LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG@O57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57841.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.581 78 84 89 rBV 32629 45633 2.61% ©0.372%
2 4.110 169 174 178 rBV 20692 28854 1.65% 0.235%
3 4.339 209 213 218 rW 18111 24451 1.40% 0.200%
4  4.427 218 228 235 rW 79169 114771 6.55% 0.937%
5 4.979 317 322 326 rBV 34419 51885 2.96% 0.423%
6 5.026 326 330 336 rVW 44825 66355  3.79% 0.542%
7 5.109 336 344 353 rVB2 30485 56668 3.24% 0.463%
8 5.220 357 363 369 rVB 26217 41275 2.36% ©0.337%
9 5.491 402 409 416 rBvV 185167 293476 16.76% 2.395%
10 5.561 416 421 423 rBV 48299 74956 4.28% 0.612%
11 5.802 457 462 468 rBV2 26007 43067 2.46% 0.351%
12 5.931 477 484 494 rBV 114288 189846 10.84% 1.549%
13 6.483 571 578 584 rVB 12977 20929 1.20% 0.171%
14 6.813 629 634 639 rVB2 15926 29634 1.69% 0.242%
15 7.006 661 667 673 rBV 57267 92897 5.30% 0.758%
16 7.077 673 679 686 rVv2 123392 222634 12.71% 1.817%
17 7.142 686 690 695 rVB 18673 26461 1.51% 0.216%
18 7.312 713 719 727 rVB2 82101 137691 7.86% 1.124%
19 7.565 755 762 768 rBV 43926 72184 4.12% 0.589%
20 7.923 815 823 827 rBV 112822 192930 11.02% 1.575%
21 8.035 836 842 851 rBV 37131 63948 3.65% 0.522%
22 8.187 861 868 875 rBV 140126 229189 13.09% 1.871%
23 8.411 899 906 911 rBvV2 13611 21661 1.24% 0.177%
24 8.563 925 932 936 rBvV2 35073 61850 3.53% 0.505%
25 8.599 936 938 944 rVB3 20366 29724 1.70%  0.243%
26 8.740 952 962 970 rVB2 69365 150948 8.62%  1.232%
27 8.822 970 976 981 rBv4 11135 20575 1.17% 0.168%
28 9.028 1005 1011 1014 rBV 43923 70972 4.05% ©.579%
29 9.080 1014 1020 1035 rVB2 268206 533311 30.45% 4.353%
30 9.357 1062 1067 1073 rVB3 12420 20389 1.16% 0.166%
31 9.550 1095 1100 1105 rVB 19471 30525 1.74% 0.249%
32 10.120 1191 1197 1207 rBvV3 39141 82651 4.72% 0.675%
33 10.297 1221 1227 1233 rBV 21207 38595 2.20% 0.315%
34 10.414 1241 1247 1256 rVB 71166 115742 6.61% 0.945%
35 10.637 1278 1285 1290 rBV 80786 136019 7.77% 1.110%

36 10.726 1290 1300 1306 rVV 170281 330059 18.85% 2.694%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BG@O57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.831 1315 1318 1324 rVvB2 12717 20504 1.17% 0.167%
38 12.100 1525 1534 1546 rVB2 170517 315909 18.04% 2.578%
39 12.441 1585 1592 1598 rBv2 38127 60589 3.46% 0.495%
40 12.535 1602 1608 1615 rBV 26301 48333 2.76% 0.394%
41 13.182 171e 1718 1729 rVB 708900 1074272 61.35% 8.768%
42 13.516 1770 1775 1782 rVB 15073 21905 1.25% 0.179%
43 13.687 1797 1804 1806 rBV3 24758 42003  2.40% 0.343%
44 13.722 1806 1810 1820 rVB 53507 90713 5.18% 0.740%
45 14.145 1875 1882 1886 rBV 13471 20070 1.15% 0.164%
46 14.556 1944 1952 1960 rVB 310914 477840 27.29% 3.900%
47 15.914 2175 2183 2192 rBV 437807 602130 34.38% 4.914%
48 16.043 2199 2205 2212 rBV 612261 915057 52.25% 7.468%
49 16.472 2273 2278 2285 rVB 118205 169652 9.69% 1.385%
50 17.300 2411 2419 2426 rBV 461652 665186 37.99% 5.429%
51 18.187 2565 2570 2580 rBV 222557 331852 18.95% 2.708%

