LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59295.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.530 21 24 28 rvVvB5 9493 13207 1.93% 0.148%
2 3.812 67 72 80 rvv 133103 225928 33.04% 2.524%
3  3.976 95 100 106 rBv4 15878 28671 4.19% 0.320%
4 4.088 116 119 120 rBvV2 3331 2829 0.41% 0.032%
5 4.182 132 135 139 rVB3 14628 17093 2.50% 0.191%
6 4.270 148 150 152 rBV3 3025 3520 0.51% 0.039%
7 4.517 188 192 198 rVB2 23928 36969 5.41% 0.413%
8 4.587 201 204 205 rBV3 3411 3245 0.47% 0.036%
9 4.940 259 264 270 rVB5 13022 18858 2.76% 0.211%
10 5.134 294 297 299 rBV3 3597 5090 0.74% 0.057%
11 5.234 310 314 320 rBvV3 7098 11305 1.65% 0.126%
12 5.345 330 333 337 rVB4 2221 3506 0.51% 0.039%
13 5.557 364 369 370 rBV3 3055 4243  0.62% 0.047%
14 5.668 383 388 398 rVB5S 6718 14599 2.14% 0.163%
15 5.804 405 411 419 rBV2 30471 67429 9.86% ©.753%
16 6.138 463 468 472 rVWW3 11030 18391 2.69% 0.205%
17 6.185 472 476 480 rVV2 20293 32491 4.75% 0.363%
18 6.679 556 560 565 rBV4 3380 5985 0.88% 0.067%
19 6.808 577 582 589 rVB 71842 113642 16.62% 1.270%
20 7.061 621 625 629 rVB4 6818 10412 1.52% 0.116%
21 7.272 659 661 664 rBV 2379 3053 0.45% 0.034%
22 7.361 669 676 686 rBv 78192 150394 22.00% 1.680%
23 7.554 701 709 716 rVWV 80348 133874 19.58%  1.496%
24 7.748 737 742 748 rBV 54591 105457 15.42% 1.178%
25 7.848 757 759 762 rVB2 2385 2795 0.41% 0.031%
26 8.013 785 787 791 rVB2 1740 2385 0.35% 0.027%
27 8.230 817 824 833 rBV 105345 188981 27.64% 2.111%
28 8.512 866 872 880 rBvV3 16297 32419 4.74% 0.362%
29 8.923 936 942 951 rVW2 97551 168846 24.70% 1.886%
30 9.076 962 968 974 rBv3 27894 49357 7.22% 0.551%
31 9.429 1016 1028 1036 rBV 97998 174056 25.46% 1.944%
32 9.628 1059 1062 1065 rBV2 2572 2820 0.41% 0.032%
33 10.145 1143 1150 1155 rVvv3 25388 43285 6.33% 0.484%
34 10.245 1163 1167 1171 rBV3 4342 5282 0.77% 0.059%
35 10.498 1208 1210 1212 rBV 2175 2527 ©0.37% 0.028%
36 10.674 1234 1240 1247 rBV3 31754 58632 8.58% 0.655%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION
37 10.798 1257 1261 1264 rVB 1685 2312 0.34% 0.026%
38 10.945 1282 1286 1291 rBV 3415 5371 ©.79% 0.060%
39 11.074 1301 1308 1313 rBV 169110 301127 44.04% 3.364%
40 11.127 1313 1317 1323 rVB 17179 29351 4.29% 0.328%
41 11.221 1326 1333 1343 rVV2 113158 210678 30.81% 2.354%
42 11.984 1458 1463 1467 rVB2 2880 5095 0.75% 0.057%
43 12.384 1527 1531 1537 rBV3 10531 18063 2.64% 0.202%
44 12.631 1571 1573 1577 rBV 3144 3704 0.54% 0.041%
45 12.707 1580 1586 1591 rBvV2 8037 13691 2.00% ©.153%
46 12.925 1618 1623 1629 rBV2 2961 5295 0.77% 0.059%
47 13.107 1651 1654 1655 rBvV2 2317 2480 0.36% 0.028%
48 13.171 1660 1665 1674 rVB3 9624 22586 3.30% 0.252%
49 13.271 1678 1682 1684 rBvV3 3449 5739 0.84% 0.064%
50 13.318 1686 1690 1694 rvv2 8076 12273 1.80% 0.137%
51 13.612 1734 1740 1747 rVV2 38640 60067 8.79% 0.671%
52 13.694 1747 1754 1761 rVB2 23413 37276 5.45% 0.416%
53 13.859 1775 1782 1783 rBV3 3173 5302 0.78% 0.059%
54 13.935 1790 1795 1800 rBV6 9621 16267 2.38% 0.182%
55 14.017 1805 1809 1812 rBV3 5692 8597 1.26% 0.096%
56 14.117 1824 1826 1827 rBV2 3606 3173 0.46% 0.035%
57 14.147 1827 1831 1835 rBV3 35022 50947 7.45% 0.569%
58 14.258 1843 1850 1855 rBV 234746 343588 50.25%  3.838%
59 14.299 1855 1857 1861 rVB4 8396 10642 1.56% 0.119%
60 14.341 1861 1864 1866 rVB2 2482 3003 0.44% 0.034%
61 14.382 1866 1871 1874 rBV4 6097 7649 1.12% ©0.085%
62 14.423 1875 1878 1881 rBV4 3646 4572 0.67% 0.051%
63 14.505 1888 1892 1896 rBV5 2450 3511 @.51% 0.039%
64 14.570 1896 1903 1909 rBV 280836 440348 64.41%  4.919%
65 14.675 1917 1921 1926 rVB 74600 91686 13.41% 1.024%
66 14.869 1947 1954 1960 rBV 330491 526985 77.08% 5.887%
67 15.110 1992 1995 1997 rBV4 5552 7283 1.07% 0.081%
68 15.169 2001 2005 2008 rVB4 8665 13087 1.91% 0.146%
69 15.204 2008 2011 2012 rBV2 2769 2703 0.40% 0.030%
70 15.234 2012 2016 2017 rBV3 8089 9444 1.38% 0.106%
71 15.281 2022 2024 2028 rVV3 10741 12930 1.89% 0.144%
72 15.357 2035 2037 2043 rVB4 7481 9427 1.38% 0.105%
73 15.510 2061 2063 2070 rVB6 8056 10686 1.56% ©0.119%
74 15.621 2077 2082 2087 rBV 121083 151953 22.22% 1.698%
75 15.851 2110 2121 2129 rBV 348847 549860 80.42% 6.143%
76 16.015 2144 2149 2155 rBV2 34112 59930 8.77% 0.669%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc :

ALS vial : 9 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION
77 16.185 2173 2178 2180 rBV4 10240 16468 2.41% 0.184%
78 16.221 2181 2184 2186 rVVv4 15021 21075 3.08% 0.235%
79 16.268 2187 2192 2198 rVB 196984 263118 38.48% 2.939%
80 16.432 2216 2220 2224 rBV6 7692 15190 2.22% 0.170%
81 16.485 2224 2229 2236 rBV2 175446 274180 40.10% 3.063%
82 16.755 2271 2275 2277 rBV4 6606 9544 1.40% 0.107%
83 16.826 2283 2287 2289 rBV5 13763 17365 2.54% 0.194%
84 16.938 2304 2306 2312 rBV7 6326 6440 0.94% 0.072%
85 16.990 2312 2315 2323 rVB6 11652 14900 2.18% 0.166%
86 17.061 2323 2327 2330 rBV5 10728 16951 2.48% 0.189%
87 17.278 2359 2364 2367 rBV 138254 164327 24.03% 1.836%
88 17.319 2367 2371 2376 rVB 42343 57469 8.41% 0.642%
89 17.613 2416 2421 2425 rBV 320405 462028 67.58% 5.161%
90 17.654 2425 2428 2433 rVB2 88976 120723 17.66% 1.349%
91 17.713 2433 2438 2444 rBV 341722 482164 70.52% 5.386%
92 17.948 2467 2478 2482 rBV2 78051 160046 23.41% 1.788%
93 18.019 2483 2490 2495 rVB3 162562 282258 41.28% 3.153%
94 18.107 2500 2505 2514 rVB 239396 352164 51.51% 3.934%
95 18.530 2573 2577 2581 rVB 50214 67670 9.90% 0.756%
96 18.706 2603 2607 2611 rVB2 138667 164192 24.01% 1.834%
97 19.329 2710 2713 2717 rVB 106033 107635 15.74%  1.202%
98 19.652 2764 2768 2772 rVB 169367 223315 32.66%  2.495%
99 19.899 2807 2810 2815 rVB 104255 128340 18.77% 1.434%
100 19.987 2820 2825 2829 rBV 445919 683716 100.00% 7.638%

