LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc :

ALS Vvial : 18 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-BG062024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61685.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.443 20 26 39 rvB 285669 509936 7.60% 1.093%
2 3.737 72 76 82 rBvV 36964 55818 0.83% 0.120%
3 3.889 99 102 114 rVVv2 127816 213940 3.19% 0.459%
4 4,230 154 160 166 rVB 64091 97273 1.45% 0.209%
5 4.765 243 251 265 rBV 4176669 6707649 100.00% 14.381%
6 5.570 376 388 396 rBV 389748 618547  9.22%  1.326%
7 5.699 404 410 421 rVB 379333 836190 12.47% 1.793%
8 6.069 465 473 479 rBV 186796 306381 4.57% 0.657%
9 6.134 479 484 491 rVB3 22510 44017 0.66% 0.094%
106 7.156 650 658 662 rVW 41138 65014 0.97% 0.139%
11  7.215 662 668 676 rVW 342273 581935 8.68% 1.248%
12 7.291 676 681 688 rvB2 44345 74994 1.12% 0.161%
13 7.397 692 699 706 rVV2 218100 345428 5.15% 0.741%
14 7.597 727 733 740 rVWW 262828 445807 6.65% ©.956%
15 7.720 748 754 760 rVB 143309 231715 3.45% 0.497%
16 8.073 807 814 820 rBV 235419 408165 6.09% 0.875%
17 8.184 828 833 839 rVW2 44106 77982 1.16% 0.167%
18 8.255 841 845 851 rVB3 31141 45842 0.68% ©0.098%
19 8.449 872 878 883 rBvV 36030 62564 0.93% 0.134%
20 8.613 898 906 914 rBV2 160877 283707 4.23% 0.608%
21 8.766 926 932 940 rVW 416676 714035 10.65% 1.531%
22 8.889 948 953 960 rBV2 21377 40787 0.61% 0.087%
23  8.966 960 966 972 rVB3 16563 28876 0.43% 0.062%
24 9.177 996 1002 1007 rBV 244694 391251 5.83% 0.839%
25 9.236 1007 1012 1020 rVB 288170 517075 7.71% 1.109%
26 9.794 1099 1107 1111 rVV4 42936 88283 1.32% 0.189%
27 9.835 1111 1114 1121 rVV4 23216 39817 ©.59% 0.085%
28 9.959 1125 1135 1144 rVV 248255 463839 6.92% 0.994%
29 10.047 1144 1150 1160 rVVv4 38056 99774 1.49% 0.214%
30 10.305 1184 1194 1199 rBV5 96272 206130 3.07% 0.442%
31 10.382 1201 1207 1219 rVvB5 122185 244070 3.64% 0.523%
32 10.499 1219 1227 1235 rBV 390194 705836 10.52% 1.513%
33 10.576 1235 1240 1248 rVB2 127428 226192 3.37% 0.485%
34 10.658 1248 1254 1261 rVB 100256 177451 2.65% ©.380%
35 10.805 1270 1279 1286 rvv2 252031 465558 6.94% ©.998%

36 10.887 1286 1293 1296 rVV 358956 649307 9.68% 1.392%

SFAM-EPA-BG062024.MA.M Wed Jun 26 15:40:26 2024 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc :

ALS Vvial : 18 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-BG062024.MA.M
Title : SVOA CALIBRATION
37 10.940 1296 1302 1309 rVV 3079193 5621292 83.80% 12.052%
38 11.016 1309 1315 1320 rVV 366522 675548 10.07% 1.448%
39 11.052 1320 1321 1329 rVB2 94195 128503 1.92% 0.276%
40 11.410 1377 1382 1387 rBV5 19022 30208 0.45% 0.065%
41 11.492 1387 1396 1402 rBV3 33681 74256 1.11% 0.159%
42 11.627 1409 1419 1426 rVB2 51102 108642 1.62% 0.233%
43 11.980 1472 1479 1484 rBvV3 32619 53388 0.80% 0.114%
44 12.051 1484 1491 1497 rBV4 26284 57328 ©0.85% 0.123%
45 12.180 1507 1513 1520 rBV2 30595 61440 ©.92% 0.132%
46 12.262 1520 1527 1536 rVB 461761 808915 12.06% 1.734%
47 12.385 1544 1548 1553 rBV5 17393 26479 0.39% 0.057%
48 12.538 1568 1574 1582 rVB 630428 1044173 15.57% 2.239%
49 12.656 1589 1594 1595 rBvV3 17226 26061 0.39% 0.056%
50 12.685 1595 1599 1603 rVvv2 55809 94067 1.40% 0.202%
51 12.756 1603 1611 1621 rVB 401287 708541 10.56% 1.519%
52 13.437 1723 1727 1733 rVB6 15578 27682 0.41% 0.059%
53 13.537 1737 1744 1750 rBV 64673 122335 1.82% 0.262%
54 13.672 1760 1767 1771 rBV5 14571 26960 0.40% 0.058%
55 13.866 1795 1800 1810 rVB6 98001 219905 3.28% 0.471%
56 14.025 1821 1827 1832 rVV2 76914 152710 2.28% 0.327%
57 14.107 1832 1841 1847 rVV 720867 1134655 16.92% 2.433%
58 14.260 1862 1867 1871 rBV3 39968 57953 0.86% 0.124%
59 14.395 1884 1890 1900 rvV 785181 1401818 20.90% 3.005%
60 14.700 1933 1942 1949 rBV 658459 1051099 15.67% 2.254%
61 14.771 1949 1954 1962 rVB6 30690 57128 ©0.85% 0.122%
62 14.877 1965 1972 1977 rBV 397761 659911 9.84% 1.415%
63 15.018 1993 1996 2002 rVB3 19044 28408 0.42% 0.061%
64 15.094 2005 2009 2016 rBv4 33562 53779 0.80% 0.115%
65 15.176 2018 2023 2028 rVB2 47790 70798 1.06% 0.152%
66 15.288 2038 2042 2050 rBV7 18462 38703 0.58% 0.083%
67 15.693 2105 2111 2116 rVV 1092062 1626941 24.26% 3.488%
68 15.746 2116 2120 2124 rVV 114852 170977 2.55% 0.367%
69 15.793 2124 2128 2134 rVV 309776 470599 7.02% 1.009%
70 15.864 2137 2140 2146 rVV4 45060 62732 0.94% 0.134%
71 15.969 2154 2158 2162 rVB5 15956 24670 0.37% 0.053%
72 16.040 2166 2170 2176 rVB5 18676 32100 0.48% 0.069%
73 16.416 2229 2234 2238 rVV5 54763 86785 1.29% 0.186%
74 17.262 2373 2378 2382 rVB 34980 53592 ©0.80% 0.115%
75 17.444 2401 2409 2413 rBV 853442 1328430 19.80%  2.848%
76 17.485 2413 2416 2421 rVV 278825 397242 5.92% 0.852%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc :

ALS Vvial : 18 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-BG062024.MA.M
Title : SVOA CALIBRATION
77 17.544 2421 2426 2437 rVV2 1188511 1848573 27.56% 3.963%
78 18.161 2526 2531 2535 rVVW7 16887 38743 0.58% 0.083%
79 18.331 2554 2560 2564 rBV3 307476 462080 6.89% 0.991%
80 18.367 2564 2566 2571 rVB3 56601 73870 1.10% ©.158%
81 18.437 2576 2578 2585 rVV6 17513 33703 0.50% 0.972%
82 18.508 2585 2590 2595 rvv3 48521 94653 1.41% 0.203%
83 18.549 2595 2597 2602 rVB4 32017 34554 0.52% 0.074%
84 18.813 2638 2642 2645 rBV5 17019 26162 ©0.39% 0.056%
85 19.389 2734 2740 2744 rVB8 26380 43240 0.64% ©0.093%
86 19.459 2748 2752 2754 rBV3 26310 31742 0.47% 0.068%
87 19.489 2754 2757 2763 rVB 65940 89816 1.34% ©0.193%
88 19.600 2771 2776 2779 rBV2 116122 162041 2.42% 0.347%
89 19.824 2807 2814 2827 rBV 1375990 2134079 31.82% 4.575%
90 20.364 2904 2906 2909 rVB3 37267 37047 0.55% 0.079%
91 20.858 2988 2990 2994 rVB 45933 52119 0.78% 0.112%
92 21.357 3071 3075 3081 rBV2 258035 421770 6.29% 0.904%
93 21.710 3128 3135 3142 rBV2 765539 1344921 20.05% 2.884%
94 21.927 3168 3172 3175 rBV4 49093 68755 1.03% 0.147%
95 22.544 3273 3277 3282 rBv4 53758 91241 1.36% 0.196%
96 23.243 3392 3396 3404 rVB5 48547 84074 1.25% 0.180%
97 24.072 3532 3537 3542 rBV4 61083 133154 1.99% 0.285%
98 24.718 3638 3647 3659 rVB2 693882 1900204 28.33% 4.074%
99 24.941 3675 3685 3694 rBV 485331 1373798 20.48% 2.945%
100 25.041 3697 3702 3709 rVB4 52560 113556 1.69% 0.243%

Sum of corrected areas: 46641833
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061685.D\data.ms
4000000 4.165

3500000
10.940
3000000
2500000
2000000
1500000

1000000

5000003 443

5.5%99 i
: P1256
oLl 3. 78%.230 [ %WZOB [ J&@@ ] 5121]‘14 m&

AN -
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ L \\\\‘\\\\’\\\\‘

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 1100 1150 12.00 12.50
Abundance TIC: BG061685.D\data.ms
4000000