52 19.462 2783 2787 2796 rBV2 88397 125533 7.17%  1.025%
53 19.915 2858 2864 2870 rBV 1337245 1751179 100.00% 14.293%
54 21.207 3079 3084 3094 rBV 131084 204909 11.70% 1.672%

55 21.290 3094 3098 3102 rVwV 15894 21964 1.25% ©0.179%
56 21.448 3123 3125 3129 rVB 15793 17910 1.02% 0.146%
57 21.554 3137 3143 3152 rBV 434990 699933 39.97% 5.713%
58 23.211 3422 3425 3431 rVB3 14784 24087 1.38% ©.197%
59 24.703 3670 3679 3695 rVB 275936 788068 45.00% 6.432%

Sum of corrected areas: 12252353
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057841.D\data.ms
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Abundance TIC: BG057841.D\data.ms
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Abundance TIC: BG057841.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 3-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.427 11.90 ng 114771 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
Abundance Scan 228 (4.427 min): BG057841.D\data.ms (-218) (-) m/z 55.00 100.00%
55.0 83.0
5000
43.0 98.0
P e
‘ | a0 4.20 4.40 4.60 4.80
H\‘\H\‘HH‘H\H“H‘H“H‘H‘HH.‘HH’\‘\H’H\‘\"HH m/Z 83.00 94.1400
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 LI L A L B L I B
29.0 98.0 4.20 4.40 4.60 4.80
m/z 42.95 39.60%
15.0
\\\‘\\‘\\‘\\‘\\‘\\\1“1\\\“\‘\}\‘\\\\“\\\\’\}\\’\\\\’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A A mmms B R
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.00 34.39%
98.0
15.0
670
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3784: 2-Pentene, 2,4-dimethyl- R REmEE B s
83.0 4.20 4.40 4.60 4.80
55.0 m/z 39.00 23.80%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 670
‘H‘HL‘_‘HMH‘lw‘Hpﬁl‘_uﬁqu“wlu,u‘uw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 3-Penten-2-one, 3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.979 5.38 ng 51885 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 3-methyl- 98 C6H100 000565-62-8 90
2 2(5H)-Furanone, 5-methyl- 98 C5H602 000591-11-7 86
3 Diethylcyanamide 98 C5H10N2 000617-83-4 72
4 Cyclobutanecarboxylic acid chloride 118 C5H7C10 005006-22-4 59
5 1-Pentyn-3-o0l 84 C5H80 004187-86-4 43
Abundance Scan 322 (4.979 min): BG057841.D\data.ms (-317) (-) m/z 54.95 100.00%
55.0
5000 43.0 830 980
‘ ‘ 69.0 4.60 4.80 5.00 5.20 5.40

corpe el el SR m/z 43.00  38.47%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3630: 3-Penten-2-one, 3-methyl-

