LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

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-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44334.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 42 46 57 rVB 92237 133551 2.13% 0.208%
2 3.640 92 94 103 rBV 87944 137673 2.20% 0.215%
3 3.781 114 118 132 rBV 227334 377901 6.04% 0.589%
4 4,093 169 171 180 rvB3 12974 19686 ©0.31% 0.031%
5 6.016 493 498 504 rBV 13252 24096 0.38% 0.038%
6 6.916 649 651 657 rVB7 3817 6297 0.10% 0.010%
7 7.092 674 681 694 rBV 1194383 1915862 30.61% 2.987%
8 7.269 704 711 724 rBV 1041055 1636200 26.14% 2.551%
9 7.451 734 742 750 rBV 1189193 1877464 29.99% 2.928%
106 7.928 814 823 830 rBV 613645 963108 15.39% 1.502%
11 8.022 836 839 844 rVB3 8421 13351  0.21% 0.021%
12 8.639 936 944 957 rBV 1447946 2344808 37.46% 3.656%
13 9.098 1014 1022 1034 rBV 1096149 1826859 29.19% 2.849%
14  9.263 1045 1050 1055 rVB9 12041 21291 0.34% 0.033%
15 9.486 1081 1088 1093 rBV3 13311 23477 0.38% 0.037%
16 9.680 1115 1121 1132 rBV 52481 93351 1.49% 146%

17 9.816 1136 1144 1154 rBV 895698 1477434 23.60%
18 10.351 1227 1235 1247 rBV 1318477 2245984 35.88%

WNWNo
vl
[
N
R

19 10.733 1291 1300 1307 rBV 843872 1433465 22.90% 235%
20 10.880 1314 1325 1345 rBV 1270673 2328523 37.20% 631%
21 11.304 1394 1397 1405 rBV9 9907 20797 ©.33% 0.032%
22 11.492 1421 1429 1436 rBV 98174 200187 3.20% 0.312%
23 12.163 1539 1543 1547 rVB5 4300 6970 0.11% 0.011%
24 12.280 1558 1563 1565 rVV5 9516 15562 ©.25% 0.024%
25 12.321 1565 1570 1578 rVB2 26451 44308 0.71% 0.069%
26 12.933 1669 1674 1677 rVB7 4390 6847 0.11% 0.011%
27 13.198 1711 1719 1723 rBV9 4884 11078 ©.18% 0.017%
28 13.398 1749 1753 1760 rVB6 8470 13532  0.22% 0.021%
29 13.474 1760 1766 1773 rBV2 24291 41924 0.67% ©.065%
30 13.539 1775 1777 1782 rVB5 4453 7027 0.11% 0.011%

31 13.992 1846 1854 1862 rBV 2381658 3305676 52.81%
32 14.262 1890 1900 1911 rBV 2833752 4218679 67.40%
33 14.480 1931 1937 1939 rBV6 5166 7193 0.11%
34 14.568 1944 1952 1960 rBV 1243791 1850248 29.56%
35 14.774 1980 1987 2010 rBV 807854 1724016 27.54%
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[
=
=
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36 14.998 2021 2025 2028 rVB6 9888 15662 ©.25% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