Sum of corrected areas: 8951535
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
BGO59295.D
5 Oct 2023 14:00
: MA/JU
. 04527-11

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG059295.D\data.ms
500000
400000
300000
200000 11.074
3.812
230 go23 9429 221
100000 7.36554
5.804 e 7.748 10.674
) 517 . .076 10.145
20 870047 Hemessre O 6670700002 fmers 5512 9628 102054 T ou 0847 V¥ ts
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“Yﬁ\\\‘\\\\‘\ \"_T\\\‘\ 1T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 11.50 1200 1250
Abundance TIC: BG059295.D\data.ms
19.987
500000
400000 17.713
15.851 Y
14.869 17.613
300000 14.570 18.107 19.652
19.899
200000 18.019 18706 19.329
15.621
100000
LRERERT10
R R e B e . o e o S
Time--> 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: BG059295.D\data.ms
500000
400000
300000
200000
100000
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 32.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100523\

Data File : BG@59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 1 (S)-(+)-1,2-Propanediol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.812 23.91 ng/ul 225928 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 46
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9

5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance  Scan 72 (3.812 min): BG059295.D\data.ms (-67) (-) m/z 45.10 100.00%

45.1
5000

T T
3.60 3.80 4.00 4.20

Obrrrdrt 26082071 A0 sz 43,05 15.09%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 “w““_“‘,u““
3.60 3.80 4.00 4.20

m/z 44.05 5.53%

O‘\\‘U\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1083: Propylene Glycol
45.0

3.60 3.80 4.00 4.20

5000 m/z 61.00 5.34%
o_“U‘“Jm_HwHH_m_m_m_mw
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #1091: R-(-)-1,2-propanediol R RmRmEE e
45.0 3.60 3.80 4.00 4.20

m/z 46.00 3.10%

5000

o‘JLWJ‘JH‘““““‘““H“““““““w“ A ! (B

R R R
m/z--> 0 50 100 150 200 250 300 350 400 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.517 3.91 ng/ul 36969 1,4-Dichlorobenzene-d4 8.230

Hit# of 1 Tentative ID MW MolForm CASH# Qual
1 Tin(IV) chloride 260 Cl4Sn 007646-78-8 1
Abundance Scan 192 (4.517 min): BG059295.D\data.ms (-188) (-) m/z 41.10 100.00%

41.1
9000
8000
7000
6000 4.20 4.40 4.60 4.80
m/z 69.10 70.14%
5000
4000
3000
2000 4.20 4.40 4.60 4.80
1000 . 549, m/z 43.10 40.81%
| } | e 340.6 4152
0\\‘““\ \‘\‘\\\\“\\\\"\\H\\’l\\\“\\\JU\\f‘\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148750: Tin(1V) chloride
B3.0
9000
2950 4.20 4.40 4.60 4.80
8000 : m/z 55.05 35.51%
7000
6000
5000
4000 4.20 4.40 4.60 4.80
m/z 42.10 14.05%
3000
120.0
2000
1000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 2-Propanol, 1-butoxy- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.808 12.03 ng/ul 113642 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
2 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
3 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 59
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
Abundance Scan 582 (6.808 min): BG059295.D\data.ms (-577) (-) m/z 45.05 100.00%
45.0
5000
Rmaas R A
‘ | 6.40 6.60 6.80 7.00 7.20
o bl 2089 4800 h/z s7.e5  89.26%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16538: 2-Propanol, 1-butoxy-
45.0
5000 ‘HH‘HH‘HH’\/\\“T‘\‘H
6.40 6.60 6.80 7.00 7.20
‘ m/z 41.05 40.50%
O\“1‘\‘“[‘\‘J\h\]‘-]\-?.\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 56.10 33.33%
0 e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4886: Formic acid, 1-methylpropyl ester P et
45.0 6.40 6.60 6.80 7.00 7.20
m/z 87.10  28.90%
5000
ol ] 2020
m/z--> 0 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00 7.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

