LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc :

ALS Vvial : 30 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@44352.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 43 47 54 rVB 67879 90493 1.75% 0.163%
2 3.646 92 95 104 rBV 87972 131882 2.55% 0.238%
3 3.781 115 118 137 rBV = 293612 484884 9.36% 0.875%
4 4,099 169 172 178 rVB2 16004 23625 0.46% 0.043%
5 5.051 332 334 342 rVB5 7111 11805 0.23% 0.021%
6 6.022 495 499 508 rVB3 9619 18933 0.37% 0.034%
7 7.098 675 682 694 rBV 934497 1529488 29.52% 2.760%
8 7.275 706 712 725 rBV 831021 1317400 25.43% 2.377%
9 7.457 736 743 750 rBV 979004 1514652 29.24% 2.733%
10 7.634 771 773 779 rVB6 5124 6991 0.13% 0.013%
11 7.934 817 824 832 rVB 662093 1046795 20.21% 1.889%
12 7.998 832 835 838 rBV4 6329 10663 0.21% 0.019%
13 8.645 937 945 956 rBV 1159151 1849267 35.70%  3.337%
14 9.104 1015 1023 1031 rBV 882994 1460300 28.19% 2.635%
15 9.269 1047 1051 1057 rVB7 9313 16598 0.32% 0.030%
16 9.498 1084 1090 1095 rBV3 8614 14267 0.28% 0.026%
17 9.686 1116 1122 1130 rBV3 40156 73606  1.42% 0.133%
18 9.822 1138 1145 1158 rBV 697247 1170717 22.60%  2.113%
19 10.357 1229 1236 1246 rBV 1045847 1795152 34.65% 3.239%
20 10.739 1293 1301 1312 rVB 907214 1537720 29.68% 2.775%
21 10.886 1315 1326 1340 rBV 1030086 1857772 35.86% 3.352%
22 11.316 1395 1399 1404 rVvVv8 9138 15191 0.29% 0.027%
23 11.498 1423 1430 1437 rBV 81904 166491 3.21% 0.300%
24 12.169 1538 1544 1551 rVB 4616 10193 0.20% 0.018%
25 12.280 1561 1563 1567 rBV4 3882 6149 0.12% 0.011%
26 12.327 1567 1571 1577 rVB 20778 33764 0.65% 0.061%
27 12.539 1603 1607 1612 rBV7 4160 6953 0.13% 0.013%
28 13.192 1716 1718 1725 rVB8 4002 7783 0.15% 0.014%
29 13.404 1748 1754 1756 rBV6 6491 8303 0.16% 0.015%
30 13.480 1761 1767 1773 rVWW4 19257 30955 0.60% 0.056%
31 13.551 1775 1779 1782 rVVé6 5132 5709 0.11% 010%

32 13.998 1847 1855 1869 rBV 1946231 2666813 51.48%
33 14.269 1890 1901 1912 rBV 2289327 3370128 65.05%
34 14.480 1933 1937 1940 rBV5 5168 7871 0.15%
35 14.574 1946 1953 1961 rBV 1367770 1988432 38.38%
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36 14.692 1970 1973 1978 rVB7 4635 6672 0.13%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc :

ALS Vvial : 30 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 14.780 1978 1988 2011 rBV 573600 1339391 25.85% 2.417%
38 14.992 2022 2024 2033 rVB9 10224 21947 0.42% 0.040%
39 15.374 2087 2089 2093 rBv4 4165 6121 0.12% 0.011%
40 15.427 2096 2098 2104 rVB7 3756 5552 0.11% 0.010%
41 15.568 2114 2122 2135 rBV 2941145 4160682 80.31% 7.508%
42 15.692 2137 2143 2155 rVwV 840716 1184987 22.87% 2.138%
43 15.810 2159 2163 2167 rVB5 12997 18663 0.36% 0.034%
44 16.139 2214 2219 2223 rBvV8 5460 10823 0.21% 0.020%
45 16.298 2243 2246 2251 rVB4 6085 8398 0.16% 0.015%
46 16.351 2251 2255 2260 rVB6 9023 15168 0.29% 0.027%
47 16.474 2273 2276 2282 rVB8 5037 8605 0.17% 0.016%
48 16.733 2316 2320 2324 rBV6 6475 10851 0.21% ©0.020%
49 16.810 2327 2333 2335 rBv7 4785 8771 0.17% 0.016%
50 17.092 2379 2381 2384 rBV3 5761 7874 0.15% 0.014%
51 17.262 2406 2410 2413 rVB5 5511 5482 0.11% 0.010%
52 17.327 2413 2421 2430 rBV 1587297 2359994 45.55% 4.259%
53 17.421 2430 2437 2448 rBV2 3014009 4440045 85.70% 8.012%
54 17.721 2484 2488 2492 rBV7 10211 15967 ©0.31% 0.029%
55 17.839 2504 2508 2511 rBV5 6520 9536 ©0.18% 0.017%
56 18.015 2534 2538 2542 rVB2 18700 24272 0.47% 0.044%
57 18.115 2551 2555 2557 rBV5 4830 7311 0.14% 0.013%
58 18.239 2570 2576 2586 rBV 416474 632995 12.22% 1.142%
59 18.533 2623 2626 2631 rBV6 5422 8162 0.16% 0.015%
60 18.668 2646 2649 2652 rVB3 16072 17725 0.34% 0.032%
61 18.909 2686 2690 2695 rBV7 6879 10630 0.21% 0.019%
62 19.168 2732 2734 2736 rVB3 6860 5296 0.10% 0.010%
63 19.286 2749 2754 2760 rBV 43516 61000 1.18% 0.110%
64 19.356 2762 2766 2771 rVWV 39535 64955  1.25% 0.117%
65 19.398 2771 2773 2778 rVB5 15917 18931 0.37% 0.034%
66 19.515 2789 2793 2801 rBV 155429 222445 4.29% 0.401%
67 19.674 2817 2820 2822 rBV3 14252 14720 0.28% 0.027%
68 19.721 2822 2828 2836 rVV 3918203 5180703 100.00%  9.349%
69 19.786 2837 2839 2843 rVB3 13930 16607 0.32% 0.030%
70 20.286 2921 2924 2929 rVB2 31616 37652 0.73% 0.068%
71 20.786 3006 3009 3013 rBV3 44878 48493 0.94% 0.088%
72 21.250 3084 3088 3099 rBV 401435 668853 12.91% 1.207%
73 21.521 3129 3134 3141 rBV2 1872045 2511846 48.48% 4.533%
74 21.703 3162 3165 3170 rBV2 72933 82391 1.59% 0.149%
75 22.174 3242 3245 3252 rBV3 71101 117797 2.27% 0.213%

76 23.780 3510 3518 3531 rBV2 2502227 5099176 98.43% 9.201%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc

ALS Vvial : 30 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 23.933 3538 3544 3557 rVB 1265587 2631651 50.80% 4.749%

Sum of corrected areas: 55416885
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Feb 2024 03:52
: MA/JU
: P1442-22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044352.D

: 30 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

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BM044352.D\data.ms

8.645
10.357
7. 0?%7 457 9104 0]./03 86

7. 934 9.822
3.781
| 3:36364% 4099 5.051 6.022 . 634 logs 2694958 118369

Time-->
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Time-->
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3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: BM044352.D\data.ms

23.780
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#3.933

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc

ALS vial : 30 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 3
R.T. EstConc Area Relative to ISTD R.T.
3.646 2.52 ng/ul 131882 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 72
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
4 Propylene Glycol 76 C3H802 000057-55-6 56
5 Isopropyl Alcohol 60 C3H80 000067-63-0 50
Abundance  Scan 95 (3.646 min): BM044352.D\data.ms (-92) (-) m/z 44.95 100.00%
45.0
5000 ﬁ\\\

