LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20876.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.087 14 17 25 rVB 62262 108813 1.88% 0.160%
2 3.264 43 47 52 rBvV 39286 54521 0.94% 0.080%
3 3.528 87 92 102 rVW 184782 303302 5.25% 0.447%
4 3.681 116 118 124 rVW 175693 271622 4.71% 0.400%
5 3.740 124 128 133 rVW 121011 201581 3.49% 0.297%
6 3.787 133 136 139 rW 61565 80461 1.39% 0.119%
7 3.834 139 144 151 rVB 172513 268504 4.65%  0.396%
8 4.099 183 189 195 rVB2 14657 37639 0.65% 0.055%
9 4.223 204 210 216 rBV2 44066 84386 1.46% 0.124%
10 4.281 216 220 223 rW 38065 59133 1.02% 0.087%
11  4.464 246 251 257 rW 49006 76391 1.32% 0.113%
12 4.699 286 291 299 rBV 92692 165444 2.87% 0.244%
13  4.875 315 321 325 rVW3 20484 40015 0.69% ©0.059%
14 4.940 327 332 336 rVW 96088 148223 2.57% 0.218%
15 4.993 336 341 345 rW 63184 119919 2.08% 0.177%
16 5.034 345 348 355 rVB5 23767 40176 0.70% ©.059%
17 5.211 370 378 382 rBV2 35556 59421 1.03% ©0.088%
18 5.411 407 412 421 rVB3 14453 37687 0.65% 0.056%
19 5.746 465 469 472 rBV 23306 36962 0.64% 0.054%
20 5.852 482 487 490 rBV2 25634 39373 0.68% 0.058%
21 5.887 490 493 499 rVB 31906 46097 0.80% 0.068%
22 6.393 575 579 589 rVB5 30169 67622 1.17% 0.100%
23 6.775 638 644 647 rBv2 22186 41690 0.72% 0.061%
24 6.822 647 652 658 rVB4 33062 69747 1.21% 0.103%
25 6.922 663 669 674 rW 320798 560465 9.71% 0.826%
26 6.964 674 676 681 rVv3 81604 129329 2.24% 0.191%
27 7.069 688 694 705 rVW 661862 1041779 18.05% 1.535%
28 7.193 705 715 722 rVW 179938 394876 6.84% 0.582%
29 7.269 722 728 741 rVWV 820323 1380861 23.92% 2.035%
30 7.375 741 746 753 rVB4 47751 97585 1.69% 0.144%
31 7.552 771 776 780 rBVv4 21007 40938 0.71% ©0.060%
32 7.722 799 805 812 rvVv 719450 1174268 20.34% 1.731%
33 7.793 812 817 821 rVV3 70120 128130 2.22% 0.189%
34 7.822 821 822 829 rVB 47848 53713 ©.93% 0.079%
35 7.916 829 838 840 rBV5 25407 69648 1.21% 0.103%