55.0
43.0
5000 L L NI B LN R I
270 08.0 4.60 4.80 5.00 5.20 5.40
15.0 83.0 m/z 98.00  37.83%
\\\‘\1‘\\‘\\11‘\\\}‘i‘}\\\“{‘}l\‘\\e\?‘.c\)\\\’\\\\’\\\\"\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3498: 2(5H)-Furanone, 5-methyl-
55.0
e REmmEEE S
43.0 4.60 4.80 5.00 5.20 5.40
m/z 83.00 33.78%
5000 27.0 830 980 /
‘ ‘ 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3436: Diethylcyanamide
55.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 15.04%
5000
29.0 83.0 98.0
mo || 40 | w0 | |
| | i L |
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 14
R.T. EstConc Area Relative to ISTD R.T.
5.026 6.88 ng 66355 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Octanol 130 C8H180 000589-98-0 36
3 1,2-Butanediol 90 C4H1002 000584-03-2 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 330 (5.026 min): BG057841.D\data.ms (-326) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 e SARERNSEENEES
4.80 5.00 5.20 5.40
\\‘\\\\‘\\\\‘\\\\‘H\\\‘\\l‘\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ m/z 59.09 66.5600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LB B L I LN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 20.99%
317'0 L | 83.0 |
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
R a e  ARERamaREE
4.80 5.00 5.20 5.40
5000 83.0 m/z 57.95 16.11%
29.0 450 101.0
s Il ome
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2577: 1,2-Butanediol
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.00 7.73%
5000
T&O
o |
e AR TN N B 4.1 il A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Cyclopentanol, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.109 5.87 ng 56668 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 64
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 37
4 Oxirane, pentyl- 114 C7H140 005063-65-0 33
5 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 33

Abundance Scan 344 (5.109 min): BG057841.D\data.ms (-336) (-) m/z 57.00 100.00%

57.0
5000
39 RRRRRA R
f ‘ 820 1111 4.80 5.00 5.20 5.40
\\\‘\\\\MM\‘\‘\M “\\‘\‘\“‘M\‘\\\‘\\‘\-\‘\\\\‘\\\\‘\ m/Z 71.00 57.9300
m/z--> 20 40 60 80 100 120 140 160
Abundance #4374: Cyclopentanol, 3-methyl-
57.0
5000 H‘HH’HH‘H/\\\T\,/\\\A\‘
4.80 5.00 5.20 5.40
39? ‘ 820 m/z 56.00 40.19%
\1\5\.(‘) T m“\ \‘i“\‘ T ‘\‘ “ T i‘l T ““\‘\ \]-\OiO.\()\ T ‘ T T 1T ‘ T T 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #2059: Butane, 2,2-dimethyl-
57.0
4.80 5.00 5.20 5.40
5000 m/z 40.95 34.64%
39
150 | ‘m “Lﬂ | 850
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #145465: Oxalic acid, isobutyl octyl ester
57.0 4.80 5.00 5.20 5.40
m/z 67.00 25.44%
5000 29.0
Ll s o e
el
m/z--> 20 40 60 80 100 120 140 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.006 9.63 ng 92897 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Mesitylene 120 C9H12 000108-67-8 81
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
Abundance Scan 667 (7.006 min): BG057841.D\data.ms (-661) (-) m/z 105.00 100.00%
105.0
5000
120.0
R
39.0 53.0 77.0 91,0 6.60 6.80 7.00 7.20 7.40
H‘\\H‘HH‘\\\\‘WH\i“\‘\“\m\‘\‘\‘\‘u\\\‘}“‘\\\\“‘}\‘!\‘\‘}1\‘\\‘\‘\“‘\\\\‘ m/Z 120.00 26.5800
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 I L L B R
1200 6.60 6.80 7.00 7.20 7.40
m/z 77.00 13.17%
77.0 91.0
H‘J\-?\.(\)‘\H‘\‘\\3\\9“\0\\\“\\\\6‘?\"\0\‘\\\M“HH“MH‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0 N\
] A

6.60 6.80 7.00 7.20 7.40

5000 m/z 91.00 10.92%
120.0
77.0 91.0
39.0
S S O M o
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene R R
105.0 6.60 6.80 7.00 7.20 7.40
m/z 53.00 10.31%
120.0
5000
39.0 77.0 91.0
SRR T .. N U T
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.312 14.27 ng 137691 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 86
3 Mesitylene 120 C9H12 000108-67-8 76
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 76
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 70
Abundance Scan 719 (7.312 min): BG057841.D\data.ms (-713) (-) m/z 105.00 100.00%
105.0
5000
120.1 /\
R AAREEmATE
39.0 510 650 770 91‘-0‘ 7.00 7.20 7.40 7.60
et b sz 120010 28.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 7.00 7.20 7.40 7.60

m/z 95.00  14.29%
27.0 3%0 51.0 65.0 770 9ﬁ0
‘ L H. i 1]

