LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc :

ALS Vvial : 22 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-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43405.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 30 34 47 rvB 177387 244562 1.13% 0.148%
2 3.669 79 82 85 rBv 264830 381632 1.76% 0.232%
3  3.71e 86 89 102 rVB 300275 583441 2.69% 0.354%
4 3.810 102 106 133 rVB 2142811 3340226 15.40% 2.027%
5 4.298 137 189 192 rBV 2547741 21688768 100.00% 13.162%
6 4.863 278 285 297 rVB 168391 273614 1.26% 0.166%
7 4.993 301 307 313 rVWW 102830 157131 ©.72% 0.095%
8 5.075 317 321 330 rVB 20844 38241 0.18% 0.023%
9 5.287 350 357 364 rVB 456158 702709 3.24% 0.426%
106 5.428 376 381 385 rBV 42926 64296 ©0.30% 0.039%
11 6.063 484 489 496 rVB2 34921 55711 0.26% 0.034%
12 6.981 640 645 650 rBv 53322 87589 0.40% 0.053%
13  7.157 668 675 688 rVB 2830466 4605780 21.24%  2.795%
14 7.334 698 705 717 rVB 2182887 3486516 16.08% 2.116%
15 7.522 729 737 747 rBV 2682379 4323613 19.93% 2.624%
16 7.616 747 753 758 rVW2 22496 41751 0.19% 0.025%
17 7.992 810 817 827 rBV 2040333 3284767 15.15% 1.993%
18 8.075 827 831 838 rVB2 35902 66624 0.31% 0.040%
19 8.704 929 938 945 rBV 3408456 5556115 25.62% 3.372%
20 8.763 945 948 954 rVB2 29859 46088 0.21% ©0.028%
21  9.163 1008 1016 1028 rBV 2530478 4347590 20.05% 2.638%
22 9.545 1074 1081 1089 rBV2 23031 46603 0.21% 0.028%
23 9.733 1106 1113 1123 rBV 154282 243309 1.12% 0.148%
24  9.886 1130 1139 1152 rBV 2245079 3692213 17.02%  2.241%
25 10.022 1157 1162 1167 rBV5 14251 29111 0.13% 0.018%

26 10.422 1221 1230 1242 rBV 3183264 5342033 24.63%
27 10.804 1284 1295 1304 rBV 2743906 4727188 21.80%
28 10.945 1311 1319 1336 rBV 3188861 5459153 25.17%

OO WNW
w
iy
w
R

29 11.351 1380 1388 1395 rBvV4 50399 127447 0.59% 077%
30 11.551 1414 1422 1433 rBV 203577 380499 1.75% 231%
31 11.710 1446 1449 1459 rVB 10796 23572 0.11% 0.014%
32 12.216 1528 1535 1542 rBV2 40076 66105 0.30% 0.040%
33 12.380 1559 1563 1570 rVB2 52217 87117 ©0.40% 0.053%
34 12.598 1592 1600 1604 rBV2 26448 50810 ©.23% 0.031%
35 13.021 1667 1672 1680 rVBS8 13298 26606 ©.12% ©0.016%
36 13.451 1735 1745 1748 rBV 52877 91920 0.42% 0.056%

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:51:02 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc :

