.10 31.80%
5000
29.0
L leo 150 1eig
e e e e e e e G T T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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-Hexanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.316 5.30 ng 436556 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone 100 C6H120 000591-78-6 91
2 2-Hexanone, 4-hydroxy-5-methyl-3... 172 C10H2002 061141-74-0 83
3 2-Hexanone, 4-hydroxy-3-propyl- 158 C9H1802 062338-17-4 72
4 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 72
5 Acetone 58 C3H60 000067-64-1 42
Abundance Scan 192 (4.316 min): BM042411.D\data.ms (-188) (-) m/z 43.10 100.00%
3.1
- MMJLM
R Rl B e
‘ | 880 4.00 4.20 4.40 4.60
el A2 1470 1909 myz 58.05  47.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4257: 2-Hexanone
43.0
5000 T T T[T T[T T iirT]
4.00 4.20 4.40 4.60
m/z 41.10 18.90%
| Lo, 100
i L |
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #47142: 2-Hexanone, 4-hydroxy-5-methyl-3-propyl-
43.0
 EBEEmEEE RS
4.00 4.20 4.40 4.60
5000 m/z 57.10 16.28%
72.0
100.0
‘_“\‘H‘,mﬁ‘wl‘_uH;‘“‘1‘2‘5‘-9“w_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35391: 2-Hexanone, 4-hydroxy-3-propyl- e B
43.0 4.00 4.20 4.40 4.60
m/z 39.05 9.65%
5000
71.0 100.0
P 140.0
it e RRREESS ST
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.428 3.42 ng 281502 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 86
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64
4 Nonane 128 C9H20 000111-84-2 59
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53
Abundance Scan 211 (4.428 min): BM042411.D\data.ms (-203) (-) m/z 43.10 100.00%
43.1
R AR
H‘H‘ 4.20 4.40 4.60 4.80
ol b 2470 2079 2810 n/z 41.05  58.12%
miz--> 0 50 100 150 200 250
Abundance #8620: Octane
43.0
5000 L B L LI L B
4.20 4.40 4.60 4.80
85.0 m/z 57.10 41.91%
’ T T H‘ ‘ “\ !‘ T ‘ \‘ T T T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
R AR
4.20 4.40 4.60 4.80
5000 m/z 85.05 40.48%
85.0
e
miz--> 0 50 100 150 200 250
Abundance #8645: Hexane, 2,4-dimethyl- T T
43.0 4.20 4.40 4.60 4.80
m/z 55.10 36.33%
5000 85.0 /W\J\M
m/z--> 0 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.499 7.20 ng 593474  1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 58
2 Cyclobutanol, 2-ethyl- 100 C6H120 035301-43-0 38
3 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 27
4 1,5-Pentanediol 104 C5H1202 000111-29-5 25
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 14
Abundance Scan 223 (4.499 min): BM042411.D\data.ms (-218) (-) m/z 44.05 100.00%
44.0

207.0

5000

-

4.20 4.40 4.60 4.80
m/z 41.10 83.95%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4250: Hexana
44.0
5000 L B L L L B I B
4.20 4.40 4.60 4.80
m/z 56.10 80.26%
‘ FZ.O
\H‘H‘H‘ ‘HH"\‘\‘H“\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4348: Cyclobutanol, 2-ethyl-
57.0
R R EABEEEE
4.20 4.40 4.60 4.80
m/z 207.00  72.29%
50001 570
\‘\H‘ \‘\‘H“HH‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #102259: Cyclotrisiloxane, hexamethyl- RAamsmnsEE T
207.0 4.20 4.40 4.60 4.80
m/z 43.10 57.95%
28.0 61.0 1330 1770 |
P T T T T e e e R AAREREEE SR
m/z--> 20 40 60 80 100120140160180200220240260280 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.26 ng 433511 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 22
Abundance Scan 321 (5.075 min): BM042411.D\data.ms (-309) (-) m/z 43.10 100.00%
43.1
5000
1011 LI L L I L L L
‘ 701 ‘ 4.80 5.00 5.20 5.40