B

: M
: 0

: 9

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\

G059295.D
5 Oct 2023 14:00
A/JU
4527-11
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 6 2-Pyrrolidinone, 1-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.512 3.43 ng/ul 32419 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pyrrolidinone, 1-methyl- 99 C5HONO 000872-50-4 50
2 5-Amino-3-methyl-1,2,4-oxadiazole 99 C3H5N30 003663-39-6 43
3 N-Methoxy-2-carbaminoaziridine 116 C4H8N202 063859-00-7 42
4 Propanal, (1-methylethyl)hydrazone 114 C6H14N2 016713-38-5 42
5 2-Pyrrolidinone, 1-methyl- 99 C5HONO 000872-50-4 40
Abundance Scan 872 (8.512 min): BG059295.D\data.ms (-866) (-) m/z 99.10 100.00%
441 991
5000
L .
‘ | 3316 432, 8.20 8.40 8.60 8.80
O M m/z 44.10  85.42%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3932: 2-Pyrrolidinone, 1-methyl-
44.0 99.0
5000
8.20 8.40 8.60 8.80
m/z 42.10 56.16%
0‘\\“1“"“\'”\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #3860: 5-Amino-3-methyl-1,2,4-oxadiazole
99.0
8.20 8.40 8.60 8.80
s000/ 420 m/z 98.10  42.90%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #9029: N-Methoxy-2-carbaminoaziridine “‘HL“N‘ﬂ_‘AW“H,
99.0 8.20 8.40 8.60 8.80

m/z 41.10 31.08%
44.0

5000

\L “L L

o

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

-

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.612 2.28 ng/ul 60067  Acenaphthene-di0 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
2 Tridecane 184 C13H28 000629-50-5 78
3 Pentadecane 212 C15H32 000629-62-9 72
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 1740 (13.612 min): BG059295.D\data.ms (-1734) (- | m/z 57.10 100.00%
57.1
5000
ViU INOWAY, SO
13.50 14.00
99.1 302.3
A — ,H : ‘ 2193208 S0ES m/z 43.05  68.70%
miz-> 50 100 150 200 250 300
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
5000 Wb, !, eahh
13.50 14.00
m/z 71.10 39.77%
| ‘98.0 141.0
O\ T \‘\M"\ ‘1 \‘\H’ L \‘ ‘\ L T LI T LI T LI
miz--> 50 100 150 200 250 300
Abundance #59025: Tridecane
57.0
13.50 14.00
5000 m/z 41.10 38.30%
Jolll 0 amomee
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0 13.50 14.00
m/z 85.15 24.00%
5000
99.0
0180 | || [T 1410 2120
m/z--> 50 100 150 200 250 300 13.50 14.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:00 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.676 3.48 ng/ul 91686  Acenaphthene-di1e 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 83
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 83
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 1921 (14.675 min): BG059295.D\data.ms (-1917) (- | m/z 57.10 100.00%
7.1

5
5000

e
‘ 14.50 15.00
L

113.1 .
ob ALt 2122 8261 5100 0 43.18 79.00%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0
5000

m/z 71.10 41.71%

0 J JA|LA%016902260
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90190: Pentadecane

57.0

14.50 15.00
5000 m/z 41.10 31.82%
] 8o 2120
0“hvﬁﬂJ“«“”5V‘”‘\”‘”\“‘W““\”“\‘”‘\“”\“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl- e e
57.0 14.50 15.00