3500000
3000000
2500000
2000000

1500000 19.824
15.693 17.544

1000000 .
14.18%393 700 17444

500000 4.877 15.793 171485 18.331

. 13333@ 1 ]ﬁggggggl 6416  17.26 16 16088813 1 20.364 20.858

Time--> 13. 50 14.00 14.50 15.00 1550 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: BG061685.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000 24.718

4.941
500000
23.243 24.072 25.041

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_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 (S)-(+)-1,2-Propanediol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.737 2.74 ng/ul 55818 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 50
2 Propylene Glycol 76 C3H802 000057-55-6 39
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 39
4 3,5-Bis(methoxymethoxy)-4-nitrot... 267 C9H17NO6S 1000192-11-3 9

5 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9
Abundance  Scan 76 (3.737 min): BG061685.D\data.ms (-72) (-) m/z 45.00 100.00%

45.0
5000 k
R e
3.40 3.60 3.80 4.00

bt 11421688 2333 S740 4TI m/z 43.e0  16.13%

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

Abundance #1093: (S)-(+)-1,2-Propanediol

45.0
5000
3.40 3.60 3.80 4.00
m/z 44.00 8.30%
O‘\\\‘\J\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1084: Propylene Glycol
45.0
RAma e R
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.72%
o_“H“u“u‘m_m_m_m_m_m_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1091: R-(-)-1,2-propanediol
45.0 3.40 3.60 3.80 4.00
m/z 41.10 5.40%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.134 2.16 ng/ul 44017 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 40
2 4-Bromophenethyl alcohol, n-buty... 256 C12H17BrO 1000394-88-5 9
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 9

4 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 9
5 Propane, 1,1'-[methylenebis(oxy)... 160 C9H2002 002568-91-4 9

Abundance Scan 484 (6.134 min): BG061685.D\data.ms (-479) (-) m/z 57.10 100.00%

57.1
5000

M ‘ 5.80 6.00 6.20 6.40
"HJWﬂwq‘mepuuwum‘w“W‘H‘_“wuu‘_“w‘u‘p m/z 45.00  43.34%

0 118.6 207.1 28§.l 408.3 548..
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy-

57.0
5000
5.80 6.00 6.20 6.40
m/z 41.05 32.45%
‘ 18.0
O‘\“\‘}\““\‘\.‘l\\1{\\\\‘H\\‘H\\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #142559: 4-Bromophenethyl alcohol, n-butyl ether

57.0
5.80 6.00 6.20 6.40
5000 ITI/Z 87.10 27.99%
| ‘ 169.0 o560
ottt s e e e
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 I
Abundance #10025: Ethanol, 2-butoxy- O, 1T -
57.0 5.80 6.00 6.20 6.40
m/z 61.00 21.78%
5000
10 A |
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.156 3.19 ng/ul 65014 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 81
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
3 Mesitylene 120 C9H12 000108-67-8 81
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 81
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 76
Abundance Scan 658 (7.156 min): BG061685.D\data.ms (-650) (-) m/z 105.00 100.00%
105.0
5000
39.0 6.807.007.207.40
' 178.0 437.6 s e
- L‘;WMH‘ u‘wu e 2RO PR 330 Tz 120010 32.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 A“,P(\‘A
6.80 7.00 7.20 7.40
m/z 90.90 17.65%
399 11,
O’\\‘\¥‘l\“\\\‘\m\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 77.00 16.38%
39.0
o,‘M;\uﬂhu‘\‘U‘HWHHWHWHWH_m_m_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10692: Mesitylene
105.0 6.80 7.00 7.20 7.40
m/z 79.00 14.56%
5000
39.0 } ‘
L .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzene, 1,2,3-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.291 3.67 ng/ul 74994  1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 81
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 80
5 Mesitylene 120 CS9H12 000108-67-8 80
Abundance Scan 681 (7.291 min): BG061685.D\data.ms (-676) (-) m/z 105.05 100.00%
105.1
5000
A R AiRRER
39.0 l 1571 2387 305.1 4407 7.00 7.20 7.40 7.60
O robpi LLJ L 157 2387 3051 4407 ) 1%0.10  46.17%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\\‘\\\\‘\\\\‘\/\\\\‘\\\\
7.00 7.20 7.40 7.60
m/z 91.00 17.44%
51.01 ‘
0 \\l\!““\”\“’\‘\“J\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 39.00 12.00%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.63%
5000
.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzene, 1-propenyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
8.255 2.25 ng/ul 45842  1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 89
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 89
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 89

4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 86
5 Indane 118 C9H1e0 000496-11-7 76