bbb St L 1880 164.91910 2211 /7 59,95  53.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 LB L B B B
4.80 5.00 5.20 5.40
m/z 101.10 17.76%
101.0
\\\‘\“WH\\"H}\\w‘\\.\\“1\\1“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
AR RAREEE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.19%
31.0 ‘ 10‘1'0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9492: 2-Hexanol, 2-methyl- e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.81%
5000
31.0 ‘ 101.0
‘m‘wkwwumuﬁuHH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w“ B R R R a n e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2-Heptanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.799 5.87 ng 483450  1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 83
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64
4 2-Octanone 128 C8H160 000111-13-7 50
5 2-Propenoic acid, 2-(dimethylami... 143 C7H13NO2 002439-35-2 40
Abundance Scan 444 (5.799 min): BM042411.D\data.ms (-439) (-) m/z 43.10 100.00%
43.1
- vx\ﬂﬂ;~kﬁj\~Avﬂva¥/
T T e
71‘-1 co1 5.40 5.60 5.80 6.00 6.20
Ol el 222 1251 151.0 176.9 2070 /7 58,5  55.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8423: 2-Heptanone
43.0
5000 [T T T T rriyrr
5.40 5.60 5.80 6.00 6.20
m/z 71.10 14.14%
71.0
\\\‘\‘\‘\\“‘H\\‘\‘\\‘}\’\‘\\1“\1\]-\‘4\.-‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8503: 2-Hexanone, 5-methyl-
43.0
T T e
5.40 5.60 5.80 6.00 6.20
5000 m/z 41.10 12.59%
71.0
200 L L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14350: 2-Heptanone, 6-methyl- R RAREARARE
43.0 5.40 5.60 5.80 6.00 6.20
m/z 59.10 9.22%
5000
71.0
o b L ame e b
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Heptanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.022 3.11 ng 255968 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 94
2 Cyclopropane, 1,2-dimethyl-, trans- 70 CS5H1e@ 002402-06-4 47
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 47
4 Cyclobutanone, 2-ethyl- 98 C6H100 010374-14-8 43
5 Cyclobutanone, 2,2,3-trimethyl- 112 C7H120 001449-49-6 43
Abundance Scan 482 (6.022 min): BM042411.D\data.ms (-477) (-) m/z 41.10 100.00%
41.1
70.1
5000
R e
112.1 17702071 5.60 5.80 6.00 6.20 6.40
(

— ML ATT020T L 2804y 44.05  84.66%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #8413: Heptanal

44.0
5000 [T T[T T T T[T T[T rrl
5.60 5.80 6.00 6.20 6.40
m/z 55.10  80.26%
1.0
\‘P‘\H‘H\\‘\\H‘HH‘HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #666: Cyclopropane, 1,2-dimethyl-, trans-
55.0
R e
5.60 5.80 6.00 6.20 6.40
5000 m/z 70.10  79.99%
B
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #661: Cyclopropane, 1,1-dimethyl- T
55.0 5.60 5.80 6.00 6.20 6.40
m/z 43.05 78.07%
5000
250 ul
H\‘\‘\‘H’\\H‘H\\‘HH‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’H ‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20 6.40