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.60  13.99%
120.0
79.0 91.0
270 390 510 680 || T |
e RES Vi REEaS
miz--> 20 30 40 50 60 70 80 90 100 110 120 fLA ﬂ
Abundance #10692: Mesitylene A
105.0 7.00 7.20 7.40 7.60
m/z 77.00 12.45%
5000 120.0
77.0
39.0 51.0 65,0 91.0 AA
B e RN Y N VAL VAV R f
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60

8270-BGR61923.M Mon Jun 26 01:36:45 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.565 7.48 ng 72184 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 762 (7.565 min): BG057841.D\data.ms (-755) (-) m/z 105.00 100.00%
105.0
5000 120.0 \/\
e
39.0 &87T)mn 7.20 7.40 7.60 7.80
\\’HH’HH’H\\"‘\\\\"“\‘\\”\“\‘\.‘H‘\\\M‘\\\\“\\HH‘\‘\‘\‘H‘\‘\“‘HH‘ m/z 129.06 39.0700
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

)

5000
120.0 7.20 7.40 7.60 7.80
m/z 77.00 13.66%

77.0
\\’]\_\5\‘\0’\\\“1’\\3\?’.‘10\\\"“\‘1\\6‘?\“10\‘\\\M“\\\9\7‘-\.\0\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0 \A
7.20 7.40 7.60 7.80
5000 120.0 m/z 106.00  11.60%
77.0
51.0 91.0
SUUUNE L N .- JOR T RSSO O 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 W\
Abundance #10718: Benzene, 1,2,4-trimethyl- e e
105.0 7.20 7.40 7.60 7.80
m/z 91.00 10.22%
120.0
5000
77.0 91.0 \ ﬂ
50 30 50eao 10 ML L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80

8270-BGR61923.M Mon Jun 26 01:36:46 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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@ Mesitylene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.035 6.63 ng 63948 1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 842 (8.035 min): BG057841.D\data.ms (-836) (-) m/z 105.00 100.00%
105.0
5000
120.0
B AREAmEE R o
390 630 77"0 91.0 7.80 8.00 8.20 8.40
H‘HH‘H\\‘H\\“‘H\\“‘\‘\\W‘i‘\‘u‘H\}“H\\““H‘\\‘\M\‘H‘\‘\“‘HH‘\ m/Z 120.00 34.4300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 e e
120.0 7.80 8.00 8.20 8.40
770 m/z 77.00 14.49%
39.0 VU 91.0
\\‘]\_\5\.(\)‘\\\M‘HH“‘HHN{‘\\\6‘%\“\0\‘H\m‘\\\\“H\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene

Wi

L L O B LA R R

120.0 7.80 8.00 8.20 8.40
5000 ITI/Z 106.00 10.96%
77.0
39.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 {\
Abundance #10718: Benzene, 1,2,4-trimethyl- “‘W“‘W“H“H“ﬂ‘
105.0 7.80 8.00 8.20 8.40
m/z 79.00 10.72%
120.0
5000
77.0 91.0 /%
S SN it oo IO O | PR YLV Y.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40

8270-BGR61923.M Mon Jun 26 01:36:47 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03

Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 11 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.187 23.76 ng 229189 1,4-Dichlorobenzene-d4 7.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2,3-dimethyl- 110 C7H100 001121-05-7 94
2 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 60
3 2-Norbornanone 110 C7H100 000497-38-1 52
4 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 49
5 2,4-Hexadiene 82 C6H1e0 000592-46-1 46

