LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc :

ALS Vvial : 40 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BPO18062.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 21 25 38 rVB3 28446 60607 1.57% 0.148%
2 3.499 66 70 75 rBvV 25608 33606 0.87% 0.082%
3 3.670 96 99 107 rBV 120860 198477 5.13% 0.486%
4 3.734 107 110 114 rVw4 27559 48588 1.26% ©0.119%
5 3.781 115 118 124 rVWV7 17938 32935 0.85% 0.081%
6 4.093 165 171 175 rBvV2 12765 19198 0.50% 0.047%
7 4.211 187 191 198 rVB2 10445 16419 0.42% 0.040%
8 4.434 226 229 232 rVWW2 12523 16197 0.42% 0.040%
9 4.464 232 234 241 rVB6 12013 16487 0.43% 0.040%
106 4.711 270 276 282 rVB2 16553 32758 ©0.85% 0.080%
11 5.017 323 328 331 rBv4 14648 25223 0.65% 0.062%
12 5.058 331 335 339 rVvB2 33275 42016 1.09% 0.103%
13 5.540 411 417 420 rBV7 8234 17578 0.45% 0.043%
14 5.728 442 449 454 rBV2 32301 56780 1.47% 0.139%
15 5.811 459 463 468 rVW7 11703 19194 0.50% 0.047%
16 5.864 468 472 477 rVB2 34685 51089 1.32% 0.125%
17 5.987 490 493 499 rBV6 9656 17678 0.46% 0.043%
18 6.128 512 517 523 rVB 44329 64854 1.68% 0.159%
19 6.469 571 575 579 rBv6 11120 18488 0.48% 0.045%
20 6.511 579 582 585 rvw4 9377 15539 0.40% 0.038%
21 6.552 585 589 593 rW 64308 95536 2.47% 0.234%
22 6.605 593 598 609 rVB4 40047 84797 2.19% 0.208%
23 7.022 663 669 678 rVW 225780 386371 9.99%  0.946%
24 7.099 678 682 686 rVB 24237 32824 0.85% 0.080%
25 7.199 693 699 705 rBV 532718 805096 20.82% 1.971%
26 7.252 705 708 713 rVB5 19148 36078 ©0.93% 0.088%
27 7.369 721 728 735 rBV 627006 1017427 26.31% 2.491%
28 7.605 762 768 776 rBV3 20299 42565 1.10% ©0.104%
29 7.681 776 781 786 rVvv8 13888 25336 0.66% 0.062%
30 7.740 788 791 796 rVW6 14358 21491 0.56% 0.053%
31 7.846 803 809 817 rVV 488266 767691 19.85% 1.880%
32 7.934 817 824 839 rVB2 122495 257043 6.65% 0.629%
33 8.058 839 845 849 rBV3 54695 98877 2.56%  0.242%
34 8.093 849 851 856 rvB5 12587 17998 0.47% 0.044%
35 8.158 856 862 866 rBv3d 20571 37891 0.98% 0.093%
36 8.205 866 870 875 rVB5 11126 18940 0.49% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc :

ALS Vvial : 40 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 8.446 904 911 917 rBV4 15190 38523 1.00% 0.094%
38 8.505 917 921 926 rBV 41744 69361 1.79% 0.170%
39 8.575 927 933 943 rVB 553256 912820 23.60% 2.235%
40 8.752 958 963 967 rBV3 20043 31788 0.82% 0.078%
41  8.799 967 971 976 rVB7 11497 20948 0.54% 0.051%
42 8.875 977 984 990 rBV3 72365 145121 3.75% 0.355%
43 8.981 994 1002 1008 rvVB2 49079 85570 2.21% 0.210%
44  9.052 1008 1014 1020 rBV 700439 1174192 30.36% 2.875%
45  9.128 1020 1027 1031 rVB 150781 281951 7.29% 0.690%
46 9.434 1075 1079 1085 rVB5 19255 29434 0.76% 0.072%
47 9.510 1086 1092 1100 rVB6 24429 48665 1.26% ©0.119%
48 9.646 1107 1115 1120 rBV5 68325 158137 4.09% 0.387%
49 9.763 1128 1135 1146 rBV 661918 1124991 29.09% 2.754%
50 9.858 1146 1151 1154 rBV7 9047 15702 0.41% 0.038%
51 9.946 1161 1166 1170 rBV4 21291 35035 0.91% 0.086%
52 9.999 1170 1175 1180 rBVS8 16717 31599 0.82% 0.077%
53 10.228 1209 1214 1215 rVV4 10665 16387 0.42% 0.040%
54 10.293 1219 1225 1243 rVV 828574 1646191 42.57% 4.030%
55 10.416 1243 1246 1250 rVB6 12339 17994 0.47% 0.044%
56 10.475 1252 1256 1260 rBV5 12275 22301 0.58% 0.055%
57 10.540 1260 1267 1271 rVWV 54289 95720 2.48% 0.234%
58 10.669 1281 1289 1300 rBV 650118 1110989 28.73% 2.720%
59 10.799 1304 1311 1315 rBv2 70577 120721 3.12% 0.296%
60 10.852 1315 1320 1331 rVB 164719 299825 7.75% 0.734%
61 11.028 1343 1350 1351 rBV7 15542 25776 ©0.67% 0.063%
62 11.087 1352 1360 1368 rVB5 58464 158435 4.10% 0.388%
63 11.305 1390 1397 1403 rVB6 22472 62490 1.62% 0.153%
64 11.387 1405 1411 1420 rBV4 58862 128472  3.32% 0.315%
65 11.446 1420 1421 1429 rVB8 15164 24518 0.63% 0.060%
66 11.557 1435 1440 1445 rBV2 26508 49871 1.29% 0.122%
67 11.804 1476 1482 1489 rBV3 28642 57975 1.50% 0.142%
68 11.916 1495 1501 1509 rBV5 33955 70906 1.83% 0.174%
69 12.234 1552 1555 1557 rBV3 11994 14547 0.38% 0.036%
70 12.340 1568 1573 1581 rBV3 20710 48122 1.24% 0.118%
71 12.752 1638 1643 1646 rBV6 9135 17345 0.45% 0.042%
72 12.863 1659 1662 1668 rVB6 12397 21312 0.55% 0.052%
73 13.057 1690 1695 1698 rBV7 7711 16049 0.41% 0.039%
74 13.104 1699 1703 1709 rVB 36317 57341 1.48% 0.140%
75 13.251 1723 1728 1731 rBV5 16797 31721 0.82% 0.078%
76 13.293 1732 1735 1739 rVV3 19766 30524 0.79% 0.075%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc :

ALS Vvial : 40 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-BP111023.MA.M
Title : SVOA CALIBRATION
77 13.363 1744 1747 1751 rVB4 20736 31425 0.81% 0.077%
78 13.593 1782 1786 1792 rBV4 26912 39489 1.02% 0.097%
79 13.728 1807 1809 1816 rVB8 12416 17354 0.45% 0.042%
80 13.946 1840 1846 1852 rBV 1610347 2248164 58.13% 5.504%
81 14.222 1886 1893 1905 rBV 1943663 2834466 73.29% 6.940%
82 14.322 1907 1910 1920 rVV3 31085 59768 1.55% 0.146%
83 14.522 1938 1944 1953 rVB 1074297 1562083 40.39% 3.825%
84 14.646 1962 1965 1970 rVB6 18992 25686 0.66% 0.063%
85 14.716 1974 1977 1982 rVB6 29690 43003 1.11% ©.105%
86 14.810 1988 1993 2000 rBV2 94999 222826 5.76% 0.546%
87 15.357 2083 2086 2090 rBV5 30315 44081 1.14% 0.108%
88 15.528 2108 2115 2123 rBV 2457318 3416837 88.35% 8.366%
89 15.681 2134 2141 2150 rBV 748812 1073551 27.76% 2.628%
90 15.910 2176 2180 2185 rVB 75075 97949 2.53% 0.240%
91 16.469 2272 2275 2279 rVB 37488 44134 1.14% 0.108%
92 17.304 2412 2417 2424 rVB 1140622 1531881 39.61% 3.751%
93 17.404 2429 2434 2441 rBV2 2342200 3229422 83.50% 7.907%
94 18.151 2558 2561 2570 rBV 199308 274373 7.09% 0.672%
95 18.257 2576 2579 2586 rVB 139794 195152 5.05% 0.478%
96 19.657 2812 2817 2824 rBV 2775507 3580495 92.58% 8.766%
97 21.086 3057 3060 3066 rBv2 131458 166849 4.31% 0.409%
98 21.428 3114 3118 3125 rVB 1207816 1549945 40.08% 3.795%
99 23.769 3509 3516 3525 rVB2 1891685 3867405 100.00% 9.469%
100 23.933 3538 3544 3553 rVB 870880 1788064 46.23% 4.378%