 E  RAREEES RN

3.40 3.60 3.80 4.00
obrrrdpy 902 2080 2669 8550 /7 43.00  19.43%

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

Abundance #1085: Propylene Glycol

45.0
5000 L B B I LN L
3.40 3.60 3.80 4.00
m/z 61.00 6.59%
0\“\M\‘\““\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #1083: Propylene Glycol
45.0
3.40 3.60 3.80 4.00
5000 m/z 44.00 6.39%
0 m‘Um‘NHW‘H_m_m‘m‘,‘m_ W
m/z--> 50 100 150 200 250 300 350
Abundance #1091: R-(-)-1,2-propanediol R ARAEEEREE e
45.0 3.40 3.60 3.80 4.00
m/z 42.00 3.35%
- W\L
m/z--> 50 100 150 200 250 300 350 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@44352.D

Acqg On : 27 Feb 2024 03:52

Operator : MA/JU

Sample : P1442-22

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1-Phenoxypropan-2-ol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.498 2.17 ng/ul 166491 Naphthalene-d8 10.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
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 1430 (11.498 min): BM044352.D\data.ms (-1423) (- | m/z 94.00 100.00%
94.0
5000 j\xk
—
45.0 h 15‘2-1 1150
[— “M\H L1929 281 76.95  24.62%
m/z--> 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000
1150
152.0 m/z 152.05 15.15%
45.0 ‘ ‘
01\5\()\‘ ‘\“‘ i‘ ‘\‘H\ “\ \‘ ‘ “! ‘! T T “ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
11.50
5000 m/z 78.00 14.77%
39.0 ‘ 152.0
0‘\‘\\\“‘\\‘\‘\\\ ‘\‘_\H“” S
m/z--> 100 150 200 250
Abundance #30124: 1-Phenoxypropan-2-o
94.0 1150
m/z 108.00  13.22%
5000
‘ 152.0
s, 0L T
m/z--> 50 100 150 200 250 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc

ALS vial : 30 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 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.239 5.36 ng/ul 632995  Phenanthrene-di10 17.327
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 99
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2576 (18 239 min): BM044352.D\data.ms (-2570) (- | m/z 73.00 100.00%

5000 1290 L

213.1 DR T

1711 256.1 18.00 18.50
36 \‘H \L e Ll ‘ L 340. 9
oL—= ol i} L R I A A e R B m/z 60.00 87.51%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 T —
129.0 18.00 18.50
213.0 m/z 43.05 77 .31%
171.0 ‘
o w\m T 1V
m/z--> 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
= =
18.00 18.50
5000 256.0 ITI/Z 57.05 70.42%
129.0
3.0 213.0
‘ 1710
m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid e ==
60.0 18.00 18.50

m/z 54.95 63.99%

5000 129.0
171 0 213.0 256.0
0 M L ﬂh”\ ‘H‘\ il \ ‘ | ‘ I ‘ :

m/z--> 50 100 150 200 250 300 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@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc

ALS vial : 30 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 4 Heptafluorobutyric acid, n-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.250 5.33 ng/ul 668853  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Nonacos-1-ene 406 C29H58 018835-35-3 91

Abundance Scan 3088 (21.250 min): BM044352.D\data.ms (-3084) (- | m/z 57.10 100.00%

57.1
5000

= =
{ }%TJ-2070 21.00 21.50
obAMML S 8270 4160 m/z 43.05 84.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
5000 LA LA
21.00 21.50
5.0 m/z 55.05 75.92%
OJ"LHLIJ‘25\204480
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #259982: Pentacos-1-ene
55.0
P T
21.00 21.50
5000 ITI/Z 83.05 73.41%

5.0
350.0
o M aos02ea0 00
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance

#348538: Pentadecafluorooctanoic acid, octadecyl ester D
57.0 21.00 21.50
m/z 69.05 65.75%

5000
f50 252.0
ol LU L ~Y  360.0 648.

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 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@44352.D

Acqg On : 27 Feb 2024 03:52
Operator : MA/JU

Sample : P1442-22

Misc

ALS Vvial : 30 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 3.646 2.5 ng/ul 131882 1 7.934 1046800 20.0
1-Phenoxypropan... 11.498 2.2 ng/ul 166491 2 10.739 1537720 20.0
n-Hexadecanoic ... 18.239 5.4 ng/ul 632995 4 17.327 2359990 20.0
Heptafluorobuty... 21.250 5.3 ng/ul 668853 5 21.521 2511850 20.0
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