LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc :

ALS vial : 6 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: BGO61708.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.335 5 8 10 rBvV3 4860 5747 0.19% 0.018%
2 3.435 23 25 27 rBvV3 5150 6166 0.20% 0.019%
3 3.470 27 31 39 rvB 28616 41772 1.37% 0.128%
4 3,735 71 76 88 rBV 153976 239546  7.88% 0.732%
5 3.887 98 102 116 rBV 191930 308609 10.15% 0.943%
6 4.228 156 160 165 rVB5 8981 16153 ©.53% 0.049%
7 4.592 217 222 224 rBVS 4079 6199 0.20% 0.019%
8 4.763 240 251 259 rBV 248453 397909 13.08% 1.216%
9 4,898 268 274 277 rBVS5 3306 6206 0.20% 0.019%
16 5.151 310 317 322 rBv4 13107 24350 0.80% 0.074%
11 5.556 381 386 387 rBv2 6085 5834 0.19% 0.018%
12 5.703 405 411 419 rVB5 17273 33142 1.09% 0.101%
13 6.073 469 474 478 rVV3 8248 12714 0.42% 0.039%
14 6.132 478 484 489 rVB5 10149 19939 0.66% 0.061%
15 6.373 522 525 530 rBV3 3218 4253  0.14% 0.013%
16 7.001 628 632 633 rBv2 3504 5104 0.17% 0.016%
17 7.019 633 635 641 rVBS 6707 10010 0.33% 0.031%
18 7.213 661 668 678 rBV 428967 730705 24.03%  2.233%
19 7.395 692 699 708 rBvV 307809 498009 16.37% 1.522%
20 7.601 727 734 740 rBV 376104 645889 21.24% 1.973%
21 7.654 740 743 749 rVB2 51248 72202  2.37% 0.221%
22 8.071 808 814 821 rBV2 221203 381408 12.54% 1.165%
23  8.130 821 824 829 rVB4 6484 10575 ©0.35% 0.032%
24 8.388 866 868 871 rVB2 4754 4419 0.15% 0.014%
25 8.441 871 877 879 rBV3 5062 9356 ©0.31% 0.029%
26 8.770 924 933 941 rVB 528464 932692 30.67% 2.850%
27  9.234 1005 1012 1020 rBV 429900 759309 24.97%  2.320%
28 9.393 1035 1039 1041 rVB3 5550 6247 0.21% 0.019%
29 9.510 1056 1059 1063 rBV2 4028 5306 0.17% 0.016%
30 9.792 1102 1107 1113 rBvV3 24149 39543 1.30% 0.121%
31 9.957 1127 1135 1144 rBV 378288 670719 22.05%  2.049%
32 10.162 1165 1170 1172 rBvV3 6984 10010 0.33% 0.031%
33 10.233 1179 1182 1186 rVB4 3611 5107 0.17% 0.016%
34 10.286 1186 1191 1192 rBV3 4685 5365 ©0.18% 0.016%

3.

35 10.497 1217 1227 1236 rBV 581669 1021767 33.60%

36 10.656 1250 1254 1258 rVB4 11888 13687 0.45%

©
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B
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc :

ALS vial : 6 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 10.779 1274 1275 1278 rBvV2 3940 4538 ©0.15% 0.014%
38 10.885 1286 1293 1300 rBV 372152 672398 22.11% 2.054%
39 10.938 1300 1302 1308 rVv2 12553 14229 0.47% 0.043%
40 11.014 1308 1315 1323 rVW 499465 876608 28.82% 2.678%
41 11.332 1365 1369 1374 rVB5 10951 17721 0.58% 0.054%
42 11.408 1376 1382 1387 rVV5 14544 22090 0.73% 0.067%
43 11.473 1390 1393 1395 rBV2 3147 4218 0.14% 0.013%
44 11.514 1398 1400 1405 rBV3 3490 5231 0.17% 0.016%
45 11.620 1410 1418 1426 rBV 108746 206756 6.80% 0.632%
46 11.731 1433 1437 1440 rVB4 3796 4632 0.15% 0.014%
47 11.925 1466 1470 1471 rBV2 4651 4493 0.15% 0.014%
48 12.336 1534 1540 1543 rBv4 5648 10169 0.33% 0.031%
49 12.460 1556 1561 1567 rBvV3 14168 22794 0.75% 0.070%
50 13.000 1650 1653 1654 rBvV2 5081 5263 0.17% 0.016%
51 13.059 1660 1663 1668 rBV4 5096 8802 0.29% 0.027%
52 13.318 1703 1707 1711 rVB5 5701 8151 0.27% 0.025%
53 13.429 1723 1726 1728 rVB 4441 4435 0.15% 0.014%
54 13.605 1754 1756 1761 rVB4 7275 11898 ©0.39% 0.036%
55 13.670 1764 1767 1772 rVB3 4177 5632 0.19% 0.017%
56 13.793 1786 1788 1791 rVB3 4502 4255 0.14% 0.013%
57 14.017 1823 1826 1830 rVB3 4347 5785 ©0.19% 0.018%
58 14.105 1835 1841 1852 rVB 1186729 1686984 55.47% 5.154%
59 14.211 1857 1859 1861 rBV 4773 5204 0.17% 0.016%
60 14.340 1876 1881 1884 rBV5 22988 37151 1.22% 0.114%
61 14.399 1884 1891 1898 rVB 1237050 1993862 65.56% 6.092%
62 14.504 1907 1909 1913 rVB4 3707 4307 0.14% 0.013%
63 14.698 1936 1942 1950 rVB 684169 1058299 34.80% 3.234%
64 14.775 1950 1955 1956 rBV4 6257 7002 0.23% 0.021%
65 14.875 1965 1972 1984 rBV 625715 1073140 35.29%  3.279%
66 15.016 1993 1996 2000 rVB3 14440 20208 0.66% 0.062%
67 15.098 2007 2010 2014 rBV6 17778 25629 0.84% 0.078%
68 15.251 2032 2036 2039 rBV5 4526 7335  0.24% 0.022%
69 15.491 2074 2077 2078 rBV2 7578 7314 0.24% 0.022%
70 15.632 2098 2101 2105 rBVv4 4601 5682 0.19% 0.017%
71 15.691 2105 2111 2118 rVB 1740767 2574142 84.64% 7.865%
72 15.797 2122 2129 2137 rBV 597516 867723 28.53% 2.651%
73 15.938 2149 2153 2156 rVB6 10247 16135 0.53% 0.049%
74 16.238 2199 2204 2206 rBV6 10717 17944 0.59% 0.055%
75 16.408 2229 2233 2239 rBV7 17676 29362 0.97% 0.090%
76 16.573 2259 2261 2264 rVB3 6483 6512 0.21% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 17.189 2365 2366 2370 rVB2 8638 10059 0.33% 0.031%
78 17.442 2403 2409 2419 rBV 942334 1433507 47.13% 4.380%
79 17.542 2419 2426 2434 rVB 1915625 2844475 93.53% 8.691%
80 17.730 2454 2458 2459 rBV3 5434 6324 0.21% 0.019%
81 18.106 2519 2522 2526 rVB3 24706 25643 0.84% 0.078%
82 18.323 2554 2559 2570 rBV 347478 540292 17.76% 1.651%
83 18.764 2630 2634 2636 rBV5 9419 9615 ©0.32% 0.029%
84 19.387 2737 2740 2746 rVB2 29132 40914 1.35% ©0.125%
85 19.457 2748 2752 2760 rBV3 31373 69728 2.29% 0.213%
86 19.593 2772 2775 2785 rBV3 103054 147363 4.85% 0.450%
87 19.822 2808 2814 2824 rBV 2156311 3032683 99.72% 9.266%
88 21.355 3071 3075 3081 rBV 307649 483988 15.91% 1.479%
89 21.708 3129 3135 3141 rBV2 796993 1323119 43.50% 4.043%
990 24.716 3638 3647 3658 rVB2 1098986 3041342 100.00%  9.293%
91 24.933 3676 3684 3694 rVB 489235 1389483 45.69% 4.245%