ALS Vvial : 22 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-BM121523.MA.M
Title : SVOA CALIBRATION
37 13.521 1754 1757 1763 rVB 24043 35985 0.17% 0.022%
38 13.604 1765 1771 1778 rVV7 13227 29370 0.14% 0.018%
39 14.045 1838 1846 1855 rVV 4818133 6710978 30.94% 4.073%
40 14.321 1886 1893 1904 rVB 5725659 8661516 39.94% 5.256%
41 14.621 1936 1944 1952 rBV 3588536 5391299 24.86% 3.272%
42 14.821 1970 1978 1995 rBV 2325576 3675094 16.94% 2.230%
43 15.039 2009 2015 2024 rVB7 32489 69386 ©0.32% 0.042%
44 15.615 2106 2113 2127 rVB 6743290 9618747 44.35% 5.837%
45 15.733 2127 2133 2145 rBV 1889302 2607445 12.02%  1.582%
46 15.851 2147 2153 2162 rVB2 34804 71653 0.33% 0.043%
47 16.327 2228 2234 2241 rVB8 16073 33286 ©0.15% 0.020%
48 16.392 2241 2245 2251 rVB5 27090 43877 0.20% 0.027%
49 16.556 2269 2273 2276 rBv4 15758 26810 0.12% 0.016%
50 16.821 2314 2318 2324 rVB2 19444 35067 0.16% 0.021%
51 17.127 2366 2370 2373 rBV5 17872 26788 0.12% 0.016%
52 17.368 2404 2411 2417 rBV 3640405 5142590 23.71% 3.121%
53 17.468 2420 2428 2437 rVV 6485155 8989764 41.45% 5.456%
54 17.562 2441 2444 2449 rVWW5 35800 46913 0.22% 0.028%
55 17.751 2471 2476 2484 rVB4 45477 77062 0.36% 0.047%
56 18.039 2522 2525 2530 rVB7 17082 25510 0.12% 0.015%
57 18.268 2558 2564 2579 rBV 890624 1469678 6.78% 0.892%
58 18.598 2616 2620 2625 rVB6 27197 42569 0.20% 0.026%
59 18.698 2633 2637 2641 rVB 78441 94767 0.44% 0.058%
60 19.315 2738 2742 2748 rBV3 71311 100116 0.46% 0.061%
61 19.392 2750 2755 2758 rBV2 96500 149241 0.69% 0.091%
62 19.539 2775 2780 2791 rBV 209523 376722 1.74% 0.229%
63 19.750 2810 2816 2823 rBV 6623145 8731934 40.26% 5.299%
64 19.803 2823 2825 2830 rVB2 39515 44365 0.20% 0.027%
65 20.268 2901 2904 2908 rBV2 106417 146246 ©0.67% ©0.089%
66 20.303 2908 2910 2915 rVB2 71984 77564 0.36% 0.047%
67 20.756 2984 2987 2990 rBV 105915 109269 0.50% 0.066%
68 20.797 2992 2994 2998 rVB 92805 103851 0.48% 0.063%
69 21.256 3068 3072 3082 rBV 1399659 1993643 9.19% 1.210%
70 21.439 3091 3103 3116 rBV 2208563 8064005 37.18% 4.894%
71 21.539 3116 3120 3133 rVB2 3308032 4618200 21.29% 2.803%
72 21.715 3147 3150 3155 rVB 127000 146745 0.68% 0.089%
73 22.197 3227 3232 3244 rVB4 249713 552222 2.55% 0.335%
74 23.809 3499 3506 3517 rVB2 4401854 8332449 38.42% 5.057%
75 23.968 3526 3533 3542 rVB 2192957 4540022 20.93% 2.755%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M

Title : SVOA CALIBRATION

Sum of corrected areas: 164783198

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:51:02 2023



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043405.D\data.ms
6000000
5000000

4000000

8.704 10.422 10.945

3000000 7.157
. 7.522 0.163 10.80

3.810 7334 599s 9.886

5.287

2000000
1000000
ﬁgf]\ 48%935b.428  6.063 6.98 616 8l075 763 9.595 3.022 113890710

0\‘\\\\7‘\\\\‘\\\\‘\7\\7\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM043405.D\data.ms
15.615 17.468 19.750

6000000 14.321
5000000 14.045

4000000 14.621 17.368

3000000
4.821

2000000 15.733

1000000 18.268
12 7A@8059813.021 13316804 5.039 k 851 1563B9856.8217.1 JL?LSQQ?&B.%Q 198698 1999579 803 20288

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM043405.D\data.ms

6000000
5000000 23.809
4000000 21.539

3000000 21.439 23.968

2000000 21.25

1000000 22.197
1 715
D785/

0\\\‘\\\\ L s ) L L L L I Y L

Time--> 21.00 21. 50 22.00 2250 23.00 2350 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\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22

Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: SVOA CALIBRATION

TIC Library : 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 1 Propylene Glycol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.669 2.32 ng/ul 381632 1,4-Dichlorobenzene-d4 7.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
4 2-Propanol, 1-hydrazino- 90 C3H10N20 018501-20-7 9
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance  Scan 82 (3.669 min): BM043405.D\data.ms (-79) (-) m/z 45.10 100.00%
45.1
5000 A\\
“w“u“u“u“_“
' 3.40 3.60 3.80 4.00
ol 1760 1210 1631 207.0  281. /7 43,10  20.66%
miz-> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 U L B R
3.40 3.60 3.80 4.00
m/z 44.05 5.86%
0l159] ‘ 176.0
T T T \ ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1091: R-(-)-1,2-propanediol
45.0
R E EEAREEEEE
3.40 3.60 3.80 4.00
5000 m/z 61.10 5.60%
15.0 ‘
i
miz--> 50 100 150 200 250
Abundance #1093: (S)-(+)-1,2-Propanediol b et T e
45.0 3.40 3.60 3.80 4.00
m/z 42.10 3.44%
5000
0150 : 75.0 ’ ‘ ‘ ‘
O e e —— T T e
m/z--> 50 100 150 200 250 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Propanoic acid, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.710 3.55 ng/ul 583441 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64

4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 38
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 37

Abundance  Scan 89 (3.710 min): BM043405.D\data.ms (-86) (-) m/z 43.10 100.00%

43.1

5000

-

73.1
T T T T
3.40 3.60 3.80 4.00
Ol b i 115:0_ 1550 2070 267.C . 4110 56.99%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 TT T T T [T T[T i TTTT]
73.0 3.40 3.60 3.80 4.00
‘ m/z 73.10  39.17%
O]\-ﬁle‘”\\“iw\\‘\i\\‘\‘\‘\!H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2317: Propanoic acid, 2-methyl-
43.0 k
T
3.40 3.60 3.80 4.00
5000 m/z 39.10 21.01%

m/z--> 20 40 60 80 100120140160180200220240260

Abundance #2320: Propanoic acid, 2-methyl- R AERRRE
43.0 3.40 3.60 3.80 4.00

m/z 42.10 11.98%

o
~
w
o

5000 73.0

—

015'0\‘\\ m [ ‘

m/z--> 20 40 60 80 100120140160 180200220240260 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Butanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,298 132.06 ng/ul 21688800 1,4-Dichlorobenzene-d4 7.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 90
3 Butanoic acid 88 (C4H802 000107-92-6 86
4 Butanoic acid 88 (C4H802 000107-92-6 80
5 Pentanoic acid 102 C5H1002 000109-52-4 45
Abundance Scan 189 (4.298 min): BM043405.D\data.ms (-137) (-) m/z 60.05 100.00%
60.0
5000 /\\
e
3# 88.0 4.00 4.20 4.40 4.60
Obrrrpedlll byl P90 1308 165.0 2070 sz 73.e5  31.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid
60.0
5000 LI L B N B B
4.00 4.20 4.40 4.60
27.0 m/z 41.10 25.29%
0’88.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2273: Butanoic acid
60.0
e
4.00 4.20 4.40 4.60
5000 m/z 42.05 24 .44%
27.0
o 3.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2269: Butanoic acid A B N N
60.0 4.00 4.20 4.40 4.60
m/z 45.05 18.90%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.268 5.72 ng/ul 1469680  Phenanthrene-d10 17.368
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2564 (18.268 min): BM043405.D\data.ms (-2558) (- | m/z 73.05 100.00%

73.0
5000
129.1
50

213.2 T
171.1 ‘ 256.3 18.00 18.50
!

wh\“ i w355y 43.e5  95.34%

ol 38

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid AK\VJmA
60.0
5000 129.0 =1 1
18.00 18.50
171.0 213.0 256.0 m/z 60.10 86.46%
oLl “ \‘\\h“‘\ M‘n} “ ‘ “‘ “ “‘ \‘ “\‘\‘ ; ‘\‘ I I
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0 — _— A
18.00 18.50
5000 m/z 57.10 71.62%
129.0
3.0 213.0
‘ 171.0 ‘
ol “\ “ \\}‘““‘\M} ‘\\“‘ “ “‘u\‘ T~ “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid = T
43.0 18.00 18.50
m/z 41.10 71.17%
5000 256.0
129.0
3.0 213.0
‘ ‘ 171.0
Y I 1 ) _— —
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\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.256 8.63 ng/ul 1993640  Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3072 (21.256 min): BM043405.D\data.ms (-3068) (- | m/z 57.10 100.00%
57.1