36 8.116 845 872 876 rVV 1008441 4867541 84.32% 7.173%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP062524.MA.M
Title : SVOA CALIBRATION
37 8.164 876 880 883 rVWW2 27604 46891 0.81% 0.069%
38 8.375 908 916 921 rBV7 28422 76292  1.32% 0.112%
39 8.440 921 927 938 rVB 826660 1417700 24.56% 2.089%
40 8.746 965 979 986 rBv4 255196 1038167 17.98% 1.530%
41 8.846 986 996 998 rVV 766175 2160007 37.42%  3.183%
42 8.875 998 1001 1010 rVB 839663 1602940 27.77% 2.362%
43  9.034 1018 1028 1032 rBV 172641 310689 5.38% 0.458%
44  9.146 1041 1047 1056 rVB 42963 86969 1.51% ©.128%
45  9.346 1075 1081 1086 rBV5 26781 58556 1.01% ©0.086%
46 9.511 1102 1109 1113 rBV2 57458 105843 1.83% 0.156%
47  9.593 1114 1123 1131 rVB 648375 1238635 21.46% 1.825%
48 9.775 1148 1154 1160 rBV3 52641 92238 1.60% 0.136%
49 9.916 1175 1178 1191 rVB8 24764 57597 1.00% 0.085%
50 10.052 1193 1201 1206 rBVS8 22167 47954 0.83% 0.071%
51 10.128 1206 1214 1226 rBV 1072429 1832063 31.74% 2.700%
52 10.234 1226 1232 1237 rBv4 34642 78357 1.36% 0.115%
53 10.352 1247 1252 1257 rBV6 33205 57194 0.99% 0.084%
54 10.416 1257 1263 1270 rBV 108544 227711  3.94% 0.336%
55 10.493 1270 1276 1283 rBV 1027287 1652501 28.63% 2.435%
56 10.640 1295 1301 1311 rBV 636211 1239978 21.48% 1.827%
57 10.787 1322 1326 1331 rVB2 29567 53884 ©0.93% 0.079%
58 10.916 1342 1348 1362 rVB9 95396 285559  4.95% 0.421%
59 11.040 1364 1369 1372 rBV5 28937 56904 0.99% 0.084%
60 11.234 1397 1402 1411 rBVO 37047 87596 1.52% 0.129%
61 11.669 1472 1476 1480 rBV3 27902 46185 ©0.80% 0.068%
62 11.816 1496 1501 1506 rVB 59227 89683 1.55% 0.132%
63 11.957 1521 1525 1530 rVB8 26396 41009 0.71% ©.060%
64 12.181 1556 1563 1570 rBVS5 44641 89687 1.55% 0.132%
65 12.246 1570 1574 1580 rBV7 29947 57765 1.00% 0.085%
66 12.375 1593 1596 1601 rVB3 51467 74330  1.29% 0.110%
67 12.452 1601 1609 1614 rBV8 59442 165191 2.86% 0.243%
68 13.022 1701 1706 1712 rBV8 23475 50263 0.87% 0.074%
69 13.151 1721 1728 1729 rBV5 28718 56001 0.97% 0.083%
70 13.234 1736 1742 1745 rBV7 26294 57754 1.00% 0.085%
71 13.587 1797 1802 1809 rBV5 84038 157336 2.73% 0.232%
72 13.669 1809 1816 1820 rBV7 58587 134016 2.32% 0.198%
73 13.763 1826 1832 1840 rVB 1927128 2752169 47.68% 4.056%
74 13.834 1842 1844 1850 rVB3 34664 51435 0.89% 0.076%
75 13.993 1867 1871 1875 rBV3 74546 114005 1.97% 0.168%

76 14.046 1875 1880 1889 rVB 2161920 3157125 54.69% 4.653%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc :

ALS Vvial : 51 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP062524.MA.M
Title : SVOA CALIBRATION
77 14.175 1899 1902 1911 rVB7 38154 71357 1.24% 0.105%
78 14.281 1915 1920 1926 rVB7 35004 78240 1.36% 0.115%
79 14.357 1927 1933 1941 rBV 1473711 2375481 41.15% 3.501%
80 14.428 1942 1945 1949 rBV3 36866 71127 1.23% 0.105%
81 14.551 1963 1966 1971 rVB 67905 98073 1.70% 0.145%
82 14.622 1971 1978 1985 rBV2 228339 479417 8.31% 0.707%
83 14.687 1985 1989 1993 rVvv4 81386 115328 2.00% ©0.170%
84 14.828 2011 2013 2021 rVB6 21416 42255 0.73% 0.062%
85 15.204 2074 2077 2083 rVB3 76125 118331 2.05% 0.174%
86 15.375 2100 2106 2114 rVB 2750882 3937975 68.22% 5.804%
87 15.516 2125 2130 2139 rVB 681517 1059477 18.35% 1.561%
88 15.645 2148 2152 2160 rVB4 108322 202910 3.52% 0.299%
89 15.781 2167 2175 2182 rVB2 231946 481341 8.34% 0.709%
990 15.922 2196 2199 2202 rBV 68335 94583 1.64% 0.139%
91 17.175 2406 2412 2421 rBV 1794950 2690758 46.61% 3.965%
92 17.281 2424 2430 2439 rVB 2913235 4573820 79.23% 6.741%
93 18.104 2566 2570 2577 rBV 211275 301041 5.21% 0.444%
94 18.163 2578 2580 2589 rVB2 63179 106686 1.85% 0.157%
95 18.998 2719 2722 2726 rBV5 38049 45496 0.79% 0.067%
96 19.445 2795 2798 2801 rBV2 100884 127130 2.20% 0.187%
97 19.657 2828 2834 2841 rVB 3937306 5606636 97.12%  8.263%
98 21.616 3162 3167 3174 rVB2 1780997 2923654 50.65% 4.309%
99 24.727 3688 3696 3707 rVB2 2001370 5772599 100.00% 8.507%
100 24.969 3729 3737 3747 rVB2 1154664 3077377 53.31% 4.535%

