LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42717.D

Acqg On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

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-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42717.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.181 31 33 39 rVB2 10865 13858 ©.97% 0.137%
2 3.634 107 110 124 rBV 38974 76185 5.36% 0.751%
3 4.675 285 287 290 rBV4 1407 1598 0.11% 0.016%
4 5.598 440 444 447 rVBS 1356 1957 0.14% 0.019%
5 6.069 521 524 527 rBvV2 1270 1795 ©.13% 0.018%
6 6.810 644 650 653 rvwe 2473 4063 0.29% 0.040%
7 7.0106 679 684 694 rBV2 27368 61596 4.33% 0.607%
8 7.134 703 705 708 rvB4 1793 1649 0.12% 0.016%
9 7.187 708 714 726 rBV 119627 227092 15.97% 2.237%
10 7.357 737 743 759 rBV 127357 234688 16.50% 2.312%
11 7.834 818 824 835 rBV 88824 167773 11.80% 1.653%
12 8.104 866 870 872 rVB2 1306 1453 0.10% 0.014%
13 8.557 942 947 962 rBV 77655 169512 11.92% 1.670%
14 8.769 982 983 990 rvvs 856 1633 0.11% 0.016%
15 9.039 1022 1029 1043 rBV 149100 295367 20.77%  2.910%
16 9.522 1107 1111 1114 rBV4 1253 1513 0.11% 015%

17 9.751 1143 1156 1169 rBV 127462 250443 17.61%
18 10.275 1233 1239 1259 rBV2 148359 315521 22.18%
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19 10.404 1259 1261 1264 rVB3 1595 1795 0.13% 018%
20 10.651 1295 1303 1315 rVW 126293 220545 15.51% 173%
21 10.733 1315 1317 1320 rVB4 1321 1428 0.10% ©0.014%
22 10.827 1326 1333 1350 rBV2 94722 247192 17.38%  2.435%
23 12.657 1642 1644 1647 rBV4 1176 1707 0.12% 0.017%
24 13.339 1754 1760 1764 rBV7 3007 5692 0.40% ©.056%
25 13.916 1852 1858 1873 rBV 430587 609314 42.84% 6.003%
26 14.192 1899 1905 1919 rBV 422123 603925 42.46% 5.949%
27 14.492 1947 1956 1965 rBV 196131 287693 20.23%  2.834%
28 14.780 1997 2005 2006 rBV4 5167 9554  0.67% 0.094%
29 14.898 2023 2025 2030 rVB5 1467 1532 0.11% 0.015%
30 15.233 2080 2082 2085 rVB3 1737 1628 0.11% 0.016%
31 15.268 2085 2088 2093 rBV4 1391 2109 0.15% 021%

32 15.486 2119 2125 2137 rBV 545542 783470 55.09%
33 15.633 2144 2150 2162 rBV 196658 314480 22.11%
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34 15.715 2162 2164 2167 rVB4 1515 1574 0.11% 016%
35 15.874 2189 2191 2197 rBvV4 1542 2479  0.17% 024%
36 16.357 2270 2273 2277 rVB4 1027 1488 0.10% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42717.D

Acqg On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

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-BM111323.MA.M
Title : SVOA CALIBRATION
37 16.539 2300 2304 2307 rVB4 1022 1690 0.12% 0.017%
38 17.127 2400 2404 2411 rVB6 2090 3474 0.24% 0.034%
39 17.245 2419 2424 2433 rBV 221575 328299 23.08% 3.234%
40 17.345 2435 2441 2457 rVW 626355 920657 64.73% 9.070%
41 17.586 2480 2482 2484 rBV3 1442 1454 0.10% 0.014%
42 17.839 2523 2525 2528 rBV3 1298 1555 0.11% 0.015%
43 17.874 2528 2531 2534 rVV5 2273 2954 0.21% 0.029%
44 18.103 2561 2570 2585 rBV 72711 163220 11.48% 1.608%
45 18.286 2597 2601 2604 rVB5 1319 1812 ©.13% 0.018%
46 18.362 2610 2614 2617 rVB4 2361 2962 0.21% 0.029%
47 18.515 2635 2640 2641 rBV5S 2155 2793 0.20% 0.028%
48 19.203 2751 2757 2760 rBV4 7382 11893 0.84% 0.117%
49 19.274 2765 2769 2774 rVV2 10556 13978 0.98% 0.138%
50 19.333 2777 2779 2781 rBV3 1744 1441 0.10% 0.014%
51 19.380 2783 2787 2795 rBv4 27404 54794  3.85% 0.540%
52 19.515 2808 2810 2814 rVB4 6061 5800 0.41% 0.057%
53 19.639 2826 2831 2843 rBV 1007920 1363717 95.88% 13.434%
54 20.115 2908 2912 2915 rBV5S 5187 6561 0.46% 0.065%
55 20.333 2948 2949 2950 rBV 4853 2349 0.17% 0.023%

56 21.097 3074 3079 3086 rBV 72976 117110 8.23% 1.154%
57 21.427 3130 3135 3144 rBV 258355 384132 27.01% 3.784%
58 23.638 3504 3511 3526 rBV2 683885 1422260 100.00% 14.011%
59 23.797 3532 3538 3549 rVB 193481 410686 28.88% 4.046%

Sum of corrected areas: 10150892
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 14 Nov 2023 00:24
: MA/JU
. 05016-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
BM@42717.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0

TIC: BM042717.D\data.ms

9.039 10.27
57 . .
708357 _ oo, 6557 9.751 30 .

