LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc :

ALS Vvial : 18 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142543.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.416 372 378 386 rBV 103602 158720 3.10% 0.498%
2 4.546 395 400 412 rVB 239297 360098 7.04% 1.131%
3 4.751 427 435 449 rVB3 28586 60211 1.18% 0.189%
4 5.104 485 495 501 rBV2 104648 183352 3.58% 0.576%
5 5.381 535 542 546 rBV 288718 394812 7.71%  1.240%
6 5.510 558 564 570 rBV 929246 1235232 24.14% 3.879%
7 6.034 648 653 659 rBV 41293 69811 1.36% 0.219%
8 6.098 659 664 669 rVB4 46874 73824 1.44% 0.232%
9 6.410 708 717 722 rBV 166230 404733 7.91% 1.271%
10 6.534 726 738 747 rBV2 507246 1119091 21.87% 3.514%
11 6.704 760 767 775 rBv4 77338 180187 3.52% 0.566%
12 6.792 775 782 786 rBV2 54104 88245 1.72% 0.277%
13 6.892 793 799 804 rBV 475197 638294 12.47% 2.004%
14 6.975 804 813 818 rVV 2919284 5118003 100.00% 16.071%
15 7.e45 821 825 828 rVv2 75981 102387 2.00% 0.321%
16 7.092 828 833 837 rVW3 80410 162164 3.17% ©.509%
17 7.134 837 840 844 rVB3 73241 96140 1.88% 0.302%
18 7.292 863 867 872 rVB4 59775 91616 1.79% ©0.288%
19 7.457 882 895 899 rBV 1208443 1837937 35.91% 5.771%
20 7.522 903 906 911 rvVB2 76119 107344 2.10% 0.337%
21 7.651 918 928 934 rVB2 230199 623412 12.18%  1.958%
22 7.710 934 938 940 rBV3 65134 86080 1.68% 0.270%
23 7.745 940 944 950 rVB4 146202 249830 4.88% 0.784%
24 7.839 957 960 963 rBV 57962 80007 1.56% 0.251%
25 7.916 968 973 977 rBV2 112854 192071 3.75% 0.603%
26 8.069 992 999 1002 rBV2 195794 333253 6.51% 1.046%
27 8.175 1011 1017 1022 rVB2 801337 1276616 24.94% 4.009%
28 8.292 1033 1037 1048 rVB4 133788 244463 4.78% 0.768%
29 8.398 1050 1055 1059 rBVS5 61983 147116 2.87% 0.462%
30 8.681 1099 1103 1109 rVB 637821 853637 16.68%  2.680%
31 8.916 1140 1143 1145 rBV3 104469 139735 2.73% 0.439%
32 9.098 1171 1174 1178 rBV3 77767 124508 2.43% 0.391%
33 9.257 1196 1201 1205 rBV 1939892 2515687 49.15% 7.899%
34 9.333 1211 1214 1215 rBV3 85972 105874 2.07% 0.332%
35 9.357 1215 1218 1220 rVV 144735 179573 3.51% 0.564%

36 9.651 1264 1268 1271 rBV2 212136 319061 6.23% 1.002%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc . LAW-25-0078

ALS Vvial : 18 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.933 1310 1316 1320 rVB3 555772 1011901 19.77% 3.177%
38 10.733 1449 1452 1457 rBV 620644 711035 13.89% 2.233%
39 10.857 1470 1473 1480 rVB 938520 1383133 27.02% 4.343%
40 13.027 1838 1842 1850 rVB 1461792 2183119 42.66% 6.855%
41 14.715 2125 2129 2134 rBV2 1613818 2885442 56.38% 9.060%
42 16.309 2395 2400 2417 rVB 678888 1885096 36.83% 5.919%

43 16.762 2471 2477 2489 rVB 888335 1834046 35.84% 5.759%

Sum of corrected areas: 31846896
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc . LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142543.D\data.ms
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2500000
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Abundance TIC: BF142543.D\data.ms
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Abundance TIC: BF142543.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1 2-Hexanone, 3-hydroxy-3,5-d... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
4.416 4.97 ng 158720 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 3-hydroxy-3,5-dimethyl- 144 C8H1602 006321-14-8 78
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 56
3 3-Methyl-6-ethyl--2,4-dioxadecane 188 C11H2402 1000334-83-2 56
4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 42
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 40
Abundance Scan 378 (4.416 min): BF142543.D\data.ms (-372) (-) m/z 59.10 100.00%
59.1
5000 d
R RN RRREE
39# | 101.1 4.00 4.20 4.40 4.60 4.80
e m/z 43.05 26.82%

miz--> 20 40 60 80 100 120 140 160
Abundance #24208: 2-Hexanone, 3-hydroxy-3,5-dimethyl-
59.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.00 4.20 4.40 4.60 4.80

m/z 41.05 14.40%

L, e
| [ L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9510: 2-Pentanol, 2,4-dimethyl-
59.0