Abundance Scan 845 (8.255 min): BG061685.D\data.ms (-841) (-) m/z 117.05 100.00%

117.1

é

5000
39.1
HH ‘ 180.2 240.4 3501 4183 501 8.00 8.20 8.40 8.60
Ottt O R TS m/z 118,08 62.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10187: Benzene, 1-propenyl-
117.0
5000
8.00 8.20 8.40 8.60
39.0 m/z 115.00  27.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
P R e e
8.00 8.20 8.40 8.60
5000 ITI/Z 90.90 26.02%
39.0
0 HM“!M“u"““‘\uu_uWm,uH_m_m_‘wmw
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10203: Benzene, 1-ethenyl-2-methyl-
117.0 8.00 8.20 8.40 8.60
m/z 39.10 16.45%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzeneethanol, .beta.-ethe... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.449 3.07 ng/ul 62564 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 80
2 Indane 118 C9H10 000496-11-7 70
3 Indane 118 C9H1e 000496-11-7 70

4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 58

Abundance Scan 878 (8.449 min): BG061685.D\data.ms (-872) (-) m/z 117.05 100.00%

117.1

?

5000
629‘ 8.20 8.40 8.60 8.80
. .40 8. .
190.4242.2 307.3 403.3 474.0
ol Ll‘h““‘w\wuw‘_HwH_WW_MW‘ m/z 118.10  71.40%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000
8.20 8.40 8.60 8.80
m/z 115.00 38.58%
65.0 ‘
O‘\\\\‘\‘\‘lf\[\f\\‘w\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10181: Indane

117.0 A

8.20 8.40 8.60 8.80
5000 m/z 91.10 26.98%

63.0

L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10179: Indane

117.0 8.20 8.40 8.60 8.80
m/z 62.90 18.71%
5000
39.0

o_J“‘;”‘“M\,um_Hwm‘_m_m_m‘HHWH‘

m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Indene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.613 13.90 ng/ul 283707 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Indene 116 C9H8 000095-13-6 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 91
Abundance Scan 906 (8.613 min): BG061685.D\data.ms (-898) (-) m/z 115.10 100.00%
115.1
5000
RRRasEEE e
57,5 | 8.20 8.40 8.60 8.80 9.00
Obrobblipa 1978 3798 4460 520 ., 115 00 87.82%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #9543: Indene
116.0
5000 ‘\\\\’\\\\‘\\\/\\’\\\\‘\\
8.20 8.40 8.60 8.80 9.00
m/z 89.00 14.29%
39.0
O\\"\"\J‘H\‘L\'\J\‘\‘\H‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9542: Indene
116.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 63.00 13.91%
39.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9547: Benzene, 1-propynyl-
115.0 8.20 8.40 8.60 8.80 9.00
m/z 57.50 11.93%
5000
39.0
e M
m/z--> 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzenemethanol, .alpha.,.a... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.177 19.17 ng/ul 391251 1,4-Dichlorobenzene-d4 8.073

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 87
2 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 72
3 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 64
4 Atrolactic acid 166 C9H1003 000515-30-0 59
5 Atrolactic acid 166 C9H1003 000515-30-0 59

Abundance Scan 1002 (9.177 min): BG061685.D\data.ms (-996) (-) m/z 42.95 100.00%
3.0

9.

5000 121.0

] 8.80 9.00 9.20 9.40
O b 2586 4067 4740 /7 121.00  50.60%
miz—> 0 50 100 150 200 250 300 350 400 450

Abundance  #18988: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0

5000 R sae e
121.0 8.80 9.00 9.20 9.40

m/z 77.00 14.75%

O ‘ T ‘\‘ ;‘ J“l %”\ h\ \\ ‘h T ‘If‘ T ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ’ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #18987: Benzenemethanol, .alpha.,.alpha.-dimethyl-

43.0 121.0

-

8.80 9.00 9.20 9.40
5000 m/z 51.00 14.46%

0\””L¢leﬂw*”\*H‘\**H\*‘Hv**ww**ww**wv‘*w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #18989: Benzenemethanol, .alpha.,.alpha.-dimethyl-
43.0 8.80 9.00 9.20 9.40

m/z 78.00 7.89%

-

121.0
5000

-~

fo) \‘l m “ L \l\ \

m/z--> 0 50 100 150 200 250 300 350 400 450 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Butanedioic acid, methyl-, ... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.794 2.72 ng/ul 88283 Naphthalene-d8 10.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 59
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 53
3 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 47
4 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 40
5 Pentanedioic acid, dimethyl ester 160 C7H1204 001119-40-0 40

Abundance Scan 1107 (9.794 min): BG061685.D\data.ms (-1099) (-) m/z 59.00 100.00%
59.0