Sum of corrected areas: 67855133
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020876.D\data.ms

4000000

3000000

2000000

10.1280.493
1000000

(26 T, o s 2 97 Afie3n IGGIBAETS?

0\\\\‘\\\\‘\7\\\‘\\\\‘Tmmﬁwﬁ\\‘\\\\TT\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\A\\\‘\.\\‘\\’R\m\\‘\\\A\M‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BP020876.D\data.ms
19.657
4000000
17.281
3000000 15.375
14.046 21.616
2000000 13.763 17.1y5
14.357
1000000 15.516
781 18,104 819.44‘
18.99
20aBIBS &@L&@&zz et e
O L e e A L A L B L L e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020876.D\data.ms

4000000

3000000

24.727

2

000000 4.969

1000000

MW
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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-Butanol, 2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.528 5.17 ng/ul 303302 1,4-Dichlorobenzene-d4 7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 64
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 59
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 50
5 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
Abundance  Scan 92 (3.528 min): BP020876.D\data.ms (-87) (-) m/z 59.05 100.00%
59.0
5000
R AREEEL s e
W“ 3.20 3.40 3.60 3.80
ol bl L 12791910 2710 34144020 5053 m/z 87.e5 25.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000 L R R R R R

3.20 3.40 3.60 3.80
m/z 43.10 21.39%

1“\\‘ \\‘\ ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5024: 2-Pentanol, 2-methyl-

o

59.0

3.20 3.40 3.60 3.80

5000 ITI/Z 41.05 19.69%
omw_wuwmwuwm_mwuwwuwmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5041 2-Butanol, 2,3-dimethyl- AN mama R
59.0 3.20 3.40 3.60 3.80
m/z 45.00 19.54%
5000
owm_wmwmwuwm_mwwwwmwmw SIS, S N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
: SVOA 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.746  3.43 ng/ul 201581 1,4-Dichlorobenzene-dd  7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentane, 2,3,4-trimethyl- 114 cas 000565-75-3 74

2 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64

5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64

Abundance Scan 128 (3.740 min): BP020876.D\data.ms (-124) (-) m/z 43.10 100.00%
3.1
R R T
‘ h 3.40 3.60 3.80 4.00
ol bl 146,8207.02680 3411 44145073 /7 71.10  64.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
5000
3.40 3.60 3.80 4.00
m/z 70.05 40.65%
0 M \“ i 114'0
‘\\\ ‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #111190: Ethanedioic acid, bis(3-methylbutyl) ester
43.0
R AT
3.40 3.60 3.80 4.00
5000 ITI/Z 41.10 28.65%
oL 1111150 1880
e e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8634: Heptane, 4-methyl- R B R
43.0 3.40 3.60 3.80 4.00
m/z 55.05 25.28%
5000
0 u || 1140
‘\‘\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
BP020876.D

: 10 Jul 2024 00:14
: MA/JU
: P3109-06

: 51  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M

: SVOA CALIBRATION

¢ 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.834 4.57 ng/ul 268504 1,4-Dichlorobenzene-d4 7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 56

Abundance Scan 144 (3.834 min): BP020876.D\data.ms (-139) (-)
43.1

m/z 43.10 100.00%

%

5000
S ARBEEN EEC e
\ L : 3.60 3.80 4.00 4.20
ol i 41400 2031 2700 3501414.94774541LF /7 71.10  53.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000
3.60 3.80 4.00 4.20
L m/z 57.05 50.21%
3.0
O ‘\\”\ ‘ll!‘\\"1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

.

