LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc :

ALS Vvial : 17 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-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44340.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.357 43 46 55 rVB 52636 77686 1.93% 0.163%
2 3.640 91 94 107 rBV 110525 176911 4.38% 0.372%
3 3.775 114 117 135 rBV 404017 682503 16.91% 1.434%
4 4,099 169 172 175 rVB3 15490 17163 0.43% 0.036%
5 6.016 496 498 500 rBvV3 5550 6074 0.15% 0.013%
6 6.916 648 651 657 rBV7 4419 6882 0.17% 0.014%
7 7.093 674 681 695 rBV 680169 1090777 27.03% 2.291%
8 7.234 701 705 706 rBv4 3133 4305 0.11% 0.009%
9 7.269 706 711 723 rVB 610819 992472 24.59% 2.085%
10 7.457 736 743 754 rBV 688397 1095204 27.14% 2.301%
11 7.569 760 762 763 rBv2 4617 4202 0.10% 0.009%
12 7.928 816 823 830 rBvV 741045 1170593 29.01% 2.459%
13 8.639 937 944 956 rBV 668475 1097266 27.19%  2.305%
14 9.098 1015 1022 1031 rBV 658219 1103928 27.36% 2.319%
15 9.263 1047 1050 1055 rVB6 10044 14586 ©0.36% 0.031%
16 9.486 1085 1088 1094 rVB6 7807 12774 0.32% 0.027%
17 9.628 1108 1112 1114 rBV6 3564 4744  0.12% 0.010%
18 9.681 1116 1121 1129 rVWV 42373 75316 1.87% ©0.158%
19 9.822 1138 1145 1157 rBV 499712 851037 21.09% 1.788%
20 10.257 1217 1219 1227 rVB8 4511 7817 0.19% 0.016%

21 10.351 1227 1235 1248 rBV 728676 1290390 31.98%
22 10.733 1292 1300 1310 rBV 1024884 1721117 42.65%
23 10.880 1316 1325 1342 rBV 787952 1442694 35.75%
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24 11.316 1393 1399 1404 rBVe 11043 21610  ©.54% 045%
25 11.492 1421 1429 1442 rBV2 75324 157264  3.90% 330%
26 12.169 1539 1544 1548 rVB7 5103 7583 0.19% 0.016%
27 12.245 1555 1557 1560 rBV4 3980 4843 ©.12% ©0.010%
28 12.322 1565 1570 1577 rVB 16497 31202 ©.77% ©.066%
29 12.980 1677 1682 1684 rVB6 2930 4475 0.11% 0.009%
30 13.063 1691 1696 1699 rBV6 3437 5780 0.14% 0.012%
31 13.404 1750 1754 1758 rBV3 10466 16052 0.40% 0.034%
32 13.474 1760 1766 1773 rVV2 36510 62443 1.55% 0.131%
33 13.551 1773 1779 1783 rBV8 3920 8633 0.21% 0.018%
34 13.804 1816 1822 1826 rBVS8 8291 12833 ©.32% 0.027%
35 13.992 1847 1854 1870 rBV 1483827 2100641 52.06% 4.413%

36 14.263 1890 1900 1911 rBV 1723906 2632741 65.24% 5.531%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc :

ALS Vvial : 17 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-BM022324.MA.M
Title : SVOA CALIBRATION
37 14.474 1934 1936 1940 rVB5 3947 4994 0.12% 0.010%
38 14.568 1945 1952 1960 rBV 1475191 2201071 54.55% 4.624%
39 14.780 1980 1988 1990 rBvV2 1198940 1808982 44.83% 3.800%
40 14.992 2022 2024 2034 rVBS8 10650 21774 0.54% 0.046%
41 15.086 2038 2040 2044 rBV5 5358 6362 0.16% 0.013%
42 15.374 2086 2089 2092 rBv4 4369 5033 0.12% 0.011%
43 15.427 2094 2098 2100 rVB4 3170 4546 0.11% 0.010%
44 15.563 2115 2121 2132 rBV 2178892 3219198 79.78% 6.763%
45 15.686 2136 2142 2151 rBV 486404 680268 16.86% 1.429%
46 15.804 2159 2162 2169 rVBS8 11430 18700 0.46% 0.039%
47 16.127 2210 2217 2225 rBvVie 14119 31407 ©0.78% 0.066%
48 16.292 2243 2245 2247 rBvV2 5143 4719 0.12% 0.010%
49 16.351 2248 2255 2260 rVB1o 8905 17792 0.44% 0.037%
50 16.462 2269 2274 2281 rVB1o 6307 13550 0.34% 0.028%
51 16.651 2304 2306 2311 rVB6 4559 5392 0.13% 0.011%
52 16.733 2316 2320 2323 rBV5 5281 7162 0.18% 0.015%
53 16.804 2328 2332 2335 rBV6 3722 5378 ©.13% 0.011%
54 16.874 2339 2344 2347 rVB3 11947 16534 0.41% 0.035%
55 16.998 2362 2365 2370 rVB7 4514 8153 ©0.20% 0.017%
56 17.045 2370 2373 2376 rBV5 2764 4085 0.10% 0.009%
57 17.104 2377 2383 2386 rBV6 5617 11539 0.29% 0.024%
58 17.251 2404 2408 2412 rVB7 3546 5469 0.14% 0.011%
59 17.321 2413 2420 2431 rBV 1828604 2587856 64.13% 5.436%
60 17.421 2431 2437 2449 rVV 2406652 3453106 85.57% 7.254%
61 17.527 2452 2455 2462 rVB7 17105 26135 0.65% 0.055%
62 17.621 2469 2471 2476 rVB6 4933 6328 0.16% 0.013%
63 17.686 2478 2482 2485 rBV6 6301 10401 0.26% ©0.022%
64 17.721 2485 2488 2496 rVB7 20059 32206 0.80% 0.068%
65 17.839 2502 2508 2510 rBV6 8444 9518 0.24% 0.020%
66 18.009 2533 2537 2542 rBV 79578 103255 2.56% 0.217%
67 18.098 2549 2552 2558 rVBS8 4359 7401 0.18% 0.016%
68 18.233 2569 2575 2585 rBV 197420 289413 7.17% 0.608%
69 18.533 2622 2626 2632 rBV4 11574 18487 0.46% 0.039%
70 18.668 2645 2649 2654 rVB2 43483 53739 1.33% 0.113%
71 19.168 2730 2734 2735 rBV3 13005 17399 0.43% 0.037%
72 19.192 2735 2738 2742 rVB4 30152 35763 0.89% 0.075%
73 19.286 2749 2754 2758 rBV3 32937 42987 1.07% 0.090%
74 19.327 2759 2761 2762 rBV2 7804 5890 0.15% 0.012%
75 19.356 2762 2766 2770 rVWV 26496 42256 1.05% 0.089%
76 19.392 2770 2772 2775 rVB4 13954 14745 0.37% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS Vvial : 17 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-BM022324.MA.M
Title : SVOA CALIBRATION

