LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On 1 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc :

ALS Vvial : 11 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@46993.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.022 19 23 28 rBV 30807 35718 1.09% ©0.083%
2 3.281 64 67 81 rVB 121461 179438 5.50% 0.416%
3 3.416 86 90 107 rVB 246881 374531 11.47% ©.868%
4 4,599 287 291 300 rVB 96955 140715 4.31% 0.326%
5 5.252 396 402 404 rVVe6 9683 16713 0.51% 0.039%
6 5.463 433 438 444 rVW4 17804 29079 0.89% 0.067%
7 5.534 447 450 458 rVB 17837 26777 ©0.82% 0.062%
8 5.775 487 491 500 rBV 74070 120553 3.69% 0.279%
9 6.510 613 616 620 rVB2 13423 17439 0.53% 0.040%
10 6.604 620 632 642 rBV 534131 899105 27.54%  2.083%
11 6.757 651 658 663 rBV 412545 646773 19.81% 1.498%
12 6.851 669 674 678 rVB2 21896 33206 1.02% 0.077%
13 6.940 682 689 698 rVB 545586 847079 25.95%  1.962%
14 7.040 699 706 714 rBV3 98436 201974 6.19% 0.468%
15 7.398 760 767 776 rW 650665 997411 30.55% 2.310%
16 7.481 776 781 793 rVB3 76984 150780 4.62% 0.349%
17 7.646 802 809 814 rBV 49696 86708 2.66% 0.201%
18 7.828 835 840 846 rBv2 29791 48750  1.49% 0.113%
19 7.887 846 850 854 rVB5 12601 20068 0.61% 0.046%
20 7.940 854 859 865 rVB6 19659 38309 1.17% ©0.089%
21 8.034 871 875 883 rBV7 24917 53439 1.64% 0.124%
22 8.116 883 889 896 rBvV 668397 1023115 31.34% 2.370%
23 8.393 932 936 944 rVB3 18093 28342 0.87% 0.066%
24 8.540 954 961 971 rVB 512427 846612 25.94%  1.961%
25 8.628 971 976 983 rVB 60715 88615 2.71% 0.205%
26 8.698 983 988 995 rBV3 24157 49506 1.52% ©0.115%
27 8.816 1001 1008 1012 rBV6 9618 19311 ©0.59% 0.045%
28 8.969 1030 1034 1039 rBV7 12827 24944 0.76%  0.058%
29 9.128 1056 1061 1066 rVB 58037 87140 2.67% 0.202%
30 9.192 1068 1072 1076 rVB5 10077 16801 0.51% 0.039%
31 9.257 1076 1083 1090 rBV 424223 706754 21.65% 1.637%
32 9.534 1125 1130 1132 rBV4 11921 20728 0.63% 0.048%
33 9.792 1166 1174 1183 rWV 689685 1131943 34.68% 2.622%
34 9.869 1184 1187 1193 rvB8 12825 19832 0.61% 0.046%
35 10.069 1213 1221 1226 rBV2 29051 54878 1.68% 0.127%

36 10.157 1228 1236 1243 rVV 859564 1435234 43.97%  3.324%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On 1 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc :

ALS Vvial : 11 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION
37 10.210 1243 1245 1253 rVB2 18462 24110 0.74% 0.056%
38 10.304 1253 1261 1272 rBV 631802 1067458 32.70% 2.473%
39 10.445 1281 1285 1293 rVV 9115 20028 0.61% 0.046%
40 10.557 1298 1304 1315 rVB 36650 70729 2.17% 0.164%
41 10.692 1323 1327 1330 rBV5 10768 17022 0.52% 0.039%
42 10.734 1330 1334 1340 rVB3 21688 32880 1.01% 0.076%
43 10.916 1358 1365 1373 rVB 129723 223253 6.84% 0.517%
44 11.204 1408 1414 1420 rBV5S 20340 43855 1.34% 0.102%
45 11.616 1474 1484 1488 rBV3 36223 68882 2.11% 0.160%
46 11.728 1493 1503 1504 rVV8 7623 19955 0.61% 0.046%
47 11.751 1504 1507 1514 rVWW3 17639 27720 0.85% 0.064%
48 11.833 1514 1521 1527 rVV2 30435 50657 1.55% 0.117%
49 12.051 1551 1558 1564 rVB3 22959 50469 1.55% 0.117%
50 12.545 1635 1642 1646 rBVlie 10617 20188 0.62% 0.047%
51 12.604 1649 1652 1659 rvB8 12051 23637 ©0.72% 0.055%
52 12.898 1696 1702 1708 rVB 43543 63903 1.96% 0.148%
53 13.104 1727 1737 1743 rVBS 16735 43031 1.32% 0.100%
54 13.210 1751 1755 1756 rBV3 17002 20773 0.64% 0.048%
55 13.369 1778 1782 1787 rBV2 19669 31304 0.96% 0.073%
56 13.422 1787 1791 1795 rVwv2 16955 25219 0.77% 0.058%
57 13.480 1795 1801 1809 rVB 1304456 1736780 53.21% 4.023%
58 13.563 1809 1815 1819 rBV5 11520 20622 0.63% 0.048%
59 13.610 1819 1823 1826 rVB5 15071 19705 0.60% 0.046%
60 13.739 1838 1845 1854 rBV 1347419 2067040 63.32% 4.788%
61 13.992 1883 1888 1892 rBV 53164 68246 2.09% 0.158%
62 14.057 1892 1899 1907 rBV 1267909 1862547 57.06% 4.314%
63 14.163 1912 1917 1921 rBV6 13323 19891 0.61% 0.046%
64 14.216 1921 1926 1931 rVB8 11681 21549 0.66% 0.050%
65 14.292 1931 1939 1950 rBV 625760 1086890 33.30% 2.518%
66 14.451 1964 1966 1973 rVB6 10304 19437 0.60% 0.045%
67 14.616 1989 1994 1998 rVB5 19125 26378 0.81% 0.061%
68 14.698 2002 2008 2013 rBV 192286 268593 8.23% 0.622%
69 14.839 2027 2032 2036 rBV8 9663 18998 0.58% 0.044%
70 14.886 2036 2040 2043 rVVe6 9968 17406 0.53% 0.040%
71 14.951 2047 2051 2056 rVV 44602 56183 1.72% 0.130%
72 15.057 2063 2069 2076 rBV 1782819 2554910 78.27% 5.918%
73 15.192 2084 2092 2107 rBV 524977 812085 24.88% 1.881%
74 15.304 2107 2111 2115 rVW5 10217 17874 ©.55% 0.041%
75 15.363 2115 2121 2125 rVV4 15809 32713 1.00% 0.076%
76 15.451 2132 2136 2142 rVB9 10191 18795 0.58% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On 1 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc :

ALS Vvial : 11 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_ M\Methods\SFAM-EPA-BM080224.MA.M
Title : SVOA CALIBRATION
77 15.645 2164 2169 2174 rBV9 14097 21827 0.67% 0.051%
78 15.821 2194 2199 2201 rBV 45956 62619 1.92% 0.145%
79 16.474 2303 2310 2318 rBV 1495598 2112627 64.72% 4.894%
80 16.616 2327 2334 2339 rBV5 40233 61539 1.89% 0.143%
81 16.668 2340 2343 2349 rVB6 19983 29212 0.89% 0.068%
82 16.816 2362 2368 2374 rVV 1646955 2248409 68.88% 5.208%
83 16.916 2378 2385 2398 rVV 2044240 2869329 87.90% 6.646%
84 17.357 2455 2460 2464 rBV2 30900 44916 1.38% 0.104%
85 17.445 2470 2475 2481 rBV2 77165 98417 3.01% 0.228%
86 17.533 2485 2490 2494 rVB6 19341 29295 0.90% 0.068%
87 17.751 2522 2527 2536 rBV 217055 345852 10.59% 0.801%
88 18.051 2574 2578 2582 rVB2 28713 34365 1.05% ©.080%
89 18.698 2685 2688 2695 rBV4 20230 33040 1.01% 0.077%
90 18.786 2699 2703 2706 rVB3 28035 35716 1.09% ©0.083%
91 18.857 2712 2715 2720 rBV2 34202 41872 1.28% ©0.097%
92 18.898 2720 2722 2726 rBVS5 12646 20134 0.62% 0.047%
93 19.051 2745 2748 2757 rBV2 65184 95523 2.93% 0.221%
94 19.227 2772 2778 2785 rBV 2512112 3264315 100.00% 7.561%
95 19.280 2785 2787 2791 rVW5 17323 21534 0.66% 0.050%
96 19.321 2792 2794 2798 rVB3 30534 31931 0.98% 0.074%
97 20.786 3040 3043 3049 rBvV2 381417 527092 16.15% 1.221%
98 21.051 3083 3088 3094 rBV 1859157 2375647 72.78% 5.503%
99 23.580 3511 3518 3527 rVB 1493370 3199728 98.02% 7.412%
100 23.762 3542 3549 3557 rBV 1093382 2356945 72.20% 5.459%

Sum of corrected areas: 43171919
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
BM046993.D

: 05 Aug 2024 15:43

: RC/JU

. P3171-04

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM046993.D\data.ms
2500000
2000000
1500000
1000000 10.157
7.398 8.116
6.604.940
500000 .75
3.416
2 4599 40
oﬁéﬁ& > 52596347 7° 651818 ﬁ 48 08! Sit LSR5 122504
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 300 350 400 450 500 550 6.00 650 700 7,50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM046993.D\data.ms
2500000 19.p27
21.051
16.916
2000000
15.057
16.816
16.474
1500000
1000000
20.786
500000 WW
17.751
o | 13848318051 1 zii
O e e T T e T T T e T e e T T T T T T T T T
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM046993.D\data.ms
2500000
2000000 23.580
23.762
1500000
1000000
500000
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_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Propylene Glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.281 3.60 ng/ul 179438 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 2-Pentanol 88 C5H120 006032-29-7 9
5 2-Propanol, 1-bromo- 138 C3H7Bro 019686-73-8 9