Abundance #8661: Pentane, 2,3,3-trimethyl-
43.0
R LA NamENE
3.60 3.80 4.00 4.20
5000 ITI/Z 70.05 37.86%
0 “% Pt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8638: Hexane, 3,3-dimethyl- R A REmaE L
43.0 3.60 3.80 4.00 4.20
m/z 41.10 34.63%
h WWJJ\KNJ\J\\AwaWﬁ$A
0 “ e o e s wa s e RO SR A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 Butanal, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.699 2.82 ng/ul 165444  1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 2-ethyl- 100 C6H120 000097-96-1 50
2 3,4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 50
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 50
4 2,4-Pentanedione, 3-methyl- 114 C6H1002 000815-57-6 47
5 2-Hexanone, 3-methyl- 114 C7H140 002550-21-2 47

Abundance Scan 291 (4.699 min): BP020876.D\data.ms (-286) (-) m/z 43.10 100.00%

w M/LNL
EALERaEEE LS
‘ 1141 2080 4.40 4.60 4.80 5.00
ol il AL 2080 280.93409 419.3 5249 .., 7195  24.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4286: Butanal, 2-ethyl-
43.0
5000 "/\\H‘HH‘HH‘HH‘HH
4.40 4.60 4.80 5.00
m/z 71.10  19.41%
O‘\\MJJ‘“\‘\‘]\.'\O‘]-\.\()\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8549: 3,4-Dimethyl-2-pentanone
43.0
e e
4.40 4.60 4.80 5.00
5000 m/z 41.05 13.96%
114.0
O‘M‘“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4288 Butanal, 2-ethyl- AR AR T
43.0 4.40 4.60 4.80 5.00
m/z 55.00 9.18%
h /\/\/\/&u/\W/\]\/L
OHM‘, e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 3-Hexanol, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.940 2.52 ng/ul 148223  1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 90
2 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 86
3 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 56
4 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 53
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 53
Abundance Scan 332 (4.940 min): BP020876.D\data.ms (-327) (-) m/z 73.05 100.00%
73.0

S

5000
R S AERARETER s
“‘ \ 207.0266.9 4.60 4.80 5.00 5.20
Ol i (1373 207.0266.9 36114271 5137 m/z 45.05 58.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9496: 3-Hexanol, 3-methyl-
73.0
5000 L L L L B BB I
4.60 4.80 5.00 5.20
m/z 55.05 51.86%
O‘\\M\‘l\”‘“\‘\l\“\l"\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9481: 3-Hexanol, 3-methyl-
73.0

4.60 4.80 5.00 5.20
5000 m/z 87.05 51.26%

ﬁ'ﬁﬂ

|

o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9525: 3-Pentanol, 2,3-dimethyl- A T

73.0 4.60 4.80 5.00 5.20
m/z 43.05 36.05%
) /\AJJM
o‘l\w,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP©20876.D

Acqg On : 10 Jul 2024 00:14

Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
: SVOA CALIBRATION

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 6 Cyclohexanol, 1-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
4.993  2.04 ng/ul 119919  1,4-Dichlorobenzene-d4  7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol, L-methyl- 114 c7Hi40 000590-67-0 59

2 Succinic acid, 3-chlorophenyl te... 312 C15H17C105 1000390-72-2 50
3 Succinic acid, hept-2-yl tetrahy... 300 C16H2805 1000390-71-8 50
4 1,2-Dimethylcyclopentanol 114 C7H140 019550-45-9 47