4.00 4.20 4.40 4.60 4.80

5000 m/z 57.85 14.19%
210 ‘ 101.0
i e 0
m/z--> 20 60 80 100 120 140 160
Abundance #62663 3-Methyl-6-ethyl--2,4-dioxadecane {A‘ R
59.0 4.00 4.20 4.40 4.60 4.80

m/z 101.10 8.29%

5000

29.0 89.0
! - 1130 157.0

m/z--> 20 40 60 80 100 120 140 160 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 4-Pentene-2-o0l, 2-methyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.545 11.28 ng 360098 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 50
2 Acetic acid, cyano-, methyl ester 99 C4H5N02 000105-34-0 45
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 39
4 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 39
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 9
Abundance Scan 400 (4.545 min): BF142543.D\data.ms (-395) (-) m/z 59.05 100.00%
59.
5000 43.0 M
e ARAREEE S S
| ‘ ‘ 811 991 126.0 4.20 4.40 4.60 4.80
H\‘\H\‘HH‘HHi\\\\’\‘\‘\‘\‘i\\H‘\H\‘\.H\‘\H\“.HH‘HH‘HH“H m/z 43.05 42.2600
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4376: 4-Pentene-2-ol, 2-methyl
59.0
43.0
5000 IR RN R
4.20 4.40 4.60 4.80
m/z 41.05 15.82%
28.
H\"]\4\.‘.\0\‘H\‘1“\\HHHH’H‘H‘\H‘\‘\H\‘8\?\.2\\\\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3874 Acetic acid, cyano-, methyl ester
15.0
R ARREE e
59.0 4.20 4.40 4.60 4.80
5000 m/z 56.05 15.10%
40.0
Il \‘\ “\ 4l Il 99.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4978: Butane, 1-ethoxy- N a Enaa
59.0 4.20 4.40 4.60 4.80
m/z 39.05 10.11%
31.0
5000
73.
15 0 ‘\‘ | \ﬁ.o ‘H Il :3‘0 87.0 102-0
e e e e e e e e e e RN e AARRAREESES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.75 ng 183352 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
Abundance Scan 495 (5.104 min): BF142543.D\data.ms (-485) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.4 450500550540
83.0 : : : :
H‘mww‘mJMwm!i“‘7‘1;9”‘uwme_m,‘ m/z 59.10  56.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 u‘uu‘u/\ﬁwu‘uu’
59.0 4.80 5.00 5.20 5.40
m/z 101.10  17.50%
\\‘\\\\‘\\\ﬁ]\.(\)\\““\\\\‘\\‘1\‘\\\\‘\\\\?:\3‘\.0\\‘\\\1\()“1\-\()\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.39%
41.0
290 101.0
el 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- PP /\‘ ERRRE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.86%
5000 41.0
29.
‘ ‘ 87.0
gm0 Ll Lo AL
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_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Acetic acid, cyano-, 1,1-di... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.381 12.37 ng 394812 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 64
2 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 9
3 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9
5 2-Propanol, 2-methyl- 74 C4H100 000075-65-0 9

Abundance Scan 542 (5.381 min): BF142543.D\data.ms (-535) (-) m/z 59.10 100.00%

59.1
5000

‘\ 5.00 5.20 5.40 5.60 5.80

115.1
S “““1“‘?%9 o m/z 57.05 42.93%

miz--> 20 60 80 100 120 140
Abundance  #21825: Acet|c acid, cyano-, 1,1-dimethylethyl ester
59.0

5000 41.0

5.00 5.20 5.40 5.60 5.80
m/z 41.05 16.01%

LI ‘ 1T \‘H “\ L ‘!‘i T ! L ‘ LI ‘ T T T 12\‘6\.0\ 14’.2\.0\
m/z--> 20 40 60 80 100 120 140
Abundance #9504: 2-Hexanol, methyl ether
59.0