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-BM022324.MA.M
Title : SVOA CALIBRATION
37 15.227 2062 2064 2070 rVB7 3602 6525 0.10% ©0.010%
38 15.374 2084 2089 2092 rBvV3 9447 11575 0.18% 0.018%
39 15.433 2096 2099 2101 rVB4 5710 6941 0.11% 0.011%
40 15.562 2114 2121 2133 rBV 3592573 5101835 81.51% 7.955%
41 15.686 2136 2142 2153 rVV 1109813 1521111 24.30% 2.372%
42 15.804 2158 2162 2169 rVB5 17039 27810 0.44% 0.043%
43 15.939 2181 2185 2188 rBV6 4075 6486 0.10% 0.010%
44 16.133 2213 2218 2220 rBV6 5280 8575 0.14% 0.013%
45 16.286 2242 2244 2249 rBV5 5691 8531 ©0.14% 0.013%
46 16.351 2252 2255 2261 rVB7 12505 16763 0.27% 0.026%
47 16.727 2316 2319 2323 rVB6 8979 12028 0.19% 0.019%
48 16.992 2360 2364 2369 rBvV7 4326 7377 0.12% 0.012%
49 17.092 2377 2381 2386 rBv4 8195 15450 0.25% 0.024%
50 17.321 2412 2420 2427 rBV 1494693 2173251 34.72% 3.389%
51 17.421 2429 2437 2447 rBV 3754427 5392365 86.15% 8.408%
52 17.715 2481 2487 2497 rBV 14677 37025 0.59% 0.058%
53 17.839 2502 2508 2509 rBV5 6440 8785 0.14% 0.014%
54 18.009 2533 2537 2543 rVB4 18265 25417 0.41% 0.040%
55 18.233 2569 2575 2584 rBV 447309 659947 10.54% 1.029%
56 18.533 2622 2626 2629 rBV5 6374 8509 0.14% 0.013%
57 18.662 2644 2648 2654 rBV5 17580 24117 ©0.39% 0.038%
58 18.897 2685 2688 2694 rVB6 8602 12931 0.21% 0.020%
59 19.280 2749 2753 2758 rBV 47350 67677 1.08% 0.106%
60 19.350 2761 2765 2770 rBV 42295 77062 1.23% 0.120%
61 19.392 2770 2772 2777 rVB6 17972 23745 0.38% 0.037%
62 19.515 2788 2793 2801 rBV 165299 229345 3.66% 0.358%
63 19.715 2821 2827 2836 rBV 4624501 6257287 99.97% 9.757%
64 19.780 2836 2838 2843 rVB5 12134 14554 0.23% 0.023%
65 20.256 2916 2919 2920 rBV3 14722 16028 0.26% 0.025%
66 20.286 2922 2924 2927 rVB3 24618 22802 0.36% 0.036%
67 20.780 3006 3008 3012 rVB 35722 36651 ©.59% 0.057%
68 21.250 3083 3088 3103 rBV 437365 774842 12.38%  1.208%
69 21.515 3128 3133 3146 rBV 1687810 2395104 38.26% 3.735%
70 21.697 3162 3164 3168 rVB3 50078 56149 0.90% ©0.088%
71 23.774 3509 3517 3531 rBV2 3093846 6259439 100.00% 9.760%

72 23.927 3537 3543 3553 rVB 1170641 2416818 38.61% 3.769%

Sum of corrected areas: 64130944

SFAM-EPA-BM@22324.MA.M Tue Feb 27 17:42:11 2024 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS vial : 11 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: BM044334.D\data.ms
4000000
3000000
2000000
8.639
9%5 451 10.351 10.880
1000000 9.816 10.73
7928
81
0 3.358.640°, 003 6.016 6.91 2684868 L 1188492
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\ \\\\’\\\\ \\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 6. 7.00 750 8.00 8.5 .0 9.50 10.00 10 50 11.00 11.50
Abundance TIC: BM044334.D\data.ms
19.Y15
4000000 17421
15.562
3000000 14.262
13.992
2000000
17.321
14.568 15.686
1000000 4774
18.233 L
oL 1ZWEN 12933 198839 44 0 4 BB 1@!89&85116 72&9@9 lem@ogf@msgﬁm% 780 Z0Z5H
B I e e e B e e e e e e e e e o e e e e e e
Time--> 12.00 12,50 13.00 13.50 14.00 14. 50 15. OO 15.50 16. OO 16. 50 17. 00 17. 50 18.00 18. 50 19. 00 19.50 20.00
Abundance TIC: BM044334.D\data.ms
4000000
23.774
3000000
2000000 21.515
23.927
1000000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 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@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS vial : 11 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.
3.640 2.86 ng/ul 137673  1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 80
2 Propylene Glycol 76 C3H802 000057-55-6 72
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 50
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
Abundance  Scan 94 (3.640 min): BM044334.D\data.ms (-92) (-) m/z 45.00 100.00%
45.0
5000 (L
o REEENNER RS
‘ 83.9 3.40 3.60 3.80 4.00
Ol el i e 21501469 177.9 2089 sz 42,95  17.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 UL L L I BN L
3.40 3.60 3.80 4.00
m/z 61.00 6.84%
0\\\1\9“.9\“\\““1‘\\\“\\\\-‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1085: Propylene Glycol
45.0
3.40 3.60 3.80 4.00
5000 m/z 44.00 5.78%
0\}ﬁ:?\‘l“u“l‘u\“‘\\7\6\"0\\”‘\”\‘u\\‘uu,uu‘uu‘uu W\M\MAJLNA/M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol  EARmmEEE
45.0 3.40 3.60 3.80 4.00
m/z 56.95 2.96%
5000
19.0
bkl e 80
m/z--> 20 40 60 80 100 120 140 160 180 200 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@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS vial : 11 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 2 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.492 2.79 ng/ul 200187 Naphthalene-d8 10.733
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 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
Abundance Scan 1429 (11.492 min): BM044334.D\data.ms (-1421) (- m/z 94.00 100.00%
94.0
5000 /L
45.0 ‘ 152.1 11.50
119.0
Obrrr kil L8BOL MO0 | 2069 7760 23.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11 50
152.0 m/z 152.05 14.57%
45 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
L
11.50
5000 m/z 77.95 13.53%
39.0 o0 152.0
OV WL ) meo ]
O‘HMW‘MNNHMJ“‘W ‘W‘MH“H‘,H“,H“W“W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30125: 1-Phenoxypropan-2-o
94.0 11 50
m/z 108.00  13.34%
5000
45.0 152.0
L N7 LT S
m/z--> 20 40 60 80 100 120 140 160 180 200 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS vial : 11 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 2