5000
129.1
hopy g
9.50 10.00
249.7 529.2
o“um‘MJM‘H“H‘w"M;H“_‘w?7%?_‘uf739_‘ww m/z 99.95  60.80%

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

Abundance  #36521: Butanedioic acid, methyl-, dimethyl ester
59.0

A

5000 S VS
129.0 9.50 10.00

m/z 55.00 37.04%

\M’M || “ |

I S B B N N B R B B IR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36520: Butanedioic acid, methyl-, dimethyl ester

o

59.0
9.50 10.00
5000 m/z 129.05 36.62%
129.0
o*“’“’JIM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36503: Pentanedioic acid, dimethyl ester I T AAM AL /
59.0 9.50 10.00

m/z 42.00 30.36%

5000
129.0

WH“MA\ | Wit

R o R e
miz--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 17 Benzenemethanol, 3,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.306 6.35 ng/ul 206130 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 72
2 Methyl m-tolyl carbinol 136 C9H120 1010342-29-9 52
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1l@H16 000586-62-9 52
4 .alpha.-Phellandrene 136 C1OH16 000099-83-2 49
5 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1@H16 068998-21-0 47

Abundance Scan 1194 (10.305 min): BG061685.D\data.ms (-1184) (- | m/z 93.10 100.00%
93.1

5000
43.0 A
= ‘ T T ‘ T
269.0 3484 413! 10.00 1050
0 : : - m/z 91.00 76.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #18938: Benzenemethanol, 3,5-dimethyl-
91.0
136.0 JL\
5000/ 390 . M‘ it
10.00 10.50
m/z 77.00 54.30%
‘ \M ‘h‘\ Mmd”\\ u“‘ | \‘\‘\ \‘h\\ |
0‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #18847: Methyl m-tolyl carbinol
93.0
10.00 10.50
43.0 9
5000 ITI/Z 107 .00 49.43%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #18196: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
93.0 10.00 10.50

m/z 121.00  47.66%

5000
39.0
| ‘M“ i“h““““ H\ \L‘\ u\s\\ 0 /\J\ WAV

m/z--> 0 50 100 150 200 250 300 350 400 10.00 10.50

o

SFAM-EPA-BG062024.MA.M Wed Jun 26 15:40:44 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Benzenemethanol, .alpha.,4-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.382 7.52 ng/ul 244070  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 93
2 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 91
3 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 87
4 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 83
5 Ethanone, 1-(3-hydroxyphenyl)- 136 C8H802 000121-71-1 64

Abundance Scan 1207 (10.382 min): BG061685.D\data.ms (-1201) (- | m/z 93.05 100.00%
3.0

3.

5000 f\
39 e LU
‘ ‘ ‘ L91 210.9 283.0 491 10.00 10.50

of kLl 1389.1 2109 2830 A9L 012116 93.61%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #18970: Benzenemethanol, .alpha.,4-dimethyl-

121.0
5000 ‘/\ ; MNM
430 10.00 1050
m/z 91.05 91.09%
O’H“\J\”i\“\ll‘\\\l\“\” L L L B B B R R R

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

Abundance #18968: Benzenemethanol, .alpha.,4-dimethyl- JJ\A
121.0
‘ AL

10.00 10.50
5000/ 430 m/z 42.95 53.72%

1

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

Abundance #18967: Benzenemethanol, .alpha.,4-dimethyl- - P
121.0 10.00 10.50

m/z 76.95 51.73%

o

5000 43.0

0 L LHL HL |l \|

m/z--> 0 50 100 150 200 250 300 350 400 450 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 19 Ethanone, 1-(3-methylphenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.576 6.97 ng/ul 226192  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 93
2 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 87
3 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 87
4 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 87
5 Ethanone, 1-(2-methylphenyl)- 134 C9H100 000577-16-2 87

Abundance Scan 1240 (10.576 min): BG061685.D\data.ms (-1235) (- | m/z 91.00 100.00%

91.0
5000
3%\ | 164.8 239.8 312.9 386.9 507 10-59
omv?«“‘-‘a-mu"aw‘m‘n""1‘mwc‘mww_:‘ m/z 119.05  77.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17598: Ethanone, 1-(3-methylphenyl)-
119.0
5000 ! }\
10.50
65.0 m/z 65.00  33.96%
O‘l‘J ‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17587: Ethanone, 1-(3-methylphenyl)-
119.0 A/\
ol A wwk
10.50
5000 ITI/Z 134.05 23.40%
65.0
o‘u”’n S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17601: Ethanone, 1-(2-methylphenyl)- ‘ ‘/\ i
119.0 10.50
m/z 43.00 22.34%
5000
65.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .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 20 Benzenemethanol, .alpha.,.a... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.658 5.47 ng/ul 177451  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 64
2 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 58
3 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 58
4 m-Cymen-8-o0l 150 C1eH140 005208-37-7 52
5 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 47