77 19.515 2789 2793 2800 rBV3 84817 117438 2.91% 0.247%
78 19.674 2817 2820 2822 rBV3 10191 12239 0.30% 0.026%
79 19.721 2822 2828 2836 rVV 2922620 4035315 100.00% 8.477%
80 19.786 2836 2839 2843 rVB4 25777 32790 0.81% 0.069%
81 20.286 2921 2924 2928 rVB 46823 55453 1.37% 0.116%
82 20.786 3005 3009 3013 rBV 73433 88393 2.19% 0.186%
83 21.250 3084 3088 3104 rBV 379316 643986 15.96%  1.353%
84 21.521 3129 3134 3140 rBV 2062853 2715201 67.29% 5.704%
85 21.703 3162 3165 3172 rBV 108605 127866  3.17% 0.269%
86 22.174 3242 3245 3254 rVB3 91746 151982 3.77% 0.319%
87 23.780 3510 3518 3529 rVB2 1939559 3927440 97.33%  8.250%

88 23.933 3538 3544 3555 rVB 1377106 2822899 69.95% 5.930%

Sum of corrected areas: 47602536
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM044340.D\data.ms
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Abundance TIC: BM044340.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.640 3.02 ng/ul 176911 1,4-Dichlorobenzene-d4 7.928

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 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
Abundance  Scan 94 (3.640 min): BM044340.D\data.ms (-91) (-) m/z 44.95 100.00%
45.0
5000 k
AR ERER NN e
3.40 3.60 3.80 4.00
Ol A5 119.0 1469 1768 2089 n/7 42.95 18.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1083: Propylene Glycol
45.0
5000 UL B B I R AN R
3.40 3.60 3.80 4.00
m/z 61.00 6.93%
O\\]\-\9“'9\”\\"“1‘\\\“\\\\-‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1091: R-(-)-1,2-propanediol
45.0
REE M e Y ST
3.40 3.60 3.80 4.00
5000 m/z 44.00 6.03%
19.0
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #342: Isopropyl Alcohol R R
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.81%
) i
19.
oHu““m‘m‘,“‘mm‘HH_‘H,‘HwH_Mw_m‘ww e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.233 2.24 ng/ul 289413  Phenanthrene-di10 17.321
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2575 (18.233 min): BM044340.D\data.ms (-2569) (- | m/z 73.00 100.00%
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5000

T T
18.00 18.50

(o} m/z 60.00 86.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0 A
5000 L L

213.0 18.00 18.50
15701850 m/z 43.05 81.31%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0

o

18.00 18.50
5000 256.0 m/z 57.05 69.01%
129.0
213.0
LIS | T oee
0,HHHH“\”\”1‘\‘”\\u“‘uh‘l‘\”\‘u“mm\‘u‘\‘u‘\“\m‘\‘m‘uu“uu‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid P =

60.0 18.00 18.50

m/z 55.05 67.23%

5000 129.0
97.0
H“ 157018502130 256.0
M Wl H\ H‘H\ ‘H‘\ mi ‘ s —T

0,‘HW1H"H‘_H‘_H‘_H‘_H‘_‘H_‘HM‘H_‘HM‘HM‘HM‘ =
m/z--> 20 40 60 80 100120140160180200220 240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentadecafluorooctanoic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.250 4.74 ng/ul 643986  Chrysene-di2 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91

Abundance Scan 3088 (21.250 min): BM044340.D\data.ms (-3084) (- | m/z 57.05 100.00%
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e =
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O b e e e e e m/z 43.05 80.20%
m/z--> 0 50 100150 200250300 350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
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5000 =T T
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m/z--> 0 50 100150200 250300 350400 450500550600 650
Abundance #287613: Nonadecyl trifluoroacetate
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m/z--> 0 50 100150200250 300 350400450500 550600650
Abundance #299849: 1-Heptacosanol Sy ]
43.0 21.00 21.50

m/z 69.05 58.08%

5000 ANMW*%MAKMNM/Aka
5.0
7
0 ‘J I‘Jfk.‘..l%-o 2810 378.0

T ]
m/z--> 0 50 100150200250 300 350400450500 550600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44340.D

Acqg On : 26 Feb 2024 19:57
Operator : MA/JU

Sample : P1442-12

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 3.640 3.0 ng/ul 176911 1 7.928 1170590 20.0
n-Hexadecanoic ... 18.233 2.2 ng/ul 289413 4 17.321 2587860 20.0
Pentadecafluoro... 21.250 4.7 ng/ul 643986 5 21.521 2715200 20.0
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