8270-BM102123.M Tue Oct 24 18:59:15 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 3-Pentenoic acid, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.393 3.52 ng 289599 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentenoic acid, 4-methyl- 114 C6H1002 000504-85-8 78
2 2-Nonyl methylphosphonofluoridate 224 C10H22FO2P 211192-72-2 59
3 Guanidineacetic acid 117 C3H7N302 000352-97-6 50
4 2-Piperidinone 99 C5HINO 000675-20-7 47
5 Hexanoyl chloride 134 C6H11C1O0 000142-61-0 45
Abundance Scan 715 (7.393 min): BM042411.D\data.ms (-710) (-) m/z 43.10 100.00%
43.1
99.1
5000
s RS RRARRRE
M ‘ 7.00 7.20 7.40 7.60 7.80
Cbdid, 13301649 2070 283 o9 1p  76.25%
miz--> 50 100 150 200 250
Abundance #8179: 3-Pentenoic acid, 4-methyl-
43.0 99.0
5000 [T T T T T T [T T T T[T T
7.00 7.20 7.40 7.60 7.80
m/z 55.10  64.27%
\\‘H‘\‘Lh“‘”““‘ ‘\‘\\\|\\\\|\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #103542: 2-Nonyl methylphosphonofluoridate
55.0 99.0
R RN RREE
7.00 7.20 7.40 7.60 7.80
5000 m/z 70.10 35.47%
miz--> 50 100 150 200 250
Abundance #9575: Guanidineacetic acid S e
43.0 7.00 7.20 7.40 7.60 7.80
99.0 m/z 56.10  33.99%
5000
13*’ J““Hu — S SR S —
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 12 2-Octanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.422 3.35 ng 275911 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 90
3 2-Hexanone, 4-hydroxy-3-propyl- 158 C9H1802 062338-17-4 40
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 38
5 Succinic acid, 3,5-difluoropheny... 301 C14H17F2N04 1000358-03-3 36
Abundance Scan 720 (7.422 min): BM042411.D\data.ms (-718) (-) m/z 43.10 100.00%
43.1
o M
7.007.20 7.40 7.60 7.80
85.1 .007.20 7.40 7.60 7.
128.1
y AT r8 2081 2670, sgiip 89.40%
miz-> 50 100 150 200 250
Abundance #14279: 2-Octanone
43.0
5000 [TT T[T i irrrfrrl
7.00 7.20 7.40 7.60 7.80
m/z 41.10 14.13%
T L T M\ ‘\“ ‘ H‘\ \‘ 8\!:_)‘.\() ‘ \1\2§.(\) ‘ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
R e AR ARRE AR
7.00 7.20 7.40 7.60 7.80
5000 m/z 59.10 12.65%
L 550 o
S e
miz--> 50 100 150 200 250
Abundance #35391: 2-Hexanone, 4-hydroxy-3-propyl- R A REERAREES
43.0 7.00 7.20 7.40 7.60 7.80
m/z 71.10 12.17%
5000
‘ ‘ 100.0
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 2-Heptanone, 6-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.575 5.76 ng 474515  1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64
2 Butanimidamide 86 C4H1ON2 000107-90-4 58
3 5-Hepten-2-amine, N,6-dimethyl- 141 C9H1S9N 000503-01-5 50
4 Pentanal, 2-methyl- 100 C6H120 000123-15-9 47
5 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 38
Abundance Scan 916 (8.575 min): BM042411.D\data.ms (-906) (-) m/z 43.10 100.00%
3.1
2000 JRﬂAJ/UVMJ\VA/v\jwyﬁ
85.1 e A RAREa R
‘ 241 | 8.208.40 8.60 8.80
0 MWM w;‘mp\‘uku_mw‘1”6_2”9‘,‘H?f?ﬁﬂwwﬁﬁl‘r m/z 58.05 75.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
5000 T T I T[T T[T T [ Torrr]T
8.20 8.40 8.60 8.80
m/z 41.10 29.11%
Iy 9?'0 128.0
H‘\‘\‘\‘\\‘MH‘{"H‘H‘\‘\H‘H‘H‘\}\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1814: Butanimidamide
58.0
T
8.20 8.40 8.60 8.80
5000 m/z 85.10 22.91%
m | ‘ 87.0
A e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22034: 5-Hepten-2-amine, N,6-dimethyl- e A RERaERRmasEEE
58.0 8.20 8.40 8.60 8.80
m/z 57.10 20.03%
B M
‘H‘?ﬂu“‘1“,‘@‘\”_HMH%%‘?ﬂ‘Hwm‘,‘WH_WH_W
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzaldehyde, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.910 2.94 ng 242196 1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 97
2 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 97
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 97
4 Phthalan 120 C8H80 000496-14-0 90
5 Benzofuran, 2,3-dihydro- 120 C8H80 000496-16-2 87
Abundance Scan 973 (8.910 min): BM042411.D\data.ms (-967) (-) m/z 91.05 100.00%
91.0
120.1
5000
391 TT T [ T[T I T [ TTTT]
‘ “ 8.60 8.80 9.00 9.20