Sum of corrected areas: 40843443
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Nov 2023 12:58
: MA/JU
. 05079-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18062.D

: 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BP018062.D\data.ms
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Time-->
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3000000

2500000

2000000
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1000000
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Time-->

TIC: BP018062.D\data.ms

23.769

21.428

3.933

21.086

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1 1-Pentanol, 2,2,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.552 2.49 ng/ul 95536 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2,2,4-trimethyl- 130 C8H180 000123-44-4 78
2 1-Pentanol, 2,2,4-trimethyl- 130 C8H180 000123-44-4 64
3 Heptane, 3-(chloromethyl)- 148 C8H17C1 000123-04-6 59
4 1-Hexanol, 2,2-dimethyl- 130 C8H180 002370-13-0 59
5 Heptane, 2-bromo- 178 C7H15Br 001974-04-5 47
Abundance Scan 589 (6.552 min): BP018062.D\data.ms (-585) (-) m/z 57.10 100.00%
57.1
5000 J\Lﬂ
T T T
2811 6.20 6.40 6.60 6.80
Ob ol 4232 22122811 3692 45525258 .., 43.65 41.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15774: 1-Pentanol, 2,2,4-trimethyl-
57.0
5000 L B L B LI BN B
6.20 6.40 6.60 6.80
m/z 41.05 39.87%
O‘\\\LHJ“W‘%‘W‘:\I.‘L]-!E\).\Q‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15778: 1-Pentanol, 2,2,4-trimethyl-
57.0
R RERREEEEEEREEE
6.20 6.40 6.60 6.80
5000 m/z 55.05 27.95%
oolllimse
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26791: Heptane, 3-(chloromethyl)- A e
57.0 6.20 6.40 6.60 6.80
m/z 99.15 23.24%
5000
O\Mw-(’,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2 trans-3,4-Dimethylcyclopent... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.605 2.21 ng/ul 84797 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 64
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
3 1,3-Cyclohexanedione 112 C6H802 000504-02-9 47
4 Cyclopentanone, 2,4-dimethyl- 112 C7H120 001121-33-1 47
5 1,3-Cyclohexanedione 112 C6H802 000504-02-9 47
Abundance Scan 598 (6.605 min): BP018062.D\data.ms (-593) (-) m/z 42.05 100.00%

42.0
5000
112.1

6.20 6.40 6.60 6.80 7.00
192.2 2811
O b P88 D0 34LL 4314 5094 m/z 69.00 57.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7461: trans-3,4-Dimethylcyclopentanone
69.0

5000 e M e e
6.20 6.40 6.60 6.80 7.00

m/z 41.05 48.53%

O‘\‘\l‘\ ’i\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #657: Cyclopropane, ethyl-
42.0

6.20 6.40 6.60 6.80 7.00

5000 m/z 39.10 38.56%

o‘l e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7213: 1,3-Cyclohexanedione R AAARammaREE
42.0 6.20 6.40 6.60 6.80 7.00

m/z 70.05 34.29%

\J’. AJLJ\A

R A P e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550  6.20 6.40 6.60 6.80 7.00
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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\BP111023\
BPO18062.D

: 11 Nov 2023 12:58
: MA/JU
. 05079-04

: 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA 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 3 2-Cyclopenten-1-one, 3,4-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

7.93  6.78 ng/ul 257043 1,4-Dichlorobenzene-d4  7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Cyclopenten-1-one, 3,4-dimethyl- 110 C7H100 030434-64-1 96
2 2,4-Hexadiene, 3,4-dimethyl-, (Z... 110 C8H14 021293-01-6 80
3 2,4-Hexadiene, 3,4-dimethyl-, (E... 110 C8H14 002417-88-1 80
4 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 76
5 Cyclopropane, tetramethylmethylene- 110 C8H14 054376-39-5 72