5.00 5.20 5.40 5.60 5.80

5000 m/z 43.18  10.29%
43.0
2710 1 1 840 19701160
e
m/z--> 20 40 60 80 100 120 140
Abundance #8861: Butanamide, 3,3-dimethyl- R R RRaaana
59.0 5.00 5.20 5.40 5.60 5.80

m/z 56.05 8.90%

5000
410
115.0
s oot

m/z--> 20 60 80 100 120 140 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\

Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc . LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 5 2,4-Dimethyl-2,4-pentanediol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.410 12.68 ng 404733  1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,4-Dimethyl-2,4-pentanediol
2 Butyl aldoxime, 3-methyl-, anti

3 Hexylene glycol

132 C7H1602
101 C5H11NO
118 C6H1402

4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

5 Oxetane, 2,2,4-trimethyl-

100 C6H120

024892-49-7 83
005775-74-6 72
000107-41-5 56
000540-88-5 38
023120-44-7 36

Abundance Scan 717 (6.410 min): BF142543.D\data.ms (-708) (-) m/z 59.05 100.00%
59.0
431
5000
83.0 99.0 1171 6.00 6.20 6.40 6.60 6.80
el 880 L M7 8T a3 e 62.33%
miz--> 20 40 60 80 100 120 140
Abundance #16553: 2,4-Dimethyl-2,4-pentanediol
59.0
43.0
5000 T EARmsmasss s
6.00 6.20 6.40 6.60 6.80
99.0 m/z 56.10 39.06%
27\'\@ \‘ L \‘\H 83.0 11\70
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-—-> 20 40 60 80 100 120 140
Abundance #4624: Butyl aldoxime, 3-methyl-, anti
41.0 59.0
BRane e e
6.00 6.20 6.40 6.60 6.80
5000 m/z 41.10 15.94%
86.0
el el 11010
m/z--> 20 40 60 80 100 120 140
Abundance #10019: Hexylene glycol R RARRRRERENERREES
59.0 6.00 6.20 6.40 6.60 6.80
43.0 m/z 99.05 12.76%
5000
\271 L 870 103.0
| | | i | |
— e e e e e
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Butane, 1,3-dimethoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.704 5.65 ng 180187 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1,3-dimethoxy- 118 C6H1402 010143-66-5 59
2 3,3-Dimethylpentanoic acid 130 C7H1402 003177-74-0 50
3 Silane, trimethyl- 74 C3H1esi 000993-07-7 27
4 1-Butene, 3-butoxy-2-methyl- 142 C9H180 056585-28-5 22
5 1-Propene, 1-methoxy-2-methyl- 86 C5H100 017574-84-4 22
Abundance Scan 767 (6.704 min): BF142543.D\data.ms (-760) (-) m/z 43.10 100.00%
43.1
71.0
5000
‘ | H 101.0 1250 153.1 6.40 6.60 6.80 7.00
e R T m/z 59.05  69.90%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #10049: Butane, 1,3-dimethoxy-
59.0
5000
6.40 6.60 6.80 7.00
m/z 71.05 60.87%
39|C I 103.0
i
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #15447: 3,3-Dimethylpentanoic acid
71.0
AP
43.0 6.40 6.60 6.80 7.00
5000 m/z 41.10 55.43%
101.0
cso M W
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #917: Silane, trimethyl- R RNARERERAS sy
59.0 6.40 6.60 6.80 7.00
m/z 73.05 35.89%
5000
29.0
39”\‘_1\\”‘m;mwwW_WW,W W o WA LY
miz--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1H-Pyrazole, 4,5-dihydro-1,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.975 160.37 ng 5118000 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 4,5-dihydro-1,5-dim... 98 C5H10N2 005775-96-2 50
2 1-Methyl-1H-1,2,4-triazole 83 C3H5N3 006086-21-1 47
3 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 38
4 1-Heptanol, 2,4-dimethyl-, 144 C9H200 098982-97-9 37
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 37
Abundance Scan 813 (6.975 min): BF142543.D\data.ms (-804) (-) m/z 83.05 100.00%
83.0
43.0
5000
1271 T
‘ 9‘-0 QSH'O ‘ 6.60 6.80 7.00 7.20
Obeprrreprrrtiee et ey B b e 9 m/z 43.05  82.57%
miz--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #3456: 1H-Pyrazole, 4,5-dihydro-1,5-dimethyl-
83.0
42.0
5000 56.0 ST T T T T
98.0 6.60 6.80 7.00 7.20
m/z 55.10 61.12%
27.0
\‘H}H“‘HHW\‘\H‘\H\‘\‘HH‘HH‘\}H‘\H‘\‘HH‘HH‘H\\‘HH‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #1450: 1-Methyl-1H-1,2,4-triazole
83.0
e e RANRRER R
28.0 6/.60 6;38(;) 7020 712 »
m/z . .31%
5000 56.0
SN O S ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #106964: Acetaldehyde 2E-hexenyl 3Z-hexenyl acetal R RS L SRR
83.0 6.60 6.80 7.00 7.20
m/z 41.10 38.99%
55.0
5000
41.0
127.0
mlz--> 20 30 40 50 60 70 80 90 100110120130140 6.60 6.80 7.00 7.20