Abundance  Scan 67 (3.281 min): BM046993.D\data.ms (-64) (-) m/z 45.05 100.00%

45.0
5000 k
R mEa e
3.00 3.20 3.40 3.60
Ot 929, 1281 164.9 2069 2670 n/z 43.05 18.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1083: Propylene Glycol
45.0
5000 (L BN L I B
3.00 3.20 3.40 3.60
m/z 61.00 7.47%
O\]\_\5\.“()\‘\”\\[“‘!“H\“HH-‘\\H‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #1091: R-(-)-1,2-propanediol
45.0
Emaa e
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R
45.0 3.00 3.20 3.40 3.60
m/z 42.05 3.29%
5000
o N 1 R et o e o
m/z--> 20 40 60 80 100120140160180200220240260 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.599 2.82 ng/ul 140715 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
3 Dimethadione 129 C5H7NO3 000695-53-4 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
Abundance Scan 291 (4.599 min): BM046993.D\data.ms (-287) (-) m/z 43.05 100.00%
3.0
5000
1011 PR R
o ‘ 4.20 4.40 4.60 4.80 5.00
Obrrrrprrr bkl 22912071 m/z s9.10  59.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N L R R
4.20 4.40 4.60 4.80 5.00
m/z 101.10  23.15%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\}‘\\\\“\\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
e RAR R
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.10 16.82%
101.0
Ot P30
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14691: Dimethadione
43.0 4.20 4.40 4.60 4.80 5.00
m/z 41.10 9.31%
5000
129.0
0 15‘0 li I “7(:‘)0
- R RARERRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 3 (R)-(-)-2-Methyl-2,4-pentan... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.775 2.42 ng/ul 120553 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(-)-2-Methyl-2,4-pentanediol 118 C6H1402 099210-90-9 90
2 Hexylene glycol 118 C6H1402 000107-41-5 90
3 Hexylene glycol 118 C6H1402 000107-41-5 86
4 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 72
5 Hexylene glycol 118 C6H1402 000107-41-5 64
Abundance Scan 491 (5.775 min): BM046993.D\data.ms (-487) (-) m/z 59.10 100.00%
59.1
5000 /k
540560580600
103.1 : : : :
ob— LM ‘ jw L LOPT 1469 1929 280 L. 4305  68.26%
miz--> 50 100 150 200 250
Abundance #10081: (R)-(-)-2-Methyl-2,4-pentanediol
59.0
5000 LI LA L L LA B R
5.40 5.60 5.80 6.00
m/z 56.05 24 .51%
27-‘0 |, (1030
O \H\ M\ “}“\ \‘ T “\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10020: Hexylene glycol
59.0
R ARRSSEE LTS
5.40 5.60 5.80 6.00
5000 m/z 41.10 21.41%
270 M h 103.0
o) ST A e
m/iz--> 50 100 150 200 250
Abundance #10018: Hexylene glycol T
59.0 5.40 5.60 5.80 6.00
m/z 45.10 19.58%
5000
290 || o0
ol W LT e
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:38:58 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.040 4.05 ng/ul 201974  1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 46
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 30
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 27
4 Decane 142 C10H22 000124-18-5 27
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 27

Abundance Scan 706 (7.040 min): BM046993.D\data.ms (-699) (-) m/z 57.10 100.00%

57.1
5000
85.1
P e e
120.0 6.80 7.00 7.20 7.40
190.9
o el w‘u ol 1809 2909 2211 nyz 43.05  89.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
5000 UL L L I I BN L
71.0 6.80 7.00 7.20 7.40
m/z 45.10 66.95%
O q‘\s\.‘o\“\‘\ \"‘} T \‘!“\\“\\‘1\\9\9“‘.\0\ \‘\‘\\\]-\4.‘%'\9\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
R e
6.80 7.00 7.20 7.40
5000 m/z 41.05 52.74%
72.0
104.0
NI | O 1 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #93821: Oxalic acid, isobutyl pentyl ester R EEma
57.0 6.80 7.00 7.20 7.40
m/z 71.10 40.19%
5000
29.0
o Ll H‘ | 870 1150 1610
R e AAAAARSREE RS SEE S S T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.481 3.02 ng/ul 150780 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
Abundance Scan 781 (7.481 min): BM046993.D\data.ms (-776) (-) m/z 57.10 100.00%
57.1
- w\
7.207.407.60 7.80
1151 : : : :
ob— ‘M“‘u ‘L “ e ere 2800 s 4110 38.91%
miz-> 50 100 150 200 250
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 LN L B L BN LR
7.20 7.40 7.60 7.80
m/z 43.10 35.92%
AL ] e
O T T ‘\‘ ‘f‘ ‘ ‘\ ‘\‘ \“\ “ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
A am AR
7.20 7.40 7.60 7.80
5000 m/z 55.05 29.93%
27.0
TINLE
ol A b
miz--> 50 100 150 200 250
Abundance #15692: 1-Hexanol, 2-ethyl- AR ARRwEE T
57.0 7.20 7.40 7.60 7.80
m/z 83.05 20.80%
5000
27,0
L] e
0 uH‘M T AL I
m/z--> 50 100 150 200 250 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 1-Phenoxypropan-2-ol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.916 3.11 ng/ul 223253  Naphthalene-d8 10.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87