Abundance Scan 824 (7.934 min): BP018062.D\data.ms (-817) (-) m/z 95.10 100.00%
95.1
5000
} 83,1 7.60 7.80 8.00 8.20
ol 39Qlill 1011 2831 3571 4293 5195 ./, 719  85.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6630: 2-Cyclopenten-1-one, 3,4-dimethyl-
95.0
5000 L L L L B R B R
7.60 7.80 8.00 8.20
lﬂ m/z 110.10  64.20%
O ‘ﬁ]\T\il\li\m\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6802: 2,4-Hexadiene, 3,4-dimethyl-, (Z,2)-
95.0 \W
R R REREE RGN RS
7.60 7.80 8.00 8.20
5000 27.0 m/z 39.10  54.45%
R 11
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6803: 2,4-Hexadiene, 3,4-dimethyl-, (E,Z)- AR
95.0 7.60 7.80 8.00 8.20
m/z 41.05 36.97%
27.0
5000
A1)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Pentanoic acid, 2,2-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.058 2.58 ng/ul 98877 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2,2-dimethyl-, 1... 428 C24H4406 057346-62-0 53
2 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 50
3 Carbamic acid, bis(2-hydroxyethy... 205 C9H19NO4 103898-11-9 47
4 t-C4H9CH2C(0)OCH2CH3 144 C8H1602 005340-78-3 43
5 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 42
Abundance Scan 845 (8.058 min): BP018062.D\data.ms (-839) (-) m/z 57.10 100.00%
57.1

.

5000
i} ' 7.80 8.00 8.20 8.40
’ 4.2190.9 2811 00 6.006.20 ©.
Ol \nwwH‘s,‘Hww‘_m‘?ﬁ??ﬁﬁ‘??;f“ 5209 m/z 88.e5 98.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317205: Pentanoic acid, 2,2-dimethyl-, 1,2,3-propanetriy
43.0
5000 L L I L LA B R R
7.80 8.00 8.20 8.40
m/z 41.05 72.34%
0 | lm Jl‘ 02.0160.0 259.0 355.0
‘\\\ [\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24108: Methyl 2-methylhexanoate
88.0
e
7.80 8.00 8.20 8.40
5000 m/z 43.10 51.00%
1 1 I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #81842: Carbamic acid, bis(2-hydroxyethyl)-, 1,1-dimeth R R RRRRE
57.0 7.80 8.00 8.20 8.40

m/z 73.05 46.40%

5000

-

0\“wmﬁk‘hﬁapw}9%9”‘w‘”\‘”‘w‘www‘w“www‘w‘ AR AN RARAR AR A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18062.D
Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05
Misc

079-04

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 5 2,2-Dimethylbutanedioic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.875  3.78 ng/ul 145121 1,4-Dichlorobenzene-dd  7.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dinethylbutanedioic acid 146 CoM1004 000597-43-3 50

000919-94-8 38
056051-79-7 27
034859-98-8 25
004508-99-0 14

2 Butane, 2-ethoxy-2-methyl- 116 C7H160

3 Butanedioic acid, (methoxyimino)... 189 C7H11NO5
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602
5 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803

Abundance Scan 984 (8.875 min): BP018062.D\data.ms (-977) (-) m/z 59.10 100.00%
59.1

N

5000
18.608.80 9.00 9.20
4.0 207.2 : . . -
- T'u\‘hm% i, 2821 3564415347555388 ./, 41 10  80.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25225: 2,2-Dimethylbutanedioic acid
59.0
5000 LN L B BN R
8.60 8.80 9.00 9.20
% m/z 43.05 67.10%
’ 28.0
O‘\‘\”\J‘\“‘ U\I‘\‘\‘\l\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9532: Butane, 2-ethoxy-2-methyl-
59.0
R R R
8.60 8.80 9.00 9.20
5000 m/z 87.05 57.66%
0l "J,““““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #63988: Butanedioic acid, (methoxyimino)-, dimethyl este

59.0 8.60 8.80 9.00 9.20
m/z 55.05 50.57%

5000

158.0

“\ “ " .’ L

L S SRS
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

=

8.60 8.80 9.00 9.20

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:31 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 6 Ethanone, 1-(1-cyclohexen-1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.981 2.23 ng/ul 85570  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120 000932-66-1 87
2 2,3,5-Trimethylcyclopent-2-enone 124 C8H120 1000427-08-7 47
3 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 46
4 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 46
5 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 46