Abundance Scan 868 (8.187 min): BG057841.D\data.ms (-861) (-) m/z 67.00 100.00%
67.0
110.0
5000
39.0 54.0 95.0 RN RANREREE
‘ ‘ H 81.0 7.80 8.00 8.20 8.40 8.60
el bl gz 110,00 71.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6633: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0 110.0
5000 R RN L R R
82,0 o5 7.80 8.00 8.20 8.40 8.60
39.0 54.0 ’ m/z 39.00 23.02%
27.0 ‘ ‘ ‘
\\‘]\-\5\\0‘\\\\‘\\\\“}‘\\\iu‘\‘}\‘\\‘\!‘\\\‘\“‘\‘\\\‘\\\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1389: 2,4-Hexadiene, (E,Z2)-
67.0
7.80 8.00 8.20 8.40 8.60
5000 82.0 m/z 54.00  22.49%
41.0
27.0 530
T 0 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6551: 2-Norbornanone e
67.0 7.80 8.00 8.20 8.40 8.60
m/z 95.00 20.08%
5000 1100
39.0 54.0
81.0
270 ‘ ul \ \‘ 950
i N |
e e e e e e e e RRRRRRRIE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.80 8.00 8.20 8.40 8.60

8270-BGR61923.M Mon Jun 26 01:36:48 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\

Data File : BG@57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown8.563

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.563 6.41 ng 61850 1,4-Dichlorobenzene-d4 7.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,5-Trimethylcyclopent-2-enone

Bl

12,3

2 2-Cyclopenten-1-one, 2,3,4-trime...

3 1,1-Dimethyl-4-methylenecyclohexane 124 C9H16
4 1-(3-Methyl-2H-pyrazol-4-yl)etha...

5 2-Cyclopenten-1-one, 3,4,4-trime...

124 C8H120
124 C8H120

124 C6H8N20
124 C8H120

1000427-08-7 46
028790-86-5 43
006007-96-1 43
1000436-16-2 43
030434-65-2 43

Abundance Scan 932 (8.563 min): BG057841.D\data.ms (-925) (-)
109.0

m/z 109.00 100.00%

81.0 124.0
5000 39.0
54.0
67.0 I S I VY A W
‘ ‘ ‘ ‘ 96.1 ‘ ‘ 8.20 8.40 8.60 8.80
‘_‘H\M‘qhﬂ‘_du‘mﬂw‘m‘»ww‘m‘w‘Huphu‘u‘w“ m/z 81.60  62.22%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12052: 2,3,5-Trimethylcyclopent-2-enone
109.0
124.0
81.0
5000 3.0 57.0 8.20 8.40 8.60 8.80
m/z 124.00 60.59%
96.0
w*w*m*wNMMW‘HMN‘HMH‘W*w‘w‘w}»‘wﬂﬁ‘w*www
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12076: 2-Cyclopenten-1-one, 2,3,4-trimethyl-
109.0
e
8.20 8.40 8.60 8.80
5000 81.0 1240 m/z 119.00  53.49%
410 s40 670 || 0 |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 /\/\
Abundance #12231: 1,1-Dimethyl-4-methylenecyclohexane “‘H‘ﬁM‘AﬁH“W“W‘
67.0 109.0 8.20 8.40 8.60 8.80
95.0 m/z 82.80  50.94%
41.0
5000 81.0 124.0
55.0
‘\H‘WMH‘WMM\HMW‘HM%“HHMEW‘H“L‘H\H“W‘H‘w‘ AR A AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80

8270-BGR61923.M Mon Jun 26 01:36:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 p-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.028 7.36 ng 70972  1,4-Dichlorobenzene-d4 7.923