Abundance Scan 1254 (10.658 min): BG061685.D\data.ms (-1248) (- | m/z 43.00 100.00%

43.0
5000
135.1

| | 1050  11.00
O bbbt 20868812 5270wz 135.05  35.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27657: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-

43.0
135.0 ﬁk /\
el f"\I’V\

m/z 90.95 13.90%

O‘H"r‘f\d'\‘\‘r‘l“\”\\‘\}\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27651: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-
43.0
135.0

5000

10.50 11.00
5000 ITI/Z 65.00 10.05%
O\H*”WLMW““mlH*w**H\*H*M**W**H\H**w**w*w* t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27656: Benzenemethanol, .alpha.,.alpha.,4-trimethyl-
43.0 135.0 10.50 11.00

m/z 39.00 7.18%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 Ethanone, 1-(4-methylphenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.805 14.34 ng/ul 465558 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 95
2 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 91
3 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 91
4 Ethanone, 1-(4-methylphenyl)- 134 C9H1e0 000122-00-9 91
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 91

Abundance Scan 1279 (10.805 min): BG061685.D\data.ms (-1270) (- | m/z 119.00 100.00%
119.0

5000 }\

39.0 e e

n 1975 272.6  368.6  458.4 549 1050 11.00
b L 2975 272.0 3686 4584 849 n/z 91.e0  84.16%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17604: Ethanone, 1-(4-methylphenyl)-
119.0
5000 WJL\ e

10.50 11.00
m/z 65.00  24.36%

i

O‘\‘\‘\f{\\‘\\‘\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17589: Ethanone, 1-(4-methylphenyl)-
119.0 \/\
‘ /\ ‘WA‘/L
10.50 11.00
5000 ITI/Z 134.00 18.82%
39.0
O‘MWH\M\ T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17596: Ethanone, 1-(4-methylphenyl)- ‘/\ —
119.0 10.50 11.00
m/z 62.95 13.87%
5000
39.0‘ ‘
o_m‘s‘{u\m!_ T e e AP/ P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 22 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.492 2.29 ng/ul 74256  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H10e0 006351-10-6 95
2 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 94
3 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 76
4 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 72
5 1H-Inden-5-0l, 2,3-dihydro- 134 C9H10e0 001470-94-6 62
Abundance Scan 1396 (11.492 min): BG061685.D\data.ms (-1387) (- | m/z 133.05 100.00%
138.1
5000
77.0
e
A \\ w2 o
Ol it ‘w;uHwHH,‘m_m_m,mu‘ m/z 134.80 61.71%
m/z--> 150 200 250 300 350 400
Abundance #17582. 1H-Inden-1-ol, 2,3-dihydro-
138.0
5000 1
11.50
m/z 115.00  34.45%
O \\‘1Ii“\‘”\‘L\]h\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro-
133.0
11.50
5000 m/z 77.00 29.82%
770
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #17568: 1H-Inden-1-ol, 2,3-dihydro-
133.0 11.50
m/z 105.00 26.69%
5000
770
AT
m/z--> 5 100 150 200 250 300 350 400 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 23 1-Phenoxypropan-2-ol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.628 3.35 ng/ul 108642  Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 93
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87

Abundance Scan 1419 (11.627 min): BG061685.D\data.ms (-1409) (- | m/z 94.00 100.00%

94.0
5000
—— —
h | 152.0 2810 11.50 12.00
o_wlw“\e‘HH“‘HwHH_m,ff‘?]”w””_‘“‘??, m/z 76.95 25.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000
11.50 12.00
m/z 45.00 17.32%
‘ 152.0
0‘\‘\‘!MJ\“\}\!“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
11.50 12.00
5000 ITI/Z 108.00 15.01%
39.0 ‘ 152.0
ol
miz--> 0 100 150 200 250 300 350 400 450 M A J\
Abundance #30117: 1-Phenoxypropan-2-ol Lt TN A
94.0 11.50 12.00
m/z 77.95 13.55%
5000
‘ 152.0
o‘HMﬂ‘?«”‘}‘“‘HH_HwHH_m,uu_m_m_m,