)
5000
111.1

ol b LLELy ST 28013364 4019 471 .., 4319  98.90%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.
7.0

5000 — —
21.00 21.50

m/z 55.10  92.23%

0 53.0 210.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0

T T
21.00 21.50

5000 Lo m/z 83.10  81.54%
ol klhLLLL 02220 080
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol = 1
83.0 21.00 21.50

m/z 69.10 76.20%

5000
29. ‘ 1{39.0
\h 1 H \‘\ ‘L h I \\1960 280.0

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Sesquirosefuran Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.439  34.92 ng/ul 8064010 Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 99
2 Sesquirosefuran 218 C15H220 039007-93-7 84
3 Friedelan-3-one 426 C30H500 000559-74-0 64
4 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 60
5 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 53
Abundance Scan 3103 (21.439 min): BM043405.D\data.ms (-3091) (- | m/z 69.10 100.00%
69.1
123.1
5000
—
LT e e
oL “‘\‘ “l‘\“”‘\w‘”““ | \\I \“\ hl 1‘| i m \‘:‘3‘4‘1“2”“ 4761 m/z 95.10 81.92%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #316504: Friedelan-3-one
69.0
125.0
5000 205.0 él‘Sd
273.0 :
426.0
} { } m/z 55.10  76.51%
341.0
oL, ‘\L A ‘L.‘\‘\LIJ““ }‘ ii‘i\\“\ﬂu L ‘L IH’m ““‘ }‘ - ‘ manss “x‘ e Raan
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96741: Sesquirosefuran
69.0
—
21.50
5000 123.0 m/z 109.10  68.41%
175.0
0 HH‘H"” MM,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316502: Friedelan-3-one —
69.0 21.50
m/z 81.10 68.26%
123.0
5000
205.0 273.0
o8 o‘ | ‘UH L ‘N\wm“ | M Ly “h‘ |30 ‘L o .
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.197 2.39 ng/ul 552222  Chrysene-d12 21.538
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3232 (22.197 min): BM043405.D\data.ms (-3227) (- | m/z 55.10 100.00%
55.1
5000 U\WN
111.1
—— —
\ | 207 ’ 296.1 356.1 416.0 476.2 22,99 2250
- WM“M‘-‘mu_HwmH"HH‘u'm_nwww m/z 83.05 93.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —r— —
22.00 22.50
111.0 m/z 43.10 90.55%
0 \‘\ | ” ‘ | ,167.0 223.0 280.0
\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0
—— —
22.00 22.50
5000 111.0 m/z 97.10 83.59%
o Ml e aeo LJL\N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol T —
57.0 22.00 22.50
m/z 57.10  82.74%
111.0
5000
ol LLLLLL] ) 467022202780 3780
H“_“‘_"w“‘w“‘w“H“‘H“‘H“H“‘H“ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43405.D

Acqg On : 18 Dec 2023 22:22
Operator : MA/JU

Sample : 05807-05

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 3.669 2.3 ng/ul 381632 1 7.992 3284770 20.0
Propanoic acid,... 3.710 3.5 ng/ul 583441 1 7.992 3284770 20.0
Butanoic acid 4,298 132.1 ng/ul 21688800 1 7.992 3284770 20.0
n-Hexadecanoic ... 18.268 5.7 ng/ul 1469680 4 17.368 5142590 20.0
Trichloroacetic... 21.256 8.6 ng/ul 1993640 5 21.538 4618200 20.0
Sesquirosefuran 21.439 34.9 ng/ul 8064010 5 21.538 4618200 20.0
(DEL) Alkane: S... 22.197 2.4 ng/ul 552222 5 21.538 4618200 20.0
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