3.634
3181 4.675 5598 6.069 6.81f k4 8.104 J\\?GQ 9.522 4080.7

Time--> 3.00 350 400 450 500 550 6.00 650 700 7.50 800 850 900 9.50 10.00 10.50 11.00 11.50

Abundance
1000000

800000

600000

400000

200000

TIC: BM042717.D\data.ms
19.639

17.345
15.486

13.918.192

14.492 15.633 17.245

18.103

12.657  13.339 1445085 258 874 16.86539 17.1 75357@91 flgpmpa1s  10BPEPPls  20.205333

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 15,50 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance
1000000

800000

600000

400000

200000

o

TIC: BM042717.D\data.ms

23.638

21.427 23.797

21.097

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BM111323\
Data File : BM@42717.D

Acq On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.104 9.94 ng/ul 163220  Phenanthrene-di0 17.245
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2570 (18.103 min): BM042717.D\data.ms (-2561) (- | m/z 43.10 100.00%
43.1 73.0
5000
129.1
e —
b L ma 7T s
A — ”1“”“““““““ g b 5 m/z 41.e5  90.92%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 S oo
129.0 18.00 18.50
213.0 m/z 73.05 87.80%
‘ H ‘ 171.0 ‘
01‘4‘0 ‘\\ ‘“ Il M\ w“\‘\‘\‘\hh“\ \M it H‘w\ | “‘ “‘ “‘u\‘ A h‘ . “ N
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
T —
18.00 18.50
5000 256.0 m/z 60.10 81.46%
129.0
213.0
Ll fte
0— “‘ M‘M H!‘ ‘H‘H‘ uh“‘ ;\u‘\‘u; e “ “ “‘m‘ i ‘\‘
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid 1 L
60.0 18.00 18.50
m/z 55.10 81.16%
5000 129.0
97.0 1710 2130 256.0
oL ‘M‘H‘H U!‘ “H“‘\‘ Hh“‘\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ “‘ - —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42717.D

Acq On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.380 2.85 ng/ul 54794  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 Trehalose 342 C12H22011 000099-20-7 50
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
5 Octadecanoic acid 284 C18H3602 000057-11-4 49
Abundance Scan 2787 (19.380 min): BM042717.D\data.ms (-2783) (- | m/z 43.05 100.00%
43.0
73.0
5000
129.0
— ——
‘ 1851 2413 9840 19.00 19.50
ob— J”w“,‘ T T I “ A m/z 60.00 86.92%
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 C b
19.00 19.50
1990 2420 m/z 41.05 73.70%
oL W‘H‘H h“ \m Hhu\ ;‘M‘\‘u} “‘ ‘l‘eﬂ‘q“ ‘i S “\‘ —
miz--> 50 100 150 200 250
Abundance #250150: Trehalose
73.0
— ——
19.00 19.50
5000 m/z 73.05 70.71%
43.0
103.0 146.0
oL \‘U\ | JMH“‘L“%‘ u‘\’M pal Ly ‘\H‘ AR ‘2?’5"0‘ —
miz--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid “ T
43.0 73.0 19.00 19.50
' m/z 55.05 66.50%
5000
129.0
H ‘ 171.0 214.0
ol ‘ L\\‘HM‘ h}\\‘”\\hw Iy ‘ S— ‘ - ‘ S s —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42717.D

Acq On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.097 6.10 ng/ul 117110  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 3-Eicosene, (E)- 280 (C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3079 (21.097 min): BM042717.D\data.ms (-3074) (- | m/z 43.05 100.00%

43.0
83.0
5000

——
25.1 21.00 21.50
2090 . :
Y — “‘;““““‘ Mw 1650 A o~ w/z 55.05 90.12%
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0

5000 T
21.00 21.50

m/z 57.10 76.67%

0 19-q} \‘\ | ‘ \H\ {‘ \‘\ \h L 8‘:" 0 222 0 264.0 308.0
L ‘ L T T T ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #161352: 1-Octadecano

55.0

97.0 = :
21.00 21.50
5000 ITI/Z 83.05 70.52%
252.0
0 H‘H$ N\WN:Q,\\M\ TE——
m/z--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol S QA :
55.0 21.00 21.50
97.0 o
m/z 69.10 67.67%
h J’M
o190 | L1 L1 1390 1020 g 2ss0 ) b
m/z--> 50 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42717.D

Acqg On : 14 Nov 2023 00:24
Operator : MA/JU

Sample : 05016-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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|
n-Hexadecanoic ... 18.104 9.9 ng/ul 163220 4 17.245 328299 20.0
Pentadecanoic acid 19.380 2.9 ng/ul 54794 5 21.427 384132 20.0
n-Tetracosanol-1 21.097 6.1 ng/ul 117110 5 21.427 384132 20.0
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