LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

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_ N\Methods\SFAM-EPA-BN©81424.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@33388.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.081 14 16 22 rVB5 9004 12084 0.12% 0.012%
2 3.158 25 29 38 rVB 70258 94502 0.96% 0.091%
3 3.405 67 71 86 rBV 169587 264342  2.69%  0.255%
4  3.540 990 94 110 rBV 705125 1076473 10.97% 1.038%
5 3.863 145 149 154 rVB 14442 20231 0.21% 0.020%
6 4.752 294 300 306 rBv4 10056 18056 0.18% 0.017%
7 4.969 332 337 342 rBV7 5234 9999 0.10% 0.010%
8 5.693 456 460 467 rBV 24651 36979 0.38% 0.036%
9 6.516 596 600 607 rVB7 6569 10282 0.10% 0.010%
106 6.575 607 610 616 rBV5 9344 15648 0.16% 0.015%
11 6.752 631 640 649 rBV 1599208 2431492 24.77%  2.345%
12 6.875 655 661 662 rBvV 28059 37901 0.39% 0.037%
13 6.916 662 668 678 rVB 1246135 1848587 18.84% 1.783%
14 7.104 693 700 709 rBV 1507493 2339699 23.84%  2.256%
15 7.181 709 713 723 rVB 56747 97463 0.99% 0.094%
16 7.569 771 779 787 rVB 1323550 2027671 20.66% 1.955%
17 7.646 787 792 799 rVB4 21968 33896 ©0.35% 0.033%
18 7.928 837 840 847 rBVS 6538 12124 0.12% 0.012%
19 8.275 891 899 908 rBV 2040058 3201704 32.62% 3.088%
20 8.710 962 973 983 rBV 1458930 2326337 23.70% 2.243%
21 8.899 1000 1005 1008 rBV5 6000 10637 0.11% 0.010%
22 9.193 1051 1055 1064 rVB3 9782 18157 0.18% 0.018%
23 9.293 1064 1072 1078 rBvV 131104 199303 2.03% 0.192%
24  9.428 1086 1095 1102 rBV 1083251 1771311 18.05% 1.708%
25 9.663 1130 1135 1143 rVBS8 8371 16162 ©0.16% 0.016%

26 9.957 1177 1185 1195 rBV 1970988 3253063 33.15%
27 10.134 1212 1215 1220 rVB7 7449 11408 0.12%
28 10.334 1240 1249 1256 rBV 2017215 3302716 33.65%
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29 10.469 1264 1272 1282 rBV 1169274 1928777 19.65% 860%
30 10.804 1323 1329 1337 rVB 8858 18850  0.19% 018%
31 10.893 1339 1344 1350 rBvV 83036 125249 1.28% ©0.121%
32 11.081 1369 1376 1383 rBV 452719 759987 7.74%  0.733%
33 11.140 1383 1386 1391 rVB7 9187 15945 0.16% 0.015%
34 11.245 1399 1404 1409 rBV5 8380 16019 0.16% 0.015%
35 11.851 1501 1507 1511 rBV4 6398 10655 0.11% ©0.010%
36 11.934 1514 1521 1526 rBV 42423 70608 ©.72% 0.068%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