Abundance Scan 1002 (8.981 min): BP018062.D\data.ms (-994) (-) m/z 81.10 100.00%

81.1
T R
‘ h ‘ ‘ 207.2 2831 356.3 8.60 8.80 9.00 9.20 9.40
0l djuih 1124302072 283.1 356.3415.3 482.8545: ./, 199,05  85.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)-
81.0
5000 T T T AT T T
8.60 8.80 9.00 9.20 9.40
m/z 124.15 59.88%
O}?\.\pu%\‘\“\ \H‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12052: 2,3,5-Trimethylcyclopent-2-enone
109.0
8.60 8.80 9.00 9.20 9.40
50001 43.0 m/z 39.10 37.57%
o_m“,"\uw“m “MwH‘w_m,uwwwwww

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

Abundance #3256: 2,4-Hexadiene, 3-methyl- R A RaamaRET

81.0 8.60 8.80 9.00 9.20 9.40
m/z 79.10  35.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:33 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 7 Cycloheptane, 1-bromo-3-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.128 7.35 ng/ul 281951 1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, 1-bromo-3-iodo- 302 C7H12BrI 1000337-09-9 78
2 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 062185-63-1 78
3 trans-3,5-Dimethylcyclohexene 110 C8H14 056021-63-7 78
4 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C10H18 061142-33-4 72
5 Cyclohexene, 3-(iodomethyl)- 222 C7H11I 034825-94-0 64

Abundance Scan 1027 (9.128 min): BP018062.D\data.ms (-1020) (-) m/z 95.10 100.00%

95.1
5000
R RRRmam I S AR
d ‘ ‘ 8.80 9.00 9.20 9.40
of 31014 . 163.0221.22811 356.2415.3473.2531.6 1/, 67.10  25.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202522: Cycloheptane, 1-bromo-3-iodo-
95.0
5000 L B LR B B
8.80 9.00 9.20 9.40
m/z 55.10 15.65%
175.0
0290/ ‘\ I 1 302.0
‘\\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32266: 2-Cyclopentene-1-carboxylic acid, 3,4-dimethyl-,

-

95.0
A RARaasREEEEEAT S
8.80 9.00 9.20 9.40
5000 ITI/Z 79.10 14.91%
‘ 154.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6772: trans-3,5-Dimethylcyclohexene e BEAR R R
95.0 8.80 9.00 9.20 9.40
m/z 39.10 11.51%
5000
il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:34 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.646 2.85 ng/ul 158137  Naphthalene-d8 10.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonyne 124 C9H16 019447-29-1 38
2 1,3-Heptadiene, 5,5-dimethyl- 124 C9H16 024618-86-8 30
3 Silane, diethyldifluoro- 124 C4H10F2Si 000358-06-5 30
4 Cyclopropanecarboxylic acid, 3-e... 154 C9H1402 041977-59-7 27
5 Bicyclo[2.2.1]heptane-2-carboxal... 124 C8H120 003574-55-8 27

Abundance Scan 1115 (9.646 min): BP018062.D\data.ms (-1107) (-) m/z 95.10 100.00%
1

98.
5000

e
3 ‘ ll 62 2913 . 9.50 10.00
0 Pyt 2218 8273 3993 4753 549 /7 41.10  61.76%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12125: 2-Nonyne
93.0

5000 T
9.50 10.00
m/z 83.10 61.18%

Ak\”ww\ky‘\”“W“‘W“‘W“W“‘W“‘W“”\“”\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12202: 1,3-Heptadiene, 5,5-dimethyl-
95.0

T
9.50 10.00

o

500027-0 m/z 114.05 51.57%
0 J““\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #11730: Silane, diethyldifluoro- —r— /ey
95.0 9.50 10.00

m/z 55.10  49.28%

il WUM

O e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:35 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.799 2.17 ng/ul 120721 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, cyc... 182 C11H1802 208941-23-5 38
2 2-Propen-1-one, 1-cyclopropyl- 96 C6H80 059819-62-4 35
3 1,2-Dimethylcyclopropanecarboxyl... 114 C6H1002 1000191-14-6 35
4 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 30
5 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 30
Abundance Scan 1311 (10.799 min): BP018062.D\data.ms (-1304) (- m/z 55.10 100.00%
553.1
114.2
5000
‘ 1050 1100
O (‘«-‘ ! !’uﬂuwu 207226813271 4151 8033 n/; 69.16  99.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56683: Cyclopropanecarboxylic acid, cyclohexylmethyl ¢
41.0
5000 A ——
10.50 11.00
m/z 41.10 70.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3174: 2-Propen-1-one, 1-cyclopropyl-
41.0
—— —
10.50 11.00
5000 m/z 114.15 61.03%
8 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8270: 1,2-Dimethylcyclopropanecarboxylic acid
41.0 10.50 11.00
m/z 39.05 51.10%
5000
T W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:36 2023 Page: 13