5 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 47

Abundance Scan 341 (4.993 min): BP020876.D\data.ms (-336) (-) m/z 71.00 100.00%

71.0

-

5000
e ARLESES LR
H”Mlﬂlmw | 4.60 4.80 5.00 5.20 5.40
Ol 22022079 281.6 3849 4709 5490 m/z 43.e0  79.32%
m/fz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8546: Cyclohexanol, 1-methyl-
71.0
5000 [T T[T T T[T [ TrrirT
4.60 4.80 5.00 5.20 5.40
‘ m/z 85.05 69.71%
O‘\‘\V\J\L‘JL\I‘\“\J‘\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #213807: Succinic acid, 3-chlorophenyl tetrahydrofurfury
71.0

=

SR RREEN AR EEEERE R

4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 51.56%

185.0
J” H Ly | l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #199264: Succinic acid, hept-2-yl tetrahydrofurfuryl ester
71.0 4.60 4.80 5.00 5.20 5.40

m/z 81.05 22.08%

o

=

5000

0 | \’ N\ | .‘J Wy 18|5.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

4.60 4.80 5.00 5.20 5.40

SFAM-EPA-BP062524 .MA.M Wed Jul 10 04:26:53 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.793 2.18 ng/ul 128130 1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 93
2 Cycloheptanone, 4-methyl-, (R)- 126 C8H140 013609-59-1 72
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 47
4 1,2,4-Triazol-1-ylacetic acid 127 C4H5N302 028711-29-7 38
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 30
Abundance Scan 817 (7.793 min): BP020876.D\data.ms (-812) (-) m/z 55.05 100.00%
55.0
5000
126.1

R e AR

“ \ \ 280.8 7.40 7.60 7.80 8.00 8.20

obddlid] 1018 2808 3552 4508 SAL1 ., g3 19  64.74%

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

Abundance #13079: Cyclohexanone, 2,3-dimethyl-

55.0
5000 [T T[T T[T T[Tt
126.0 7.40 7.60 7.80 8.00 8.20
m/z 82.10 46.79%
O \\\‘i”\J\“\\“"l\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13102: Cycloheptanone, 4-methyl-, (R)-
55.0
AR ARSRETEEE
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.10 45.67%
‘ 126.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20736: Cyclohexane, (2-methylpropyl)- T T
83.0 7.40 7.60 7.80 8.00 8.20
m/z 70.10 45.41%
5000
140.0
)
o A1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20

SFAM-EPA-BP062524 .MA.M Wed Jul 10 04:26:54 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 Hexanoic acid, 2,2-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.116 82.90 ng/ul 4867540 1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 59
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 50
3 Methyl propionate 88 C4H802 000554-12-1 47
4 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
5 t-C4H9CH2C(0)0CH2CH3 144 C8H1602 005340-78-3 40
Abundance Scan 872 (8.116 min): BP020876.D\data.ms (-845) (-) m/z 57.10 100.00%
57.1
5000 A
R S ANAREEES LR
m ‘ 7.80 8.00 8.20 8.40
ol ML 8290192.8 266.9 3765 4474 5377  .,, gg @5  86.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
5000 T T T T [T T[T T T T iTTT]
7.80 8.00 8.20 8.40
m/z 41.10 48.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
R ARNRNREE SR
7.80 8.00 8.20 8.40
5000 m/z 43.10 43.02%
29.
oblllliysseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2280: Methyl propionate R A RARRRRE RE
29.0 7.80 8.00 8.20 8.40
m/z 73.10 34.71%
5000 88.0 f
0 AR R N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

SFAM-EPA-BP062524 .MA.M Wed Jul 10 04:26:55 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 Butane, 2,2'-[methylenebis(... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.746 17.68 ng/ul 10381760  1,4-Dichlorobenzene-d4 7.728

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2'-[methylenebis(oxy)]... 188 C11H2402 054699-28-4 50
2 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 35
3 Oxalic acid, neopentyl propyl ester 202 C10H1804 1000309-72-5 35
4 2(3H)-Furanone, dihydro-3-hydrox... 130 C6H1003 000079-50-5 27
5 3-Heptyl isobutyrate 186 C11H2202 1000430-90-3 27