m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 24 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.262 24.92 ng/ul 808915 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 96
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 96
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
5 Styrene 104 C8H8 000100-42-5 64
Abundance Scan 1527 (12.262 min): BG061685.D\data.ms (-1520) (- | m/z 104.00 100.00%
104.0
5000
51.0
— —
‘ | ‘ 12.00 12.50
ol dbd L Ll 3448 2051 2522  309. ;93195 87.76%
miz--> 50 100 150 200 250 300
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 - ——
51.0 12.00 12.50
m/z 103.00  49.61%
01_\4.\0“\“‘ ‘ \“‘”\M‘\ ‘\ ” T L N B B B B
miz--> 100 150 200 250 300
Abundance #16677.1H4nden4:one,23—dMydr0—
104.0
s —
12.00 12.50
5000 m/z 77.95 46.65%
51.0
SO Y N
miz--> 100 150 200 250 300
Abundance #16682.1H4nden4:one,23—dMydro— — —
132.0 12.00 12.50
m/z 50.95 32.58%
5000
51.0
RN O TN OSSN B
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 25 1H-2-Benzopyran-1-carboxyli... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.685 2.90 ng/ul 94067 Naphthalene-d8 10.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-2-Benzopyran-1-carboxylic aci... 206 C12H1403 1000362-46-9 80
2 1-methyl-1-indanol 148 C10H120 064666-42-8 78
3 Benzenebutanoic acid, 4-ethyl-.g... 206 C12H1403 049594-75-4 72
4 1-[2-(3,4-Dimethylphenyl)-2-oxoe... 314 C19H14N40 1000387-28-0 64
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 64
Abundance Scan 1599 (12.685 min): BG061685.D\data.ms (-1595) (- | m/z 133.00 100.00%
133.0
5000
77.0
SO VO
47'(\) \ 191.1 267.4 336 1250 13.00
ol bl L 29 efA 390 sz 105.00  57.63%
m/z--> 50 100 150 200 250 300
Abundance #82359: 1H-2-Benzopyran-1-carboxylic acid, 3,4-dihydro-
133.0
5000
77.0 12.50 13.00
m/z 77.00 31.69%
39.0
ARV IV P O S
miz--> 50 100 150 200 250 300
Abundance #26191: 1-methyl-1-indano
133.0
A
12.50 13.00
5000 m/z 42.95 15.22%
77.0
ANy
m/iz--> 50 100 150 200 250 300
Abundance #82302: Benzenebutanoic acid, 4-ethyl-.gamma.-oxo- A —
133.0 12.50 13.00
m/z 51.00 13.03%
5000
77.0 206.0
39.
e O R Y- A
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 26 Naphthalene, 2,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.866 4.18 ng/ul 219905  Acenaphthene-di10 14.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 70
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 60
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 55
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 55
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 55

Abundance Scan 1800 (13.866 min): BG061685.D\data.ms (-1795) (- | m/z 156.10 100.00%

156.1
5000 77.0
{ H { 13.50 . 14.00
266.1324.9 408.6 523.¢ - :
O‘H‘NWM‘W”N“MLHu‘H‘W“H,‘H‘_“w“u‘u“_“‘ m/z 141.05 63.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 T
13.50 14.00
m/z 104.10 46.43%
77.0
O‘\\\\‘“'\"\\‘\‘\'l\\\’l\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33167: Naphthalene, 1,5-dimethyl-
156.0
13. 50 14 00
5000 ITI z 76.95 39.47%
77.0
O‘HH;Hw"w\‘\'H,‘|m\‘HH‘Hu,mWm‘\m‘mwm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0 13.50 14.00
m/z 155.10 34.46%
5000
77.0
15.0
O‘H‘uphthW¥ﬂu“_‘u"H‘,H‘w“u“u‘_“w“u