bbbl b 18508 2070 2670 156,05  67.51%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10665: Benzaldehyde, 2-methyl-

91.0
120.0
5000 L B R R R B
8.60 8.80 9.00 9.20
39.0 m/z 119.05 67.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10666: Benzaldehyde, 4-methyl-
91.0 120.0
R O N e N RRRR
8.60 8.80 9.00 9.20
5000 m/z 65.05 25.73%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10667: Benzaldehyde, 3-methyl- e AARNEaE AR
91.0 120.0 8.60 8.80 9.00 9.20
m/z 39.10 18.12%
b AXJKMAWL/j\ﬂ/mNNA/KVw
39.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 15 2-Nonanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.057 3.61 ng 297243  1,4-Dichlorobenzene-d4 7.998

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanone 142 C9H180 000821-55-6 83
2 Pentanal, 2-methyl- 100 C6H120 000123-15-9 64
3 2-Decanone 156 C10H200 000693-54-9 64
4 2-Heptanone 114 C7H140 000110-43-0 64
5 2,4(3H,5H)-Furandione, 5-hexyl-5... 198 C11H1803 054852-79-8 64
Abundance Scan 998 (9.057 min): BM042411.D\data.ms (-987) (-) m/z 43.10 100.00%
3.1
20 M/\M
‘ ' 8.809.00 9.20 9.40
‘ ‘85.0 142.1 . . . :

m_m‘ﬂ;H‘:,m‘wm_wmwu“‘,%7919‘?‘9?3‘:?”wa%?,ln‘ m/z 58.10  98.43%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22980: 2-Nonanone

58.0
5000 L B R L A L B
8.80 9.00 9.20 9.40
m/z 41.10 23.05%
20.0 ‘ 142.0
\H‘\‘\‘H“‘MH‘} \H\“”\H“.H\‘\‘\‘\H‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #4320: Pentanal, 2-methyl-
43.0
e RARRNEEAEE
8.80 9.00 9.20 9.40
5000 ITI/Z 57.10 21.99%
[ P T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #32845: 2-Decanone R REEa
58.0 8.80 9.00 9.20 9.40
m/z 71.10 21.40%
5000
29.0
H M ‘\‘ 98.0 156.0
P e e e e e e T RRRaEEEIE
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 16 unknown9.981 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.981 3.63 ng 304157 Naphthalene-d8 10.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 47
2 2-Heptanone 114 C7H140 000110-43-0 43
3 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 38
4 2-Isopropyl-5-oxohexanal 156 C9H1602 015303-46-5 37
5 2-Tridecanone 198 C13H260 000593-08-8 32
Abundance Scan 1155 (9.981 min): BM042411.D\data.ms (-1148) (-) m/z 43.05 100.00%
43.0
711 —
: 10.00
SR “ | «w“L bbb ““‘1“3‘?]‘1‘ . 1712‘070‘ 2985 m/z 58.05  71.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #73921: 2-Undecanone, 6,10-dimethyl-
58.0
5000 1
10.00
m/z 41.10 25.40%
90 1) 1900 o0
ol WL b oy
HH‘HH‘ \H‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #8418: 2-Heptanone
43.0
—
10.00
5000 m/z 57.10 23.11%
159 | "0 140 MW
il - | |
-t
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4449: Oxirane, 2-methyl-2-(1-methylethyl)- —
43.0 10.00
m/z 55.10 22.52%
5000
71.0
| 00
Ll |
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 10.00