Sum of corrected areas: 32728536

SFAM-EPA-BG062024.MA.M Wed Jun 26 16:21:54 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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: BG061708.D\data.ms
2000000
1500000
1000000
10.497
8.770 11.014
500000 7.2713 o1 9.234 57 10.8d5
375887 4.763 ' 8.071
@a@ﬁ 4.2284. 59%%1515.55@3660]7&373 7. 71654 8[\;333@& 8%39. 79 amemmzaaas@o 120
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\ T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG061708.D\data.ms
19.822
2000000 17.542
15.691
1500000
14.144-399
1000000 17.492 21.708
14
27875 18.797
500000 18.323 21.355
L 19.59
Olasmma)plﬂ- . U98515%35. 036 @073 17.189(17.7388.106 18.764 1
R e e e D I e e e e e R L B
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: BG061708.D\data.ms
2000000
1500000
24.716
1000000
4.933
500000
Y, UGy | Y
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 : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 2
R.T. EstConc Area Relative to ISTD R.T.
3.735 12.56 ng/ul 239546  1,4-Dichlorobenzene-d4 8.077

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
2 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 38
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance  Scan 76 (3.735 min): BG061708.D\data.ms (-71) (-) m/z 45.00 100.00%

45.0
5000 N
RRma o
3.40 3.60 3.80 4.00
|
Ol i22:1 2165 2841 9280 nm/z 43.e0 16.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 AL LA U S I A
3.40 3.60 3.80 4.00
m/z 44.00 5.34%
O‘\\ﬂ\\\’\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2394: (R)-(-)-3-Methyl-2-butanol
45.0
BRma R
3.40 3.60 3.80 4.00
5000 m/z 61.00 4.86%
0‘MHWML‘_‘H‘HH,H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcoho
45.0 3.40 3.60 3.80 4.00
m/z 42.00 2.92%
5000
o_M\“k“,mwm_m,wwH_m,wwH_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 3 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
7.654 3.79 ng/ul 72202  1,4-Dichlorobenzene-d4 8.077
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
2 Diethyl carbitol 162 C8H1803 000112-36-7 50
3 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 50
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 50
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
Abundance Scan 743 (7.654 min): BG061708.D\data.ms (-740) (-) m/z 45.00 100.00%
45.0
5000 Axm
e P
| | |Lt03.0 2359 330.8 401.9 544, 740 7.60 7.80 8.00
Ol e SR e e e o M/Z 59.85  39.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10530: Ethanol, 2-(2-methoxyethoxy)-
45.0
5000
7.40 7.60 7.80 8.00
m/z 43.00 14.43%
O‘\‘\”‘J’\\‘\‘!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38390: Diethyl carbitol
43.0
P P
7.40 7.60 7.80 8.00
5000 m/z 72.10 13.18%
|’ | | [1030
o e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2549: Carbonic acid, dimethyl ester
15.0 7.40 7.60 7.80 8.00
m/z 44.00 9.74%
) M
0 ‘ ‘9Q0
-t S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 4 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.620 6.15 ng/ul 206756  Naphthalene-d8 10.885
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 80
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
Abundance Scan 1418 (11.620 min): BG061708.D\data.ms (-1410) (- | m/z 94.00 100.00%
94.0
5000 A
39 lh 152.1 _ 1150 12.00
oLl | 2740 3441 4138 495, 7706  23.09%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
1150 1200
39.0 152.0 45.00 19.79%
T80 L
O’!‘lJ'!“
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
11.50 12.00
5000 ITI z 51.00 19.14%
152.0
o}’ “?J’,,
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #30124: 1-Phenoxypropan-2-o
94.0 11.50 12.00
m/z 78.00 18.09%
5000
' 152.0
O,HJWMW\ww‘HJH“_“W“H‘H“_“W“H“H‘M TR A IRV .
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Data Path