8270-BF052025.M Sat May 24 06:42:50 2025 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknown7.045 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.045 3.21 ng 102387 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 43
2 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 40
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 38

4 1,4-Pentanediol 104 C5H1202 000626-95-9 38
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 37

Abundance Scan 825 (7.045 min): BF142543.D\data.ms (-821) (-) m/z 45.05 100.00%

45.0
- Mﬂw
 EERaRamEEESESS
M ‘ 601 °70 1080 1301 6.80 7.00 7.20 7.40
““““‘H“ ““““‘u“‘ 080 I m/z 42.16 57.64%
mlz-—> 20 100 120 140
Abundance #4984. D||sopropy| ether
45.0
5000 e R b A
6.80 7.00 7.20 7.40
87.0 m/z 43.00  46.79%
270 L 1890 | 1020
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance #5394: (2R,4R)-(-)-Pentanediol
45.0
R RARENEEREN
6.80 7.00 7.20 7.40
5000 m/z 56.00 33.02%
71.0
27.0
m/z-—-> 60 80 100 120 140
Abundance #4885. Formic acid, 1-methylpropyl ester R RREEREREREE s
45.0 6.80 7.00 7.20 7.40
m/z 41.10 25.21%
5000
29.0
73.0
mlz--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF052025.M Sat May 24 06:42:51 2025 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknown7.092 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.092 5.08 ng 162164 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl propionate 88 C4H802 000554-12-1 46
2 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 35
3 Carbamic acid, bis(2-hydroxyethy... 205 C9H19NO4 103898-11-9 25
4 Hydrazinecarboxylic acid, 1,1-di... 132 C5H12N202 000870-46-2 16
5 1,3-Dioxolane, 2,2-dimethyl-4-(t... 188 C10H2003 1000381-76-2 12
Abundance Scan 833 (7.092 min): BF142543.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
5000
88.0
e EEammaEaEEE S
109.1 6.80 7.00 7.20 7.40
MJ|1430 m/Z 43.10 43.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2284: Methyl propionate
57.0
29.0
5000 P T T T T
88.0 6.80 7.00 7.20 7.40
m/z 41.10 33.25%
\\\\‘\‘h‘\\‘\‘\\W‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49756: Carbonic acid, bis(1-methylpropyl) ester
57.0
A REREE Ry ey m
6.80 7.00 7.20 7.40
m/z 88.05 32.31%
5000 29.0
| ‘ ‘ 83.0 11‘8.0
| 1 1 O S | |
et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81842: Carbamic acid, bis(2-hydroxyethyl)-, 1,1-dimethy b frmrtmfrih
57.0 6.80 7.00 7.20 7.40
m/z 59.10 23.72%
5000
29.0 88.0
ol 150 w0 w00 n L
miz--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40