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS vial : 40

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 10 unknown-03 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.087 2.85 ng/ul 158435 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxylic acid, pro... 128 C7H1202 060128-01-0 22
2 Cyclopropanecarboxylic acid,decy... 226 C14H2602 054460-47-8 22

3 1,2-Hexanediol 118 C6H1402 006920-22-5 22
4 Octyl crotonate 198 C12H2202 1000429-17-5 22
5 2-Propen-1-one, 1-cyclopropyl- 96 C6H80 059819-62-4 14

Abundance Scan 1360 (11.087 min): BP018062.D\data.ms (-1352) (- m/z 109.10 100.00%

109.1
41.0
5000
T I
207.1 11.00
284.1 355.2415.2
ol 5103 m/z 55.10  97.89%

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

Abundance  #14144: Cyclopropanecarboxylic acid, propyl ester
69.0

3

5000 1
11.00
m/z 69.10 91.46%

128.0
O‘\\L‘ “‘LHH L AL L L B L I L R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106954: Cyclopropanecarboxylic acid,decyl ester

3

69.0
T T \
11.00
5000 m/z 87.10 81.04%
0
O‘HHMH\w“hu,u\w\H\_\H‘u\w\u\_\u‘u\w\u\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10016: 1,2-Hexanediol

S
69.0 11.00
m/z 70.05 71.11%

5000

-

0 MMM

‘\\\\‘\ \”\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:39 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS vial : 40

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 11 unknown-04 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.387 2.31 ng/ul 128472  Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Oxabicyclo[4.1.0]heptane, 1-me... 170 C10H1802 062870-56-8 47
2 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 25
3 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 25
4 Cyclopropanecarboxylic acid, cyc... 182 C11H1802 208941-23-5 22
5 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 22

Abundance Scan 1411 (11.387 min): BP018062.D\data.ms (-1405) (- m/z 69.05 100.00%

69.0
5000
41.2

“ T
11.00 11.50
m/z 55.05 98.22%

ol 1l 207.2265.0327.1 4292 5371
N el N 1 £

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45241: 7-Oxabicyclo[4.1.0]heptane, 1-methoxy-2,2,6-tri

T MW
5000 — e
11.00 11.50
27.0 m/z 91.10 73.95%
O r ‘U‘ ‘\‘l“‘.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8182: 2-Pentenoic acid, 2-methyl-
41.0
P P
114.0 11.00 11.50
5000 ITI/Z 41.10 66.79%
O‘H‘MMMWLMH‘H“_‘H‘H"_‘H‘H‘w“u,u‘w‘u‘,‘ MWWQWMMWJNXVMNMNA\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #8232: 2-Pentenoic acid, 2-methyl-, (E)- — ——
41.0 11.00 11.50
m/z 39.05 64.79%
5000 114.0 MNWJLMVJK/kNNVWWMJMm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:40 2023 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BPO18062.D

Nov 2023 12:58

: MA/JU
. 05079-04

. 40

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 12 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.151 3.58 ng/ul 274373  Phenanthrene-di10 17.304
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 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 2561 (18.151 min): BP018062.D\data.ms (-2558) (- m/z 73.00 100.00%

73.0
5000
213.2 S B
“\HJ 1] \ 32 6 R
ob  AMRARIRE LG [y | 3251 416147515353 0 oq g5 75.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 B s
129.0 18.00 18.50
m/z 43.10 77 .09%
0 I “ [ m J\ .M il ‘ }?ﬂ b l
‘\\\‘ \\‘f\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143510: n-Hexadecanoic acid
— —
18.00 18.50
5000 129.0 m/Z 41.10 74.17%
M’ 213.0
(" “%NM‘MLjﬂq“u‘JH“‘“H““‘_““‘H““‘w‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50

m/z 55.05 59.58%

5000 256.0
129.0

ol i |11, 1840

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:41 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@
Acqg On 11
Operator : MA/
Sample : 050
Misc