R.T. EstConc Area Relative to ISTD R.T.
18.233  6.07 ng/ul 659947 Phenanthreme-dio 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

1

2 n-Hexadecanoic ac
3 n-Hexadecanoic ac
4 n-Hexadecanoic ac
5 Tridecanoic acid

id 256 C16H3202
id 256 C16H3202
id 256 C16H3202

214 C13H2602

000057-10-3 99
000057-10-3 99
000057-10-3 98
000638-53-9 94

Abundance Scan 2575 (18.233 min): BM044334.D\data.ms (-2569) (- | m/z 73.00 100.00%
73.0
5000
129.0
= 7
711 2131 18.00 18.50
35 I | %61 3411
0! e Lo S O O m/z 60.00 84.74%
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
5000 256.0 T T
129.0 18.00 18.50
3.0 213.0 m/z 43.85 80.51%
‘ 171.0
Ot ‘\“h“ M‘ = \“‘\ \‘\‘\H P L L B B
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
= ==
18.00 18.50
5000 129.0 m/z 57.05 67.34%
171.0 213.0 256.0
oL— ‘ m\h”wﬂ‘\h\ \ ‘ “‘ \““\H“\HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —p— =
256.0 18.00 18.50
m/z 55.05 66.26%
5000
129.0
213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 350 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@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS vial : 11 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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.250 6.47 ng/ul 774842  Chrysene-di12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Hexacosene 364 C26H52 018835-33-1 94

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

Abundance Scan 3088 (21.250 min): BM044334.D\data.ms (-3083) (- | m/z 57.05 100.00%

57.0
5000
111 A\
‘ —

21.00 21.50
2070 2811
ob4k Whhkl5§1 e SALS 429 ny; 43,05 82.00%

miz--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0

5000 o =
11.0 21.00 21.50

m/z 55.05 81.93%

169 0 238 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275085: Octadecy! trifluoroacetate
57.0
=

o

21.00 21.50
5000 m/z 83.05 76.94%
0 \‘ I ‘ \ “ ﬂ 168 0 25?02970 348.0
H“ R e e AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate e e
57.0 21.00 21.50

m/z 69.00 67.26%

5000 k
169 0
0 \‘ | ‘\ A 23\8 0283.0 434.1 : i : T

\‘\ ‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 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@44334.D

Acqg On : 26 Feb 2024 16:18
Operator : MA/JU

Sample : P1442-23

Misc

ALS Vvial : 11 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 2.9 ng/ul 137673 1 7.928 963108 20.0
1-Phenoxypropan... 11.492 2.8 ng/ul 200187 2 10.733 1433470 20.0
n-Hexadecanoic ... 18.233 6.1 ng/ul 659947 4 17.321 2173250 20.0
Heptadecyl hept... 21.250 6.5 ng/ul 774842 5 21.515 2395100 20.0
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