8270-BF052025.M Sat May 24 06:42:53 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Cyclopropane, 1,1-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.134 3.01 ng 96140 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 50
2 2-Pentene, (E)- 70 C5H10 000646-04-8 50
3 2-Pentene, (Z)- 70 C5H10 000627-20-3 43
4 2-Pentene 70 C5H10 000109-68-2 43
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 43
Abundance Scan 840 (7.134 min): BF142543.D\data.ms (-837) (-) m/z 55.10 100.00%
58.1
70.1
5000
391 1231 TT T T[T T[T [ TrTr]
‘ ol 138, 6.80 7.00 7.20 7.40
\\\\‘\\\\”}\\“u“\“\”‘\‘\\“\‘\‘-‘\ ) ‘1\07\.‘(\)\‘“\\\“\\ m/Z 70.10 85.1600
m/z--> 20 40 60 80 100 120 140
Abundance #660: Cyclopropane, 1,1-dimethyl-
55.0
5000 70.0 ST T T T T
39.0 6.80 7.00 7.20 7.40
m/z 69.10 71.49%
\\\\‘\w‘\\”i”‘\\‘\“l‘\‘\“\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #642: 2-Pentene, (E)-
55.0
AR EEmaaE !
6.80 7.00 7.20 7.40
5000 390 70.0 m/z 41.10 63.21%
m/z--> 20 40 60 80 100 120 140
Abundance #639: 2-Pentene, (Z)- R Al
55.0 6.80 7.00 7.20 7.40
m/z 56.05 31.68%
5000
39. 70.0
150 \H Ly L
o B A A LA S a o e R ERAENRREREEEEE RS
mlz--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF052025.M Sat May 24 06:42:54 2025 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknown7.522 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.522 3.36 ng 107344  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2-dimethylpropyl propy... 224 C10H22F02P 1010298-29-2 38
2 Propanenitrile, 2-(dimethylamino)- 98 C5H1@N2 005350-67-4 35
3 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 27
4 Isopropyl tiglate 142 C8H1402 001733-25-1 27
5 1-Methyl-3-nitropyrazole 127 C4H5N302 054210-32-1 25

Abundance Scan 906 (7.522 min): BF142543.D\data.ms (-903) (-) m/z 83.10 100.00%

43.0 83.1 127.1
5000
D
| ‘ i H | 1711 7.20 7.40 7.60 7.80
“‘w“‘ww“ywﬂﬂuluHu‘um,:hwp‘m“‘m“‘u“‘ m/z 127.10  96.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #103566: 1-Ethyl-2,2-dimethylpropyl propylphosphonofiu
127.0
5000 /\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘
41.0 7.20 7.40 7.60 7.80
Q 83.0 168.0 m/z 43.85 95.84%
\\\\‘\\\\“‘\\\‘\‘%Fq‘\\“}‘\\\1“‘0\5\l\b\’\}\\i\\\‘\‘\\\\‘\1\9\5\.‘0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3450: Propanenitrile, 2-(dimethylamino)-
83.0
N R R R R
42.0 7.20 7.40 7.60 7.80
5000/ 15,0 m/z 55.10  42.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #106964: Acetaldehyde 2E-hexenyl 3Z-hexenyl acetal e ARRREEES ST,
83.0 7.20 7.40 7.60 7.80
m/z 41.10 40.76%
55.0
5000
29.0 L 127.0
R O |
e N R R R R
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF052025.M Sat May 24 06:42:55 2025 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\

Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078
ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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

unknown7.651

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.651 9.77 ng 623412  Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 tert-Butyl isopropyl carbonate 160 C8H1603 030221-21-7 38
2 Carbonic acid, monoamide, tert-b... 201 C11H23NO2 1000420-59-4 37
3 N-(tert-Butoxycarbonyl)glycine, ... 189 C8H15NO4 1000333-18-9 37
4 Propane, 1-(1,1-dimethylethoxy)-... 130 C8H180 033021-02-2 32
5 3-tert-Butoxycarbonylamino-butyr... 203 C9H17NO4 1000317-53-1 28

Abundance

Scan 928 (7.651 min): BF142543.D\data.ms (-918) (-)
57.1

m/z 57.10 100.00%

=

5000
97'1 \\\\‘\\\\’\\\\‘\\\\‘\\\
JL “ ‘ ‘ 143.0 267.0 3565.- 7.40 7.60 7.80 8.00
ol Ml W T 2070 267.0 8851 59 a5 39.63%
m/z--> 50 100 150 200 250 300 350
Abundance #36673: tert-Butyl isopropyl carbonate
57.0
5000 T T T
7.40 7.60 7.80 8.00
m/z 41.10 34.01%
150 | | 1050
L ‘ T T ‘ LI ‘ LI ’ L ‘ L ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #76737: Carbonic acid, monoamide, tert-butyl ester, N-he
57.0
R AR
7.40 7.60 7.80 8.00
5000 m/z 87.85 16.77%
X L
m/z--> 50 100 150 200 250 300 350
Abundance #64062: N-(tert-Butoxycarbonyl)glycine, methyl ester Rt R
57.0 7.40 7.60 7.80 8.00
m/z 97.10 16.76%
5000
134.0
L2 'O N ST 2 S
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF052025.M Sat May 24 06:42:56 2025

Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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(3H)-Furanone, dihydro-4,4... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.745 3.91 ng 249830 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402 016466-24-3 78
2 3-Heptanol, 6-methyl- 130 C8H180 018720-66-6 38
3 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HINO2 003437-29-4 38
4 2,2,5,5-Tetramethyltetrahydro-3-... 142 C8H1402 005455-94-7 37
5 1H-1,2,4-Triazole-3-carboxaldehy... 111 C4H5N30 056804-98-9 35
Abundance Scan 944 (7.745 min): BF142543.D\data.ms (-940) (-) m/z 56.10 100.00%
56.1
411 83.1
5000 1271
e RERRRREREESEE
‘ 97'0 7.40 7.60 7.80 8.00
\\\‘\\\\}‘V\\"i\\M‘\“\‘\\\“‘\\“\“\‘\\\\‘\\\ m/Z 59.05 93.2600
m/z--> 20 40 60 80 100 120 140
Abundance #22852: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
9
430 0
83.0 127.0
5000 D LA B e e o
7.40 7.60 7.80 8.00
270 m/z 43.10 89.30%
109.
\\\‘\m‘\ \‘} T \‘\“‘i \‘\‘\ T “} L \M‘ T \‘\ T ‘ T } \'\]4‘.‘2\.0\\
m/z--> 20 40 60 80 100 120 140
Abundance #15729: 3-Heptanol, 6-methyl-
59.0
A e e R R
83.0 7.40 7.60 7.80 8.00
5000 m/z 83.10 60.00%
41.0
101.0
ST L O S B Y S
m/z--> 20 40 60 80 100 120 140
Abundance #13487: 3,3-Dimethylpyrrolidine-2,5-dione T
56.0 7.40 7.60 7.80 8.00
m/z 41.10 52.86%
5000 41.0
127.0
84.0 990
miz--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF052025.M Sat May 24 06:42:57 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\

Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 14 Cyclohexane, methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.9 s.22ng 333253  Naphthalene-ds 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, methyl- o8 c7H1a 600108-87-2 58
2 1-Butene, 2,3,3-trimethyl- 98 C7H14 000594-56-9 49

3 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14

004127-47-3 49
000762-63-0 46

5 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 43
Abundance Scan 999 (8.069 min): BF142543.D\data.ms (-992) (-) m/z 83.10 100.00%
55.1 83.1
5000
R e R
38‘ | s . 7.80 8.00 8.20 8.40
e S8R b L TR 1380 186 s 5 10 88.24%
miz-—-> 20 40 60 80 100 120 140 160
Abundance #3754 Cyclohexane, methyl-
550 830
5000 L B L B L LN SR
7.80 8.00 8.20 8.40
m/z 41.10 58.82%
27.0 ‘ ‘ ‘
\\\‘\M\\‘i‘\\\H\“\‘l‘\\‘M\\\"\\\\‘\\\\‘\\\\‘\
miz—-> 20 40 60 80 100 120 140 160
Abundance #3799: 1-Butene, 2,3,3-trimethyl-
550  83.0
A AEEmEEEE e
7.80 8.00 8.20 8.40
5000 m/z 70.10 56.22%
29.0
Hu“H"ML‘JW‘NL‘,1““1““‘H‘,“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #3828: Cyclopropane, 1,1,2,2-tetramethyl- R
55.0 83.0 7.80 8.00 8.20 8.40
m/z 56.10 36.99%
5000
27.0
““ﬂﬂ“p‘uﬂw‘uu“1““1“““““““‘ P
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40

8270-BF052025.M Sat May 24 06:42:58 2025

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknown8.292 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.292 3.83 ng 244463 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 41
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 35
3 8-Azabicyclo[3.2.1]octan-3-0l, 8... 141 C8H15NO 000120-29-6 30
4 Dihydroterrein 156 C8H1203 1350310-16-5 27
5 3-Cyclopentene-1-acetaldehyde, 2... 124 C7H802 051905-39-6 27

Abundance Scan 1037 (8.292 min): BF142543.D\data.ms (-1033) (-) m/z 57.10 100.00%