Abundance Scan 979 (8.746 min): BP020876.D\data.ms (-965) (-) m/z 71.05 100.00%

71.0
5000 /\}L
N R RRARARAN
H H 1?9 1 8.40 8.60 8.80 9.00
ob MY 20582669  357.2415.2 5131 ;n/z 43.05  87.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62670: Butane, 2,2'-[methylenebis(oxy)]bis[2-methyI-
71.0
5000 U NN DL R
8.40 8.60 8.80 9.00
m/z 57.10 56.31%
129.0
O \\\“‘\‘ \‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5042: 1-Butanol, 2,2-dimethyl-
43.0
TR
8.40 8.60 8.80 9.00
5000 m/z 59.05 51.40%
o “‘ | 1010
=
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77348: Oxalic acid, neopentyl propyl ester R A RAREERERE S
43.0 8.40 8.60 8.80 9.00
m/z 74.00 46.41%
5000
} 145.0
0 ‘”“_ Al e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 11 trans-3,5-Dimethylcyclohexene  Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.034 5.29 ng/ul 310689 1,4-Dichlorobenzene-d4 7.728
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 78
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 72
3 Cycloheptane, 1-bromo-3-iodo- 302 C7H12BrI 1000337-09-9 64
4 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 56
5 Cyclopropanecarboxylic acid, 3-e... 168 C10H1602 060066-50-4 50

Abundance Scan 1028 (9.034 min): BP020876.D\data.ms (-1018) (-) m/z 95.05 100.00%

95.0
5000
T T
M . 8.80 9.00 9.20 9.40
ol 36, ., 2009 281.0339.0401.2461.6 S43E ./ 67 00 21.20%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6772: trans-3,5-Dimethylcyclohexene
95.0
5000 L B I L LA BN B L

8.80 9.00 9.20 9.40
m/z 55.10 14.03%

2T%WMM

O‘\‘\l\’\\l\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
93.0
e R RERARREEER RERSE e
8.80 9.00 9.20 9.40
5000 m/z 79.05 11.06%

27.
) Pils

-

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202522: Cycloheptane, 1-bromo-3-iodo- A RARSaRa RS SRR S
95.0 8.80 9.00 9.20 9.40
m/z 39.00 9.71%
) L
175.0
Wl T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP062524 .MA.M Wed Jul 10 04:26:57 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 3,3,5,5-Tetramethylcyclopen... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.416 2.76 ng/ul 227711  Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3,5,5-Tetramethylcyclopentene 124 C9H16 038667-10-6 86
2 Cyclohexane, 1,4-bis[[(trimethyl... 288 C14H3202Si2 097173-40-5 64
3 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 56
4 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 56
51,2,3,1',2"',3"-Hexamethyl-bicycl... 218 C16H26 051999-35-0 56

Abundance Scan 1263 (10.416 min): BP020876.D\data.ms (-1257) (- m/z 109.05 100.00%
109.1

N

5000
5
41-% | ‘ 10.50
o hiall 1678 2650 3418 41624783 B48: ./, 67,10  30.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12220: 3,3,5,5-Tetramethylcyclopentene
109.0
5000 1 7
10.50
m/z 55.10 13.44%
41.0 ‘
O‘\\I‘\LL‘M\“\UV\L“ \‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #183571: Cyclohexane, 1,4-bis[[(trimethylsilyl)oxy]methy!
109.0