ALS vial : 40

Quant Method
Quant Title

TIC Library

Library Search Compound Report

18062.D

Nov 2023 12:58
Ju

79-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 13 unknown-©5 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.257 2.55 ng/ul 195152  Phenanthrene-di10 17.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chloro-4-methylcyclohexane 132 C7H13C1 000931-68-0 47
2 1-Chlorosulfonyl-3-methyl-1-azas... 251 C9H14C1NO3S 016933-89-4 47
3 Bicyclo[2.2.1]heptane, 2-chloro-... 144 C8H13Cl 019138-54-6 47
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 47
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 43

Abundance Scan 2579 (18.257 min): BP018062.D\data.ms (-2576) (- m/z 81.10 100.00%

81.1
5000
169.1

J L 18.00 1850
228.1 ‘
- l“,‘“: ! “"M“‘m st erparhr e ron 2o 0l8 4791 8491 /7 169.05  27.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16524: 1-Chloro-4-methylcyclohexane
81.0

5000 - e
18.00 18.50

m/z 67.00 26.71%

{‘?;?“"J\JLH 1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #137209: 1-Chlorosulfonyl-3-methyl-1-azaspiro[3.5]nona
81.0

T T
18.00 18.50

5000 m/z 93.10  26.58%

‘1 l1540
B —
0 50 100 150 200 250 300 350 400 450 500 550

o

o

o

m/z-->
Abundance #24053: Bicyclo[2.2.1]heptane, 2-chloro-2-methyl-, exo- P ——
81.0 18.00 18.50
m/z 79.05 16.28%
- W
l 144.0
0‘\Huww‘mm\k$M\\w\\H‘\\H‘\H\‘H\\M\\\M\\wwwu‘\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 12:56:42 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.086 2.15 ng/ul 166849  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3060 (21.086 min): BP018062.D\data.ms (-3057) (- m/z 83.10 100.00%

83.1
5000 207.1
H 21.00 |
oLl “Hc‘m‘wyau"w 2O0L 3551 42014909849, . 55 19 99.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 — :
21.00
m/z 43.10 94.42%
‘\\\ ’\ ‘1f\\[\\f\‘1\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
T \
21.00
5000 ITI/Z 97.05 93.76%
125.0
o_‘lu,m.‘m‘n‘.‘laaq‘?ﬁ??_”‘_‘\‘_m_mw
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1 T
83.0 21.00
m/z 69.05 92.97%
- MNJLW
o100 ] a5t 230
e w‘H‘_‘H_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u“ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018062.D

Acqg On : 11 Nov 2023 12:58
Operator : MA/JU

Sample : 05079-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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|

1-Pentanol, 2,2... 6.552 2.5 ng/ul 95536 1 7.846 767691 20.0
trans-3,4-Dimet... 6.605 2.2 ng/ul 84797 1 7.846 767691 20.0
2-Cyclopenten-1... 7.934 6.7 ng/ul 257043 1 7.846 767691 20.0
Pentanoic acid,... 8.058 2.6 ng/ul 98877 1 7.846 767691 20.0
2,2-Dimethylbut... 8.875 3.8 ng/ul 145121 1 7.846 767691 20.0
Ethanone, 1-(1-... 8.981 2.2 ng/ul 85570 1 7.846 767691 20.0
Cycloheptane, 1... 9.128 7.3 ng/ul 281951 1 7.846 767691 20.0
unknown-01 9.646 2.9 ng/ul 158137 2 10.669 1110990 20.0
unknown-02 10.799 2.2 ng/ul 120721 2 10.669 1110990 20.0
unknown-03 11.087 2.9 ng/ul 158435 2 10.669 1110990 20.0
unknown-04 11.387 2.3 ng/ul 128472 2 10.669 1110990 20.0
n-Hexadecanoic ... 18.151 3.6 ng/ul 274373 4 17.304 1531880 20.0
unknown-05 18.257 2.5 ng/ul 195152 4 17.304 1531880 20.0
(DEL) Alkane: S... 21.086 2.1 ng/ul 166849 5 21.427 1549950 20.0
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