m/z 85.15 23.77%

5000
140.0
226.0
bbbl v 2280

m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:01 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.621 5.77 ng/ul 151953  Acenaphthene-di10 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 64
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 53
4 Hexadecane 226 Cl6H34 000544-76-3 53
5 Hexadecane 226 C16H34 000544-76-3 52
Abundance Scan 2082 (15.621 min): BG059295.D\data.ms (-2077) (- | m/z 57.10 100.00%
57.1
1550 1600
113.1 : !
0 “‘N‘Lmwuhu“%§9f‘??§}‘w“‘““,H“‘4?9( m/z 43.10  66.84%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 —_— sl
15.50 16.00
m/z 71.10 34.19%
O‘\\‘l“"\“‘\‘\“‘\‘\\\‘%\6\9\0\‘\\\2\5‘4\’\0\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #90201: Tridecane, 2,5-dimethyl-
57.0
A sl st b
15.50 16.00
5000 ITI/Z 85.10 30.13%
AT
“““‘““‘H‘““‘H““‘H““‘,H“““
m/z--> 0 50 100 150 200 250 300 350 400 A/\N
Abundance #74020: Tridecane, 2-methyl- JV”A P .
57.0 15.50 16.00
m/z 41.10  28.40%
5000
L 155.0
02"9“‘\‘_!uqs“gw‘\m‘WH‘HHWH,HH_W S S
m/z--> 0 50 100 150 200 250 300 350 400 15.50 16.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:03 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.015 2.27 ng/ul 59930  Acenaphthene-d10 14.864
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
4 Undecane 156 C1l1H24 001120-21-4 64
5 Dodecane 170 C12H26 000112-40-3 64
Abundance Scan 2149 (16.015 min): BG059295.D\data.ms (-2144) (1 m/z 57.85 100.00%
57.0
- w
85.1 T ‘
16.00
112.0 141.2 168.9
o"_m“mumHp!‘”u”wu‘w_ww_mz‘(??} m/z 43.10  44.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 s :
16.00
m/z 71.10 37.77%
29.0 H 98.0
0\\‘\H‘\\“\\\\‘\\H\\“H\\\“‘\\U\‘\\\]-\4.‘1-\\0\\‘\\\]\-‘8\4.\9\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
T \
16.00
5000 m/z 41.10 19.41%
290 98.0
ob b oy, 14101600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59035: Undecane, 5-ethyl- I ‘
57.0 16.00
m/z 55.05 17.31%
5000
29.0 85.0
L o s
Lttt S defe
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:04 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 11 1,8,11,14-Heptadecatetraene... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.268 11.39 ng/ul 263118  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,8,11,14-Heptadecatetraene, (Z,... 232 C17H28 010482-53-8 86
2 9,12,15-0Octadecatrien-1-01, (Z,Z... 264 C18H320 000506-44-5 83
3 1,3-Cyclooctadiene 108 C8H12 001700-10-3 80
4 1,3-Cyclooctadiene 108 C8H12 001700-10-3 80
5 1,3-Cyclooctadiene 108 C8H12 001700-10-3 64
Abundance Scan 2192 (16.268 min): BG059295.D\data.ms (-2187) (- | m/z 79.10 100.00%
79.1
5000 ‘A
1600 1650
35.1 . : .
0 m\“ M LI, 2033 3460 4048457, " e 74 o6%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #114099: 1,8,11,14-Heptadecatetraene, (Z,2,2)-
79.0
5000 ea i
16.00 16.50
m/z 67.05 70.86%
29 ‘ ]135.0
0 \“\.\“ “”'\M\ ‘\M‘m{ \\‘ \h‘l\h‘ T \‘\2\0‘3\.(\)\ L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153473: 9,12,15-Octadecatrien-1-ol, (Z,Z,2)-
79.0
ey s
16.00 16.50
5000 m/z 55.10 62.87%
135.0
29. ‘ L, P80 2640
0 I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #6105: 1,3-Cyclooctadiene B T
79.0 16.00 16.50
m/z 93.10 48.10%
5000
27.(ﬂ)
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:05 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.485 11.87 ng/ul 274180  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 87
2 Eicosane 282 C20H42 000112-95-8 80
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 80
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 76

Abundance Scan 2229 (16.485 min): BG059295.D\data.ms (-2224) (- m/z 57.10 100.00%
57.1

N

5000
=
h ‘991 1412 ‘ 16.50

ol i ff oy 2502 1832 2404 342. n/7 43.10 66.19%
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane

57.0
5000

T
16.50
m/z 71.10  44.05%

Ozzb NJ990‘1410 183.0 226.0
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300
Abundance #176385: Eicosane
57.0
P
16.50
5000 ITI/Z 41.10 30.46%
99.0
0 L 1" u“\ ‘“\ H‘ | %4%? :‘1_8‘3(‘) 2250 28\20
e T B A B T e e e
m/z--> 50 100 150 200 250 300
Abundance #193304: 1-lodo-2-methylundecane .
57.0 16.50
m/z 85.10 26.51%
5000
99.0
0 LT 1690 a1 296.0
B e T LA L R e o P
m/z--> 50 100 150 200 250 300 16.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:06 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.278 7.11 ng/ul 164327  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
3 Nonadecane 268 C19H40 000629-92-5 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 59
Abundance Scan 2364 (17.278 min): BG059295.D\data.ms (-2359) (- | m/z 57.05 100.00%
57.0
o M/\J}\w
1700 1750
113.2 180.0 ‘ : :
ob A LLLr e 326038314423 528 nmyz 43.10  77.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141056: Octadecane
57.0
5000 bl el
17.00 17.50
m/z 85.05 33.94%
L] 1’1?'0169.0 254.0
0 \\l\“\‘\‘\h\l‘\'\l\\“l\‘\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
R ~
17.00 17.50
5000 ITI/Z 71.10 33.50%
154.0
o ilillrano 2et0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158598: Nonadecane T ]
57.0 17.00 17.50
m/z 41.05 31.27%
h ﬂwwmmﬂ%hwwﬁhwmmmwﬁwﬂ“
113.0
ol LB 0as00  zeso el e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:07 2023 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
BGO59295.D
5 Oct 2023 14:00
: MA/JU
. 04527-11
: 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

EPA-BGO92723.MA.M

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 19
R.T. EstConc Area Relative to ISTD R.T.
17319 2.49 ng/ul 57469  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 665 CA3Hg8 055162-61-3 64

1000309-17-8 53
010105-38-1 53
062108-24-1 50
000629-94-7 50

2 Sulfurous acid, butyl undecyl ester 292 C15H3203S
3 Pentadecane, 6-methyl- 226 Cl6H34
4 Decane, 2,6,6-trimethyl- 184 C13H28
5 Heneicosane 296 C21H44

Abundance Scan 2371 (17.319 min): BG059295.D\data.ms (-2367) (1 | m/z 57.10 100.00%
57.1
‘ ‘ 127.1 1756 17%6
-+ 196.1 . .
0 Hﬂﬂiwwwmwwﬂﬂm\J%?%??&%?E??ﬁ‘H%?QQW“H“ m/z 43.10 46.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 b Gaia
17.00 17.50
m/z 71.10 35.95%
‘ J J’ I}hgs.o 238.0 505.0
0 \\\‘\\\\H‘\h\f‘\H\‘\\\‘\‘\\\\‘\\\\‘HH‘HH‘HH“HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
- I
17.00 17.50
5000 m/z 85.10 30.27%
155.0
0 J‘Hul‘zlg.o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107231: Pentadecane, 6-methyl- . B
57.0 17.00 17.50
m/z 41.10  29.34%
- wmwaNMvwﬂAmmmmmﬁmﬂNf
154.0
oh L o0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:08 2023

Page: 16



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
BGO59295.D
5 Oct 2023 14:00

: 9

: MA/JU
¢ 04527-11

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M

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 9-Bromotricyclo[5.2.1.0(2,6... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.948 6.93 ng/ul 160046  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Bromotricyclo[5.2.1.0(2,6)]dec... 212 C10H13Br 1010460-86-5 50
2 Bicyclo[2.2.1]heptane, 2-ethenyl- 122 C9H14 002146-39-6 39
3 Benzene, (2-cyclopenten-1-ylmethyl 158 C12H14 055969-86-3 25
4 9-{Tricyclo[5.2.1.08(2,6)]dec-3-e... 266 C20H26 1000460-64-8 17

5 Cyclopentene, 3-(bromomethyl)- 160 C6H9Br 017645-61-3 12
Abundance Scan 2478 (17.948 min): BG059295.D\data.ms (-2467) (- | m/z 67.10 100.00%
67.1
5000
132.1
226.1 1800
ob kbbbl T 36904259 5091 . 6 19 33.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89151: 9-Bromotricyclo[5.2.1.0(2,6)]dec-3-ene
67.0
5000 oty
133.0 18.00
m/z 132.05 31.94%
O‘\\\\U‘h\\“\\l“\‘\\\‘\\\\2‘]-\4\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #11460: Bicyclo[2.2.1]heptane, 2-ethenyl-
b
Aap
18.00
5000 ITI z 65.10 18.87%
U2
o‘mul_m‘Hm‘u‘WHWm‘mWm_m_mw
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #34735: Benzene, (2-cyclopenten-1-ylmethyl
67.0 18.00
m/z 94.00 12.24%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:10 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 16 Sulfurous acid, butyl decyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.019 12.22 ng/ul 282258  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 86
2 Docosane, 7-butyl- 366 C26H54 055282-15-0 72
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 72
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2490 (18.019 min): BG059295.D\data.ms (-2483) (- | m/z 57.10 100.00%
57.1
o WL
e P aRa
’ 167.1 :
ol bl 200 240.3279.1 3258364 /7 43.10 72.67%
miz--> 50 100 150 200 250 300 350
Abundance #170573: Sulfurous acid, butyl decyl ester
57.0
5000 St :
18.00
m/z 71.10 37.15%
9.0 141.0
O\“\‘ “\‘h‘\““\“‘ \“\\‘\‘“\\]\-9\3‘.0\\\\’\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275541: Docosane, 7-butyl-
43.0
T \
18.00
5000 550 m/z 85.10 33.58%
154.0
ol Lll .. | 19702300 3090
— A
m/z--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- — T ‘
57.0 18.00
m/z 41.10 28.28%
B WMMN
9.0 140.0
182.0
N D e . o
m/z--> 50 100 150 200 250 300 350 18.00