57.1
0 M
e RERERREEEs R
8.00 8.20 8.40 8.60
m/z 55.10 85.94%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #29502: Bicyclo[4.1.0]heptane, 7-butyl-
82.0
57.0
5000 LI L L L L LB LI B B
8.00 8.20 8.40 8.60
109.0 4500 m/z 41.10 75.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #146033: 1,16-Hexadecanediol
53.0 82.0
A AEEmEEEE e
8.00 8.20 8.40 8.60
5000 m/z 43.10 65.39%
109.0
29,0
L “ | 1 H‘\ “\‘1 3F0‘16\60 1940 222.0 M
e e e e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22000: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo- R ARRamEESS S
82.0 8.00 8.20 8.40 8.60
m/z 82.10 54.14%
5000
42,0 124.0 MJUW
150 ‘H “ I ‘\
R R RamaaEa e AREmmEEEE s R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 8.20 8.40 8.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
BF142543.D

: 23 May 2025 18:58
: RC/JU
: 02102-03

: 18 Sample Multiplier: 1

LAW-25-0078

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

unknown8.681

Concentration Rank 5

R.T. EstConc Area
8.681 13.37 ng 853637
Hit# of 5 Tentative ID

Relative to ISTD R.T.
Naphthalene-d8 8.181
MW MolForm CASH# Qual

1 Hexylene glycol
2 1-Bromo-2-methyl-2-propanol
3 (R)-(-)-2-Methyl-2,4-pentanediol

4 Propanoic acid, 2-hydroxy-2-meth...

5 Hexanamide

118 C6H1402
152 C4H9BroO
118 C6H1402
118 C5H1e03
115 C6H13NO

000107-41-5 42
038254-49-8 37
099210-90-9 36
002110-78-3 32
000628-02-4 9

Abundance Scan 1103 (8.681 min): BF142543.D\data.ms (-1099) (-) m/z 59.10 100.00%
59.1
5000
97.1
e ARRRRE
‘ ‘ 1371 8.40 8.60 8.80 9.00
ol L ATet B4 se 10 49.49%
m/z--> 50 100 150 200 250 300
Abundance #10019: Hexylene glyco
59.0
5000 L L L BN LR
8.40 8.60 8.80 9.00
m/z 57.10 28.16%
1?\' I ,[1930
\\‘\ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #29630: 1-Bromo-2-methyl-2-propanol
59.0
AR R R
8.40 8.60 8.80 9.00
5000 m/z 97.10 27.47%
137.0
| 950 |
77
m/z--> 50 100 150 200 250 300
Abundance #10081: (R)~(-)-2-Methyl-2,4-pentanediol AR R o
59.0 8.40 8.60 8.80 9.00
m/z 43.10 27.14%
- kJ\/wJMJJJ\Afvﬂﬁxﬂﬂf
1S90y, [eso
\\‘\ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
mlz--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Nonane, 5-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.651 6.31 ng 319061 Acenaphthene-d10 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 50
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 46
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 43
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 1268 (9.651 min): BF142543.D\data.ms (-1264) (-) m/z 57.10 100.00%

T Mvﬁm\wﬂﬁﬁmwdw\N/%
5000 193.2

118.1 T T

| \h ! ‘\‘ 199
‘\‘M‘m‘\‘H“\U‘}‘h‘h - ‘\“H\“‘y L m/z 71.10 78.53%

m/z--> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl-
43.0

85.0
5000 126.0

L —
9.50 10.00
m/z 43.10 74.05%
h‘

T “!‘ \m\ h‘ T ‘\ T ‘ T \18\4\0’ L ‘ L ‘ T L
miz-—-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester

57.0
7 —
9.50 10.00
5000 m/z 55.10 47.76%
7.0
BERRRRRTLECT I TR
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 9.50 10.00