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91
Abundance Scan 1011 (9.028 min): BG057841.D\data.ms (-1005) (-) m/z 119.00 100.00%
119.0
5000
134.1 /\/\ A
91.0 AHHWH,H/\\\WH,H{
51.0 ‘ 8.80 9.00 9.20 9.40
H‘HH‘HH‘HH"‘HHi“\‘\\\’\qﬁ.\(‘)\H‘““HH‘H‘\H‘\M‘H’H‘HlHHH‘\‘H‘H m/Z 134.05 28.3700
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16994: p-Cymene
119.0
5000 AM\\A\‘\[\(\\’\\A\‘\H/\\’H\/
91.0 8.80 9.00 9.20 9.40
' 134.0 m/z 91.00 19.15%
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
8.80 9.00 9.20 9.40
5000 m/z 117.00 16.76%
134.0
91.0
v N
| [T, m m I L I
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- “H““WA“‘_“‘,‘H
119.0 8.80 9.00 9.20 9.40
m/z 120.00 13.01%
5000
134.0
91.0 ‘ /\
41.0 65.0
‘“1“5(‘0“‘m‘H‘“,“‘H‘HHw,m‘WH‘w‘H",mH‘M‘,H““luu“m‘u A thnd A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.80 9.00 9.20 9.40

8270-BGR61923.M Mon Jun 26 01:36:50 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 14 Ethanone, 1-(3-methylphenyl)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.414 7.01 ng 115742  Naphthalene-d8 10.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 97
2 Ethanone, 1-(4-methylphenyl)- 134 C9H180 000122-008-9 97
3 Ethanone, 1-(2-methylphenyl)- 134 C9H160 000577-16-2 91
4 m-Toluic acid, 3,5-difluoropheny... 248 C14H10F202 1000293-76-6 86
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 72

Abundance Scan 1247 (10.414 min): BG057841.D\data.ms (-1241) ( | m/z 119.00 100.00%
91.0 119.0
5000
65.0 AN
43.0 135 1 10.50
““““ML‘ "N“‘J“NM“““}““““‘ m/z 91.00  86.85%
m/z--> 20 80 100 120 140
Abundance #17593.Ethanone,1{34nethﬁpheny0-
91.0 119.0
5000 fonr T
10.50
43-0 65.0 m/z 134.00  25.48%
m 135.0
\\\‘\‘\\\“‘\‘\“\“‘\\\\‘\\1\‘\\\\}\\\‘\‘\\\\
m/z--> 20 40 80 100 120 140
Abundance #17602.Ethanone,1{44netthhenyD—
119.0
%40 Aol NLL
10.50
5000 m/z 65.00 25.24%
65.0
39.0
150 Ll ‘w\‘ SR | I I e
m/iz--> 20 40 80 100 120 140
Abundance #17594:Ethanone,l{Z—methwphenyD— el fK% e
91.0 119.0 10.50
m/z 63.00 13.78%
5000
65.0
43.0 ‘ &
O 380 e Bl g
m/z--> 20 40 60 80 100 120 140 10.50

8270-BGR61923.M Mon Jun 26 01:36:50 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Ethanone, 1-(4-methylphenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.637 8.24 ng 136019 Naphthalene-d8 10.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 96
2 Benzoyl chloride, 4-methyl- 154 C8H7C10 000874-60-2 80
3 0-Toluic acid, 3,5-difluoropheny... 248 C14H10F202 1000293-77-2 80
4 4-Methylbenzoyl isothiocyanate 177 C9H7NOS 016794-68-6 64
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 58

Abundance Scan 1285 (10.637 min): BG057841.D\data.ms (-1278) (- | m/z 119.00 100.00%
119.0
91.0
5000
65.0 PONA -
39.0 10.50 11.00
3860 s 90,95 75.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17604: Ethanone, 1-(4-methylphenyl)-
119.0
91.0
5000
1050 1100
65.0 m/z 65.80  23.44%
43.0
\]_\5\0‘\\\\"‘\\“\\“\\\\‘\\‘1\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #32017: Benzoyl chloride, 4-methyl-
119.0
91.0 1050 1100
5000 m/z 134.00 19.40%
65.0
39\0 I \“‘ Ly | 136.0 15\4'0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #133022: o-Toluic acid, 3,5-difluorophenyl ester
119.0 10.50 11.00
91.0 m/z 63.00 10.87%
5000
65.0
39.0
S ST RO IGO0 A N 1 Y.V S
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00