Acqg On
Operator
Sample
Misc

ALS vial

¢ Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe62424\
Data File :

Library Search Compound Report

BGO61708.D
: 25 Jun 2024 18:37
: MA/JU
. P2873-04
: 6 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 5 Heptadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.323 7.54 ng/ul 540292  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Heptadecanoic acid 270 C17H3402 000506-12-7 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2559 (18.323 min): BG061708.D\data.ms (-2554) (- | m/z 43.00 100.00%
43.0
129.1 7131 T 1
’ “ ‘ 18.00 18.50
ok W Loty l, ], 27043306 3961 5461 " en 00 8 .73%
mlz--> 100 150 200 250 300 350 400 450 500
Abundance #161157: Heptadecanoic acid
73.0
270.0
5000 P P
18.00 18.50
m/z 73.00 74.39%
‘ “ 171.0
O \J\U“ J \‘\‘h\h\h\\l‘\\\\\\l“\l\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
- o
18.00 18.50
5000 129.0 m/Z 55.00 73.77%
“ 213.0
0! J“MJ*M“J‘\H\‘LWw‘um‘m‘_me‘mwm,‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid =t ]
43.0 18.00 18.50
m/z 41.00 72.27%
5000 256.0
129.0
ol |
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 6 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.593 2.23 ng/ul 147363  Chrysene-di12 21.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2775 (19.593 min): BG061708.D\data.ms (-2772) (- | m/z 43.00 100.00%

43.0
5000
129.0
T I
N 369.3 443.0 19.50
- ; : m/z 57.05 83.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid

[e2]
o
1=

5000 129.0 Wi
19.50
Jt 2130 m/z 60.80 77.46%
OV ‘ ‘” T |‘\ J““‘ h} ‘l ‘1 \\ f‘\ “ TT ‘\ T “\ T 1T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TT 1T

m/z--> 0 50 100 150 200 250 300 350 400 450
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Abundance #92070: Tridecanoic acid
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BGO61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.355 7.32 ng/ul 483988  Chrysene-di12 21.708
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Cycloeicosane 280 C20H40 000296-56-0 91
Abundance Scan 3075 (21.355 min): BG061708.D\data.ms (-3071) (- | m/z 57.10 100.00%
57.1
5000
11.1
i —
21.00 21.50
281 0
60.8
ob kil “H‘M%umz‘zp‘? 3480 4231 n/z 43.00  98.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 = e,
21.00 21.50
11.0 m/z 55.00 91.58%
O\\"\‘\‘\\\J‘\L }‘\“\\16\7\\()\2\2\3\(\)‘\2\8\0\0‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227233: 1-Tricosene
57.0
— —
21.00 21.50
5000 m/z 83.05 77 .52%
322.0
0 \«‘\u 190200 20
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance #138490: E-15-Heptadecenal s e
43.0 21.00 21.50
m/z 97.10 67.55%
7.0
5000
0 ‘ |154.0203.0252.0
“‘““‘““‘““H““H““H““w““_“ i -
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062424\
Data File : BG@61708.D

Acqg On : 25 Jun 2024 18:37
Operator : MA/JU

Sample : P2873-04

Misc

ALS vial : 6 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... 3.735 12.6 ng/ul 239546 1 8.077 381408 20.0
Ethanol, 2-(2-m... 7.654 3.8 ng/ul 72202 1 8.077 381408 20.0
1-Phenoxypropan... 11.620 6.2 ng/ul 206756 2 10.885 672398 20.0
Heptadecanoic acid 18.323 7.5 ng/ul 540292 4 17.442 1433510 20.0
n-Hexadecanoic ... 19.593 2.2 ng/ul 147363 5 21.708 1323120 20.0
(DEL) Alkane: S... 21.355 7.3 ng/ul 483988 5 21.708 1323120 20.0
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