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 17 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.107 15.24 ng/ul 352164  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cis-4-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-2 38
2 9-Bromotricyclo[5.2.1.0(2,6)]dec... 212 C1@H13Br 1010460-86-5 35
3 Pyrrole 67 C4H5N 000109-97-7 30
4 2-(Cyclopenten-1-yl)acetic acid 126 C7H1002 013668-61-6 28
5 3-Octyne 110 C8H14 015232-76-5 28
Abundance Scan 2505 (18.107 min): BG059295.D\data.ms (-2500) (- | m/z 67.05 100.00%
67.0
5000
1471
‘ on L 2402 18 00 18 50
- J“ M 6 \ 189.2 2402 3125 368, 81.10  53.68%
m/z--> 100 150 200 250 300 350
Abundance #27782. Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane
67.0
109.0
5000 :
1800 1850
m/z 80.05 35.93%
AL e
O\\“\H“‘H ‘\‘\\h\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #89151: 9-Bromotricyclo[5.2.1.0(2,6)]dec-3-ene
67.0
18.00 18.50
m/z 147.05 30.52%
5000 133.0 /
A 0 O R~ T
m/z--> 50 100 150 200 250 300 350
Abundance #448: Pyrrole oy g
67.0 18.00 18.50
m/z 79.05 20.06%
5000
0 taispenf U ol
m/z--> 5 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BG@92723.MA.M Fri Oct 06 ©1:50:12 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 18 Phenanthrene, 2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.530 2.93 ng/ul 67670  Phenanthrene-di0 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 81
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 81
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
Abundance Scan 2577 (18.530 min): BG059295.D\data.ms (-2573) (- | m/z 192.10 100.00%
1921
5000 Aﬂﬂw
812 1850
| 1390 247.2 3212 ' '
oL b ibob i b 2472 8212 465 ;191,10 58.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000

18.50
m/z 189.10  28.98%

94.0
0 §Q9HJN\H‘“VW“‘\‘H‘\‘H‘\‘H‘\‘H‘\‘H‘\‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67035: Phenanthrene, 1-methyl-
192.0

18.50
5000 ITI/Z 190.10 18.24%
39.0 96.0
\‘\‘\‘\‘\\\I‘\\\‘\“\H\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 %M
Abundance #67030: Anthracene, 1-methyl- A b i L ‘NMW‘AW
192.0 18.50
m/z 193.10 17.94%
5000
m/z--> 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.706 7.11 ng/ul 164192  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Tricosane 324 C23H48 000638-67-5 74
4 Pentadecane 212 C15H32 000629-62-9 72
5 Tetracosane 338 (C24H50 000646-31-1 72

Abundance Scan 2607 (18.706 min): BG059295.D\data.ms (-2603) (- | m/z 57.10 100.00%

57.1
5000

192.0 — —

| 2490 3142 | 1850 1900
Oh AL l2T T | 2400 3142 4134 506, 743 10 69.03%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107218: Hexadecane
57.0

5000 — e
18.50 19.00

m/z 71.10  47.40%

0 J”J Lﬁ3016902260

\\\\\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
18.50 19.00
5000 m/z 85.10 33.62%

113.0
L . . -
e A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance i

| [, 183.0239.0296.0

#229645: Tricosane —— T
57.0 18.50 19.00
m/z 41.10 27.08%

- W
“‘ 113.0 169.0225 0 324.0

OHH"HH“‘Il“‘{\‘l‘d"l‘\“\‘\‘\‘”H‘H‘H‘H‘“HH‘HH‘H — —

m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00

o
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG100523\

Data File : BG@59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
'19.320  4.66 ng/ul 107635 Phenanthreme-dio 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 Cl32s 000629-50-5 81

2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76

3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
4 Hexadecane 226 C1l6H34 000544-76-3 72
5 Nonadecane 268 C19H40 000629-92-5 68

Abundance Scan 2713 (19.329 min): BG059295.D\data.ms (-2710) (- | m/z 57.10 100.00%
57.1

5000

.