8270-BGR61923.M Mon Jun 26 01:36:52 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.100 19.14 ng 315909 Naphthalene-d8 10.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 N-Ethylbenzimidoyl bromide 211 CSH1eBrN 041182-87-0 72
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 68
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 64
5 Styrene 104 C8H8 000100-42-5 64
Abundance Scan 1534 (12.100 min): BG057841.D\data.ms (-1525) (- | m/z 132.00 100.00%
104.0 132.0
5000 78.0
51.0
—5 ‘
‘ ‘ ‘ 12.00 12.50
e e I 11480 ) 164 60 98.99%
miz-> 20 40 60 80 100 120 140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 —rt —_—
78.0 12.00 12.50
51.0 m/z 103.00 59.45%
m/z--> 20 40 80 100 120 140
Abundance #88949.N—EthWbenmnﬂdovIbronﬂde
104.0
132.0 L A
12.00 12.50
5000 m/z 78.00  43.09%
51.0
27.0 “
‘H‘“m_m_‘uu_”w‘m_wwm
m/z--> 20 100 120 140
Abundance #16679.2H4nden—20ne,13—dMydro— — o
104.0 12.00 12.50
m/z 51.00 33.21%
5000
78.0 132.0
51.0
W s
m/z--> 20 40 60 80 100 120 140 12.00 12.50

8270-BGR61923.M Mon Jun 26 01:36:53 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.914  25.20 ng 602130  Acenaphthene-di10 14.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 2183 (15.914 min): BG057841.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 L
16.00
152.0
\\\‘\\\\‘\\\\‘\\\H“‘\\\\‘\‘\\\1‘2\6\.9\‘\\\‘H\‘\\\\‘H\\\ m/Z 77 .00 62.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 182.00  54.14%
27.0 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro-
105.0
.
77.0 16.00
5000 m/z 51.00 25.71%
51.0
27.0 | \‘ 1l | ‘ 125.0 154.0
e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26928: 1,2-Propanedione, 1-phenyl- T
105.0 16.00
m/z 181.00 8.89%
77.0
5000
51.0
| ‘ | 148.0
— T
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Methanone, (1-hydroxycycloh... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.472 5.10 ng 169652  Phenanthrene-di10 17.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 83
2 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 64
3 Furan, tetrahydro-2,2-dimethyl-5... 156 C10H200 033978-70-0 53
4 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 53
5 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 45
Abundance Scan 2278 (16.472 min): BG057841.D\data.ms (-2273) (- m/z 99.10 100.00%
99.1
5000
77.
55.0 c
| M | 16.50
"‘m‘“‘H“‘uuJMM"“‘Lm"_1‘3‘2;?‘m_m_m‘m m/z 81.00 79.13%
m/z--> 20 80 100 120 140 160 180 200
Abundance #79904.Methanone,U:hydroxycydohexybphenyL
99.0
5000 2 i6%d
. / 77 eé 31.129
55.0 m/z . . 0
‘ T \ T \“H\ \“\ ‘\“ T \ T \““\ T \“‘ \“\ T ‘ \1\3\3\'(‘)\ TTT ‘ \:!-\7\6‘.(\)\ \\2(‘)\4’\'0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14895: Cyclohexanol, 1-(aminomethyl)-
99.0
30.0 A
16.50
m/z 54.95 23.23%
5000 550
791
N .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33016: Furan, tetrahydro-2,2-dimethyl-5-(1-methylpropy| | setueg=ene o i
81.0 16.50
m/z 51.00 15.97%
5000 43.0
e 1550 A L}
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.187 9.98 ng 331852  Phenanthrene-d10 17.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2570 (18.187 min): BG057841.D\data.ms (-2565) (- | m/z 60.00 100.00%
60.0
5000
129.1
87.0 213.2 T T
| ‘ ‘ ‘ 1711 256.1 18.00 18.50
HW‘HAUJN‘W‘MHWMW"m‘muﬂ_ﬂ‘ﬂuw_uu_m‘_ul_ m/z 72.95 99.91%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I =7
18.00 18.50
97.0 167.01g5 02130  256.0 m/z 43.00 90.60%
\H‘HH“}‘HH!H \H‘\\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘HH‘\\H‘\‘\H‘HH‘HH‘H\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
18.00 18.50
5000 129.0 m/z 57.00 87.87%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid oL IS
43.0 73.0 18.00 18.50
m/z 55.00 77.82%
5000 129.0
199.0
s e T
;ﬁgkﬂNJWJMNMHNHW‘WHM‘JMA‘JHW‘HWH‘WHH“ R e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\