8270-BM102123.M Tue Oct 24 18:59:21 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 17 2-Tridecanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.628 4.09 ng 342786  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecanone 198 C13H260 000593-08-8 59
2 2-Undecanone 170 C11H220 000112-12-9 59
3 2-Dodecanone 184 C12H240 006175-49-1 59
4 2-0Octanone 128 C8H160 000111-13-7 53
5 2-Decanone 156 C10H200 000693-54-9 53

Abundance Scan 1265 (10.628 min): BM042411.D\data.ms (-1259) (- | m/z 43.10 100.00%
3.1

43.
5000

‘ 99.1 —— —
‘ ‘ 134.0 ‘ 10.50 11.00
oww‘m\l‘uhw‘u‘wm_uJ“_Mw%“??"?‘H_wa%?ﬂlm m/z 58.05  82.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73898: 2-Tridecanone
58.0
5000 e =
10.50 11.00

m/z 71.10 27.11%

29.0
\H‘\‘\‘\ \“‘\ T \‘M \‘m T ““\‘9\%.‘9\ T ‘ \}\4\78'\(\)\]_‘?6?.\(’)\]\-\9\?\.\0\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45384: 2-Undecanone
58.0

T
10.50 11.00

5000 m/z 59.05 22.55%
170.0
W I W —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58889: 2-Dodecanone — —
58.0 10.50 11.00

m/z 41.10 21.25%
5000 W

M | “96.0 126.0155,0184.0

T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

29.0‘
I “\ m
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 18 (1,2,4-Trimethylcyclohexyl)... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.798 5.93 ng 496707 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-1 59
2 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 59
3 Cyclohexane, 1,2-diethyl-1-methyl- 154 C11H22 061141-79-5 59
4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 59
5 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 53
Abundance Scan 1464 (11.798 min): BM042411.D\data.ms (-1459) (- m/z 69.10 100.00%
69.1
5000 125.1 WW
1150 iz‘oo‘
omMH“““H“uu“ul??‘z"m‘HH_W,HH m/z 125.10 %
m/z--> 50 100 150 200 250 300 350
Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4)
69.0
125.0
5000
1150 1200
m/z 55.10  49.86%
(#’
miz--> 50 100 150 200 250 300 350
Abundance  #286437: Cyclohexane, 1,3,5-trimethyl-2-octadecyl-
125.0
69.0 — —
11.50 12.00
5000 m/z 41.10 44 ,84%
L h\ 167.0207.0 252.0294.0335.0 378.(
L B e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #31469: Cyclohexane, 1,2-diethyl-1-methyl- —— —
69.0 11.50 12.00
m/z 83.10 40.11%
125.0
5000
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35

Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 19 Cyclopentene, 5-hexyl-3,3-d... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.951 4.90 ng 410501 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 5-hexyl-3,3-dimethyl- 180 C13H24 061142-66-3 58
2 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 45
3 Bicyclo[2.2.1]heptane-2,3-dione,... 166 C10H1402 010334-26-6 38
4 Bicyclo[2.2.1]heptane-2,5-dione,... 166 C10H1402 004230-32-4 38
5 2,7-Octadiene, 4-methyl- 124 C9H16 1000061-78-0 38