32 1911 2811 425.4 19.00 1950
ofLMiE32 A9 2811 3861 4254 | 529. . 43.10  63.22%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59029: Tridecane
57.0
5000 — ——
19.00 19.50
m/z 71.10 42 .54%
[ 30 180
O‘\\\r’\\\\]r\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

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

-

Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
19.00 19.50
5000 m/z 41.10 32.29%
113.0
ol (B0 20 W
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #176393: Nonadecane, 9-methyl- — —
57.0 19.00 19.50
m/z 85.20 30.51%
5000
140.0
ol oo zere el e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.899 3.75 ng/ul 128340  Chrysene-di12 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 74
2 Tridecane 184 C13H28 000629-50-5 74
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 72
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
5 1-Iodoundecane 282 C11H23I 004282-44-4 72
Abundance Scan 2810 (19.899 min): BG059295.D\data.ms (-2807) (- | m/z 57.10 100.00%
57.1
5000 JW/\AJ\MNW
1950 2000
113.1 208.0 : :
O L ik, 2729 3682 4518 ., 4310 62.13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59025: Tridecane
57.0
5000 — —
19.50 20.00
m/z 71.10 44 .,52%
o L0 1840
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #59029: Tridecane
57.0
— ——
19.50 20.00
5000 m/z 85.10 37.92%
of Lo tes0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107234: Pentadecane, 2-methyl- — —
43.0 19.50 20.00
m/z 41.10 24.07%
o mﬂwwwwWwvAWmWWWMWNM
20, 15
Y — e
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100523\
Data File : BG®59295.D

Acqg On : 5 0ct 2023 14:00
Operator : MA/JU

Sample : 04527-11

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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|
(S)-(+)-1,2-Pro... 3.812 23.9 ng/ul 225928 1 8.230 188981 20.0
unknown-01 4.517 3.9 ng/ul 36969 1  8.230 188981 20.0
2-Propanol, 1-b... 6.808 12.0 ng/ul 113642 1 8.230 188981 20.0
2-Pyrrolidinone... 8.512 3.4 ng/ul 32419 1 8.230 188981 20.0
(DEL) Alkane: S... 13.612 2.3 ng/ul 60067 3 14.864 526985 20.0
(DEL) Alkane: S... 14.676 3.5 ng/ul 91686 3 14.864 526985 20.0
(DEL) Alkane: S... 15.621 5.8 ng/ul 151953 3 14.864 526985 20.0
(DEL) Alkane: S... 16.015 2.3 ng/ul 59930 3 14.864 526985 20.0
1,8,11,14-Hepta... 16.268 11.4 ng/ul 263118 4 17.613 462028 20.0
(DEL) Alkane: S... 16.485 11.9 ng/ul 274180 4 17.613 462028 20.0
(DEL) Alkane: S... 17.278 7.1 ng/ul 164327 4 17.613 462028 20.0
(DEL) Alkane: S... 17.319 2.5 ng/ul 57469 4 17.613 462028 20.0
9-Bromotricyclo... 17.948 6.9 ng/ul 160046 4 17.613 462028 20.0
Sulfurous acid,... 18.019 12.2 ng/ul 282258 4 17.613 462028 20.0
unknown-02 18.107 15.2 ng/ul 352164 4 17.613 462028 20.0
Phenanthrene, 2... 18.530 2.9 ng/ul 67670 4 17.613 462028 20.0
(DEL) Alkane: S... 18.706 7.1 ng/ul 164192 4 17.613 462028 20.0
(DEL) Alkane: S... 19.329 4.7 ng/ul 107635 4 17.613 462028 20.0
(DEL) Alkane: S... 19.899 3.8 ng/ul 128340 5 21.914 683716 20.0
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