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 27 Naphthalene, 2,3-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.025 2.91 ng/ul 152710  Acenaphthene-di10 14.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 1827 (14.025 min): BG061685.D\data.ms (-1821) (+ ' m/z 156.10 100.00%
156.1
5000 /\/\
LN
75.9 ‘ 14.00
Oy, | ‘Am L22LS 4074 4192 .7 141.00  85.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
14.00
m/z 155.10 24.74%
76.0 ‘
Ol \9\i“\l‘\“"\WV\‘\I}\"A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0
A aln |
14. 00
5000 ITI/Z 115.0 19.57%
77.0
S SO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 W
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 14 00
m/z 128.00 15.91%
5000
77.0 m M,/Mﬁ
OLEQ\LMRWﬂﬂﬂﬁ‘H“H“_“w“u“u“u“_“w‘ R ‘A‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 28 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.331 6.96 ng/ul 462080 Phenanthrene-d10 17.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2560 (18.331 min): BG061685.D\data.ms (-2554) (- | m/z 43.00 100.00%
43.0
1 ‘ T T ‘ T
1920 61 266 18.00 18.50
. |
——l 3465 1 m/z 60.00 86.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e s
129.0 18.00 18.50
m/z 73.00 78.61%
” ’ 185.0
O \\\1‘ ‘ “hu‘}h\‘”}\““\\‘\‘\“‘\‘\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143509: n-Hexadecanoic acid
43.0
- P
18.00 18.50
5000 256.0 m/z 40.95 74 .95%
129.0
I O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid Pty I
60.0 18.00 18.50
m/z 57.00 74.21%
5000 129.0
” 213.0
omu‘ﬂ1“’”““‘“1‘““HwHH“m‘_me_m_u = Mo
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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 29 Octadecanoic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.601 2.41 ng/ul 162041  Chrysene-d12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2776 (19.600 min): BG061685.D\data.ms (-2771) (- | m/z 73.00 100.00%
73.0
- MVJ\'WWW«M
171 1 '2 1650 20,
| ‘M Lo 3307 4162 5067 19.50 20.00
0l m_mwmm \MM TR N R R m/z 43.80 95.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 S A
19.50 20.00
‘ 284.0 m/z 57.00  93.00%
0‘\\J‘\ “‘ ‘}u“l‘\\JWll\l‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
—— ;
19.50 20.00
5000 129.0 m/Z 60.00 83.75%
“ 213.0
(" ‘I‘NMH“‘Hm_m‘“um,uwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
3
43.0 256.0 19.50 20.00
m/z 40.95 78.04%
5000
129.0
ol se, | v el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .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 30 (DEL) Alkane: Straight-Chai... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.357 6.27 ng/ul 421770  Chrysene-d12 21.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 98
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 3075 (21.357 min): BG061685.D\data.ms (-3071) (- | m/z 55.05 100.00%
55.0
5000
111.1
T —
21.00 21.50
208.0 282.1
0 ’ 14 u}nwwwHH_H‘_‘34‘1‘9““9‘1“2”_““93 m/z 57.00 96.46%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #227234: 1-Tricosene
43.0
97.0
5000 e RaaLs
21.00 21.50
m/z 43.10 86.86%
O \\‘“\\\\H“\\}\]-QS“I\‘\\\‘\\\\‘\\\\‘3\2\2\\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227236: 9-Tricosene, (2)-
55.0
— —
1110 21.00 21.50
5000 ' m/z 83.10 68.11%
322.0
0 \‘ 1 I \\|16702240 L
“w““ R e e A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosanol e —
57.0 21.00 21.50
m/z 97.05 62.46%
5000 111.0
oLk l \h 1116702220 292.0  392.0
“w“u“u“u“_“w“u R AR 5 —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50

SFAM-EPA-BG062024.MA.M Wed Jun 26 15:41:13 2024 Page: 27



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61685.D

Acqg On : 24 Jun 2024 21:38
Operator : MA/JU

Sample : P2856-16

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024.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... 3.737 2.7 ng/ul 55818 1 8.073 408165 20.0
unknown-01 6.134 2.2 ng/ul 44017 1 8.073 408165 20.0
Benzene, 1l-ethy... 7.156 3.2 ng/ul 65014 1 8.073 408165 20.0
Benzene, 1,2,3-... 7.291 3.7 ng/ul 74994 1 8.073 408165 20.0
Benzene, 1-prop... 8.255 2.3 ng/ul 45842 1 8.073 408165 20.0
Benzeneethanol,... 8.449 3.1 ng/ul 62564 1 8.073 408165 20.0
Indene 8.613 13.9 ng/ul 283707 1 8.073 408165 20.0
Benzenemethanol... 9.177 19.2 ng/ul 391251 1 8.073 408165 20.0
Butanedioic aci... 9.794 2.7 ng/ul 88283 2 10.887 649307 20.0
Benzenemethanol... 10.306 6.3 ng/ul 206130 2 10.887 649307 20.0
Benzenemethanol... 10.382 7.5 ng/ul 244070 2 10.887 649307 20.0
Ethanone, 1-(3-... 10.576 7.0 ng/ul 226192 2 10.887 649307 20.0
Benzenemethanol... 10.658 5.5 ng/ul 177451 2 10.887 649307 20.0
Ethanone, 1-(4-... 10.805 14.3 ng/ul 465558 2 10.887 649307 20.0
1H-Inden-1-01, 11.492 2.3 ng/ul 74256 2 10.887 649307 20.0
1-Phenoxypropan... 11.628 3.4 ng/ul 108642 2 10.887 649307 20.0
1H-Inden-1-one,... 12.262 24.9 ng/ul 808915 2 10.887 649307 20.0
1H-2-Benzopyran... 12.685 2.9 ng/ul 94067 2 10.887 649307 20.0
Naphthalene, 2,... 13.866 4.2 ng/ul 219905 3 14.700 1051100 20.0
Naphthalene, 2,... 14.025 2.9 ng/ul 152710 3 14.700 1051100 20.0
n-Hexadecanoic ... 18.331 7.0 ng/ul 462080 4 17.444 1328430 20.0
Octadecanoic acid 19.601 2.4 ng/ul 162041 5 21.704 1344920 20.0
(DEL) Alkane: S... 21.357 6.3 ng/ul 421770 5 21.704 1344920 20.0
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