‘

T
10.50
5000 m/z 81.05 12.61%

3

N 1 O O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12204: Cyclohexene, 3,3,5-trimethyl- ——
109.0 10.50
m/z 41.10 11.37%
al \WfJ\J%XAfLWw/kWWm/
OH“HJM o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP062524 .MA.M Wed Jul 10 04:26:58 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.916 3.46 ng/ul 285559  Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene-1,4-dione, 1-(1,2,2-tr... 208 C13H2002 1010196-77-9 38
2 (R)-3-Methylene-6-((S)-1,2,2-tri... 204 C15H24 098093-94-8 35
3 Octahydronaphthalen-4a-ol 154 C10H180 055693-34-0 22
4 1,1'-Bicyclooctyl 222 C16H30 006708-17-4 22
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 22
Abundance Scan 1348 (10.916 min): BP020876.D\data.ms (-1342) (- m/z 93.10 100.00%
93.1
5000
154.1
—
l 11.00
0 Al il 220028103305 42804888547 ./, 111 .65 90.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85101: 2-Pentene-1,4-dione, 1-(1,2,2-trimethylcyclopent
69.0
5000 T
11.00
m/z 69.10  75.27%
139.0
O\”\‘\‘H\ wh\\i"!“\‘}‘\\\2\0‘\9\.(\)\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80325: (R)-3-Methylene-6-((S)-1,2,2-trimethylcyclopenty
111.0
/V\ T ‘ T
11.00
5000 m/z 139.00 51.72%
il
obbbibbdy, 2020
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31052: Octahydronaphthalen-4a-ol T
111.0 11.00
m/z 79.05 48.78%
"1 W
0 ‘Lhdmhl, —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 1-(p-Tolyl)cyclopropanecarb... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.781 3.58 ng/ul 481341  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Tolyl)cyclopropanecarboxyli... 176 C11H1202 083846-66-6 87
2 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 83
3 3-Pentenoic acid, 4-phenyl- 176 C11H1202 053774-19-9 74
4 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 72
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 50

Abundance Scan 2175 (15.781 min): BP020876.D\data.ms (-2167) (- m/z 131.05 100.00%
131.1

5000

=

s ANS
51.0 ’ \ ‘ 15.50 16.00
- bkida bl 1196.9257.4 340940114601 5383 ./, 176.16  48.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #50710: 1-(p-Tolyl)cyclopropanecarboxylic acid
131.0

o

5000 —— —
15.50 16.00

m/z 115.10  34.60%

51.0
i ‘n

‘\\l\ly\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50942: 2-(1,2,3,4-Tetrahydronaphthalen-1-yl)ethan-1-ol
131.0

o

-

—— ——
15.50 16.00
5000 m/z 117.10  23.33%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.104 2.24 ng/ul 301041  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2570 (18.104 min): BP020876.D\data.ms (-2566) (- m/z 73.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070824\
Data File : BP020876.D

Acqg On : 10 Jul 2024 00:14
Operator : MA/JU

Sample : P3109-06

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.MA.M
Quant Title : SVOA 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-Butanol, 2,3-... 3.528 5.2 ng/ul 303302 1 7.728 1174270 20.0
(DEL) Alkane: S... 3.740 3.4 ng/ul 201581 1 7.728 1174270 20.0
(DEL) Alkane: S... 3.834 4.6 ng/ul 268504 1 7.728 1174270 20.0
Butanal, 2-ethyl- 4.699 2.8 ng/ul 165444 1 7.728 1174270 20.0
3-Hexanol, 3-me... 4.940 2.5 ng/ul 148223 1 7.728 1174270 20.0
Cyclohexanol, 1... 4.993 2.0 ng/ul 119919 1 7.728 1174270 20.0
Cyclohexanone, 7.793 2.2 ng/ul 128130 1 7.728 1174270 20.0
Hexanoic acid, 8.116 82.9 ng/ul 4867540 1 7.728 1174270 20.0
Butane, 2,2'-[m... 8.746 17.7 ng/ul 1038176 1 7.728 1174270 20.0
trans-3,5-Dimet... 9.034 5.3 ng/ul 310689 1 7.728 1174270 20.0
3,3,5,5-Tetrame... 10.416 2.8 ng/ul 227711 2 10.493 1652500 20.0
unknown-01 10.916 3.5 ng/ul 285559 2 10.493 1652500 20.0
1-(p-Tolyl)cycl... 15.781 3.6 ng/ul 481341 4 17.175 2690760 20.0
n-Hexadecanoic ... 18.104 2.2 ng/ul 301041 4 17.175 2690760 20.0
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