Abundance Scan 1490 (11.951 min): BM042411.D\data.ms (-1486) (- m/z 95.10 100.00%
5000
——
‘ 125.1 12.00
Ll d 2000 2810 L 4110 85.51%
miz--> 50 100 150 200 250
Abundance #55014: Cyclopentene, 5-hexyl-3,3-dimethyl-
95.0
5000 1
12.00
41.0 ‘ 165.0 m/z 81l.10 85.18%
T \H\ ‘\“‘ ““”\“h H}“ \ML‘ ‘11\26\0\ T \“\ L B e B B e s
miz--> 50 100 150 200 250
Abundance  #55024: trans,cis-2,8-Dimethylspiro[5.5]undecane
95.0
——
12.00
5000 ITI/Z 165.20 83.74%
55.0 137.0
180.0
miz--> 50 100 150 200 250
Abundance #41292: Bicyclo[2.2.1]heptane-2,3-dione, 1,7,7-trimethyl- 7
smo 950 12.00
m/z 55.10 81.03%
5000
138.0
NS DP N/ S -
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 20 unknownl2.022 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.022 5.79 ng 485158 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotyl methacrylate 140 C8H1202 007376-45-6 47
2 Cyclohexane, 1-ethyl-2-propyl- 154 C11H22 062238-33-9 43
3 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 43
4 2-(Acetylmethylene)tetrahydrofuran 126 C7H1002 112595-65-0 43
5 Triallylsilane 152 C9H16Si 001116-62-7 43
Abundance Scan 1502 (12.022 min): BM042411.D\data.ms (-1498) ({ m/z 69.10 100.00%
69.1
41.1
5000
111.1
163.1 — :
‘ 331 “ 1962 12.00
SN “‘H“H“H“_“w“w m/z 55.10 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21188: Crotyl methacrylate
41.0 K 69.0
5000 — :
95.0 12.00
m/z 41.10  55.38%
\]-\5\‘0\‘\‘\\ \\\H}‘\\“\\“i‘\\“‘\\}}‘2\5\'9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl-
69.0
I \
12.00
5000 111.0 m/z 57.10 43.54%
41.0
1l \L‘ H \‘ \‘ ‘ 154.0
R R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31459: Cyclopentane, 1-butyl-2-ethyl- —— ‘
69.0 12.00
m/z 56.10 36.64%
5000 a1
111.0
1540 -
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102323\
Data File : BM@42411.D

Acqg On : 23 Oct 2023 20:35
Operator : MA/JU

Sample : 04843-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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|
Butanoic acid 3.999 5.4 ng 443666 1 7.998 1647410 20.0
1-(Allylamino)b... 4.081 3.1 ng 258535 1 7.998 1647410 20.0
Butane, 2,2-dim... 4.258 3.3 ng 269137 1 7.998 1647410 20.0
2-Hexanone 4.316 5.3 ng 436556 1 7.998 1647410 20.0
Octane 4.428 3.4 ng 281502 1 7.998 1647410 20.0
Hexanal 4.499 7.2 ng 593474 1  7.998 1647410 20.0
2-Pentanone, 4-... 5.075 5.3 ng 433511 1 7.998 1647410 20.0
2-Heptanone 5.799 5.9 ng 483450 1 7.998 1647410 20.0
Heptanal 6.022 3.1 ng 255968 1 7.998 1647410 20.0
3-Pentenoic aci... 7.393 3.5 ng 289599 1  7.998 1647410 20.0
2-Octanone 7.422 3.4 ng 275911 1 7.998 1647410 20.0
2-Heptanone, 6-... 8.575 5.8 ng 474515 1 7.998 1647410 20.0
Benzaldehyde, 2... 8.910 2.9 ng 242196 1 7.998 1647410 20.0
2-Nonanone 9.057 3.6 ng 297243 1 7.998 1647410 20.0
unknown9.981 9.981 3.6 ng 304157 2 10.816 1675270 20.0
2-Tridecanone 10.628 4.1 ng 342786 2 10.816 1675270 20.0
(1,2,4-Trimethy... 11.798 5.9 ng 496707 2 10.816 1675270 20.0
Cyclopentene, 5... 11.951 4.9 ng 410501 2 10.816 1675270 20.0
unknownl12.022 12.022 5.8 ng 485158 2 10.816 1675270 20.0
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