Abundance Scan 1365 (10.916 min): BM046993.D\data.ms (-1358) (- | m/z 94.10 100.00%
94.1
5000 /\\
152.1 T
1L L wom 1Lt
ol J L2071 281 77.00  29.21%
miz-> 50 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000
1LOO
152.0 m/z 152.05 18.51%
45.0 ‘ ‘
01\5.\() \‘ ‘\“‘ i‘ ‘\‘H\ “\ \“ “f ‘f T T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
T ‘ T \A
11.00
5000 m/z 108.10 16.58%
39.0 ‘ 152.0
0‘\‘\\\“‘\\‘\‘\\\ ‘\ ‘\‘\“ \ “ e
miz--> 100 150 200 250
Abundance #30124: 1-Phenoxypropan-2-ol 4 4
94.0 11.00
m/z 78.10 14.92%
5000
‘ 152.0
T U s e
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.751 3.08 ng/ul 345852  Phenanthrene-d10 16.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 2527 (17 751 min): BM046993.D\data.ms (-2522) (- | m/z 73.05 100.00%

5000 129.1 Jﬁ

213.2 —— "
1711 ‘ 256.1

17.50 18.00
0 bbb Ll L L a0 e 8a.52%
mi/z--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 tT T CT T

17.50 18.00
m/z 43.10 83.67%

171.0 213.0 256.0
o WL T T &L
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0

T
17.50 18.00

5000 m/z 57.05 70.04%
129.0
213.0
‘ 171.0 ‘

ol “\ u‘ﬂ‘\m \\ ‘ ‘ “ u\ T~ “‘ e

m/z--> 5 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid o P
73.0 17.50 18.00

m/z 55.10  69.82%

129.0 256.0
5000 213.0
171
‘“‘M u‘\ i \ | —

0! (1 A D : Rk
miz--> 50 100 150 200 250 300 350 17.50 18.00

SFAM-EPA-BM080224.MA.M Wed Aug 07 15:39:03 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 n-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.786 4.44 ng/ul 527092  Chrysene-di12 21.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3043 (20.786 min): BM046993.D\data.ms (-3040) (- m/z 57.10 100.00%

%

5000

111.1
207.0 281.1 20.50 21.00
okl ‘hdxwuu‘c‘m““‘J“‘H3?74mf?79w4?5‘ m/z 83.10 96.01%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 T —

m/z 55.05 95.28%

20.50 21.00

I .“ |187:02220  308.0

O\\l\‘\‘\\\\’\\\\"\h\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol
83.0
— —
20.50 21.00
5000 m/z 43.10 91.05%
29. { ‘
ol bl Lf, s 2800
m/z--> 0 50 100 150 200 250 300 350 400 450
—— —

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0 20.50 21.00

m/z 69.10 84.80%
\‘ ‘HH\I\ \21\00 356.0

0 ‘H""‘w""M""‘H““‘w““w““‘w““‘
miz—> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

5000

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80524\
Data File : BM@46993.D

Acqg On : 05 Aug 2024 15:43
Operator : RC/JU

Sample : P3171-04

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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|
Propylene Glycol 3.281 3.6 ng/ul 179438 1 7.398 997411 20.0
2-Pentanone, 4-... 4.599 2.8 ng/ul 140715 1 7.398 997411 20.0
(R)-(-)-2-Methy... 5.775 2.4 ng/ul 128553 1 7.398 997411 20.0
(DEL) Alkane: S... 7.040 4.0 ng/ul 201974 1 7.398 997411 20.0
1-Hexanol, 2-et... 7.481 3.0 ng/ul 150780 1 7.398 997411 20.0
1-Phenoxypropan... 10.916 3.1 ng/ul 223253 2 10.157 1435230 20.0
n-Hexadecanoic ... 17.751 3.1 ng/ul 345852 4 16.816 2248410 20.0

4.4 0

n-Tetracosanol-1 20.786 ng/ul 527092 5 21.051 2375650 20.
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