m/z 41.10 44.69%

5000 M

99.0 1550
L W‘M‘\‘ o 1970 324,

m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.857 20.00 ng 1383130  Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 95
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 81
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 68
Abundance Scan 1473 (10.857 min): BF142543.D\data.ms (-1470) (-| [ m/z 57.10 100.00%
57.1
5000 M
85.1
113.1 I LI
183.2 10.50 11.00
1411
Ol b L LM 218.2.244.3 m/z 71.10  70.42%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
10.50 11.00
890 130 m/z 43.10 51.99%
290 183.0
b | a0 P a6 02630
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— ——
10.50 11.00
5000 m/z 85.10  26.92%
85.0
20 113.0
Lol MP%410 183021102300
e e e e e T e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl- — —
57.0 10.50 11.00
m/z 41.10 24.75%
5000 M
85.0
29.0 126.0
l ‘ “ | 154.0183.0
H‘_Hw‘uw‘uwH‘WHH‘HH‘HHM‘HMH‘_HW‘HW‘HWH“ P e
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc . LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 19 unknownl6.310 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.310 20.00 ng 1885100  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 46
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 38
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
4 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 38
5 (7S5,7aR,13aS)-9-Methoxy-4,4,7,7a... 344 C22H3203 1000482-45-3 35
Abundance Scan 2400 (16.309 min): BF142543.D\data.ms (-2395) (- m/z 191.20 100.00%
191.2
- 1 M
‘ 16 00 16‘50
383.4 - -
b “ ‘ h L “‘ ““MH 140, 24522001 "1 429° i 177,00 41.90%
m/z--> 5 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
5000 — ——
16.00 16.50
‘ 398.0 m/z 95.10 41.52%
9 | ‘\M ‘n‘m“ ‘\;‘ “L“h‘ 14, ,25903130 | \\ o
m/z--> 5 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
— ——
16.00 16.50
5000 ITI/Z 81.10 37.55%
109.0
“ 398.0
L 0 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #270197: Anthracene, 9-dodecyltetradecahydro- — —
95.0 191.0 16.00 16.50
m/z 123.10 31.80%
43.0
5000
Lol mwvaee
mlz--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58

Operator : RC/JU

Sample : Q2102-03

Misc . LAW-25-0078

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 .beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.762 19.46 ng 1834050  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 64
2 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 60
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 60
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 53
5 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 47

Abundance Scan 2477 (16.762 min): BF142543.D\data.ms (-2471) (- m/z 191.20 100.00%
191.2

5000 95.1

4. 16.50 17.00
MM Mi-l La, “?,59:1”,3"2‘7‘-?_\3‘?(]4 456: n/z 95.10  39.29%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82741: .beta.-iso-Methyl ionone
191.0

=

o

5000£8.0 —— —
16.50 17.00
135.0 m/z 81.10 31.53%
810, ] J
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
16.‘50 17.‘00
5000 69.0 ITI/Z 69.10 27.79%
123.0
‘ ‘ 412.0
e il | L)y, 250031303630 | [
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen —— ——
191.0 16.50 17.00

m/z 123.10  22.98%

e W
107.0

— ‘
m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052325\
Data File : BF142543.D

Acqg On : 23 May 2025 18:58
Operator : RC/JU

Sample : Q2102-03

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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-Hexanone, 3-h... 4.416 5.0 ng 158720 1 6.898 638294 20.0
4-Pentene-2-0l,... 4.545 11.3 ng 360098 1 6.898 638294 20.0
2-Pentanone, 4-... 5.104 5.8 ng 183352 1 6.898 638294 20.0
Acetic acid, cy... 5.381 12.4 ng 394812 1 6.898 638294 20.0
2,4-Dimethyl-2,... 6.410 12.7 ng 404733 1 6.898 638294 20.0
Butane, 1,3-dim... 6.704 5.7 ng 180187 1 6.898 638294 20.0
1H-Pyrazole, 4,... 6.975 160.4 ng 5118000 1 6.898 638294 20.0
unknown7.045 7.045 3.2 ng 102387 1 6.898 638294 20.0
unknown?7.092 7.092 5.1 ng 162164 1 6.898 638294 20.0
Cyclopropane, 1... 7.134 3.0 ng 96140 1 6.898 638294 20.0
unknown7.522 7.522 3.4 ng 107344 1 6.898 638294 20.0
unknown?7.651 7.651 9.8 ng 623412 2 8.181 1276620 20.0
2(3H)-Furanone,... 7.745 3.9 ng 249830 2 8.181 1276620 20.0
Cyclohexane, me... 8.069 5.2 ng 333253 2 8.181 1276620 20.0
unknown8.292 8.292 3.8 ng 244463 2 8.181 1276620 20.0
unknown8.681 8.681 13.4 ng 853637 2 8.181 1276620 20.0
Nonane, 5-butyl- 9.651 6.3 ng 319061 3 9.939 1011900 20.0
Pentadecane, 2,... 10.857 20.0 ng 1383130 4 11.433 1383130 20.0
unknownl6.310 16.310 20.0 ng 1885100 6 15.586 1885100 20.0
.beta.-iso-Meth... 16.762 19.5 ng 1834050 6 15.586 1885100 20.0
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