. BGO57841.D

. 23

Jun 2023 14:03

: CG/IU
. 03291-04

. 10

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dichloroacetic acid, heptad... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.207 .86 g 204909 Chrysene-d12 21.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202  1666282-98-2 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94

3 Heptafluorobutyric acid, pentade... 424 C19H31F702
4 Pentafluoropropionic acid, hexad... 388 C19H33F502

959261-23-5 91
006222-07-7 91

5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3084 (21.207 min): BG057841.D\data.ms (-3079) (- | m/z 57.00 100.00%
57.0
5000
11.1
e —
21.00 21.50
2070
- “H‘, WS gL Y 2850 . m/z 55.08 90.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 - -
11.0 21.00 21.50
m/z 43.00 82.60%
T \“‘\H\HM\“\““\ ““ ““ “‘ }5‘4\(\)\ T ’ \\2\3§ ‘o\ \2\9\5‘9\ T ‘ L ‘ 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
— —
21.00 21.50
5000 ITI/Z 83.00 82.14%
Y H ‘\ | ‘\ 1220 23802830 334.0
- | e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester N T
57.0 21.00 21.50
m/z 69.00 67.31%
5000
169.0
AL T 21202550 4060 ) v
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062323\
Data File : BGO57841.D

Acqg On : 23 Jun 2023 14:03
Operator : CG/JU

Sample : 03291-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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|
3-Penten-2-one,... 4.427 11.9 ng 114771 1 7.923 192930 20.0
3-Penten-2-one,... 4.979 5.4 ng 51885 1 7.923 192930 20.0
2-Pentanone, 4-... 5.026 6.9 ng 66355 1 7.923 192930 20.0
Cyclopentanol, 5.109 5.9 ng 56668 1 7.923 192930 20.0
Benzene, 1-ethy... 7.006 9.6 ng 92897 1 7.923 192930 20.0
Benzene, 1-ethy... 7.312 14.3 ng 137691 1  7.923 192930 20.0
Benzene, 1,2,3-... 7.565 7.5 ng 72184 1 7.923 192930 20.0
Mesitylene 8.035 6.6 ng 63948 1 7.923 192930 20.0
2-Cyclopenten-1... 8.187 23.8 ng 229189 1  7.923 192930 20.0
unknown8.563 8.563 6.4 ng 61850 1 7.923 192930 20.0
p-Cymene 9.028 7.4 ng 70972 1 7.923 192930 20.0
Ethanone, 1-(3-... 10.414 7.0 ng 115742 2 10.726 330059 20.0
Ethanone, 1-(4-... 10.637 8.2 ng 136019 2 10.726 330059 20.0
1H-Inden-1-one,... 12.100 19.1 ng 315909 2 10.726 330059 20.0
Benzophenone 15.914 25.2 ng 602130 3 14.556 477840 20.0
Methanone, (1-h... 16.472 5.1 ng 169652 4 17.300 665186 20.0
n-Hexadecanoic ... 18.187 10.0 ng 331852 4 17.300 665186 20.0
Dichloroacetic ... 21.207 5.9 ng 204909 5 21.554 699933 20.0
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