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_ N\Methods\SFAM-EPA-BN©81424.MA.M
Title : SVOA CALIBRATION
37 13.069 1708 1714 1717 rBV4 9138 13019 0.13% 0.013%
38 13.634 1803 1810 1816 rBV 3574068 4914144 50.07% 4.739%
39 13.898 1848 1855 1864 rBV 4169320 6032105 61.46% 5.817%
40 14.151 1893 1898 1901 rBv4 9118 12284 0.13% 0.012%
41 14.210 1901 1908 1915 rBV 3272767 4674686 47.63% 4.508%
42 14.410 1932 1942 1946 rBV 1560768 2182767 22.24% 2.105%
43 14.445 1946 1948 1949 rvwV 206865 204401 2.08% 0.197%
44 14.463 1949 1951 1963 rVB 230681 315237 3.21% 0.304%
45 14.639 1977 1981 1989 rVB6 13991 28672 0.29% 0.028%
46 14.739 1993 1998 2009 rVB 27654 62894 0.64% 0.061%
47 15.045 2047 2050 2056 rVB3 12172 15954 0.16% 0.015%
48 15.210 2071 2078 2087 rBV 5264483 7457461 75.98% 7.192%
49 15.322 2091 2097 2109 rVV 1037458 1427447 14.54% 1.377%
50 15.410 2109 2112 2115 rVV 14252 21828 0.22% 0.021%
51 15.445 2115 2118 2123 rVB 28759 41756 0.43% 0.040%
52 15.669 2154 2156 2161 rVB6 7601 10380 0.11% 0.010%
53 15.786 2172 2176 2182 rVBS 9794 17359 0.18% 0.017%
54 15.975 2204 2208 2211 rBV 16762 23466 0.24% 0.023%
55 16.328 2264 2268 2270 rBV5 7066 9902 0.10% 0.010%
56 16.392 2277 2279 2283 rVB5 9935 11273 0.11% 0.011%
57 16.557 2302 2307 2310 rBV4 14256 20573 0.21% 0.020%
58 16.639 2318 2321 2324 rVB5 8398 9926 0.10% 0.010%
59 16.716 2329 2334 2336 rBV6 17119 27375 0.28% 0.026%
60 16.769 2340 2343 2346 rVB2 13069 14262 0.15% 0.014%
61 16.957 2369 2375 2382 rBV 3832168 5582945 56.88% 5.384%
62 17.057 2386 2392 2404 rVB 5811492 8193919 83.49% 7.902%
63 17.163 2406 2410 2414 rBV4 39168 52297 0.53% 0.050%
64 17.345 2436 2441 2454 rVB4 30130 63007 0.64% 0.061%
65 17.510 2466 2469 2471 rBV3 8253 10110 ©0.10% ©0.010%
66 17.675 2494 2497 2502 rVB2 26930 34121 0.35% 0.033%
67 17.892 2529 2534 2543 rBV 579259 834653 8.50% 0.805%
68 18.180 2579 2583 2589 rVB 46251 74254 0.76% 0.072%
69 18.763 2679 2682 2687 rVB6 24887 36733 0.37% 0.035%
70 18.922 2705 2709 2714 rVB2 83435 114226 1.16% 0.110%
71 18.992 2716 2721 2724 rBV 103500 148440 1.51% 0.143%
72 19.027 2724 2727 2730 rVB2 32457 41426 0.42% 0.040%
73 19.186 2749 2754 2760 rBV 173691 248437 2.53% 0.240%
74 19.363 2777 2784 2790 rBV 7147821 9814621 100.00%  9.465%
75 19.421 2790 2794 2798 rVV 259151 336280 3.43% 0.324%

76 20.921 3045 3049 3055 rBV 573959 801728 8.17% ©.773%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

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_N\Methods\SFAM-EPA-BN081424.MA.M
Title : SVOA CALIBRATION

77 21.192 3089 3095 3109 rVB2 4461926 6280281 63.99% 6.056%
78 23.321 3452 3457 3470 rVB2 128994 307147  3.13% ©.296%

79 23.833 3535 3544 3559 rVB 4016088 9528530 97.09% 9.189%
80 24.021 3568 3576 3588 rVB 2608640 6200014 63.17% 5.979%

Sum of corrected areas: 103696657
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©81424\
BN©33388.D

: 14 Aug 2024 19:13

: MA/JU

. P3481-02

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

6000000
5000000
4000000
3000000

2000000

9.428 1p.469
1000000 3.540
11.081
3;3@%3 863 478069 5693 6. 181 7645928 899%§ 66310.13 1@%9&@4?.@5 1158934

Abundance TIC: BN033388.D\data.ms
7000000

8.275 9.9510.334
27 104 - oo 8.710
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.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.
3.405 2.61 ng/ul 264342 1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9

Abundance  Scan 71 (3.405 min): BN033388.D\data.ms (-67) (-) m/z 45.05 100.00%

45.0
5000 (k
R ARRREREEE S
3.20 3.40 3.60 3.80
ol 720 18291628 207.0  28LU /745,95  19.00%
miz-> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 LA L L L B R
3.20 3.40 3.60 3.80
m/z 61.00 5.98%
0189 | 760
T 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 #1093: (S)-(+)-1,2-Propanediol
45.0
A A
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.96%
o224 120 P/\J\/\/\/\/J\VM/»W
e — — —
miz--> 50 100 150 200 250
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R ARARan R
45.0 3.20 3.40 3.60 3.80
m/z 41.95 3.28%
5000
ol —dliy %0 SR | N AN
m/z--> 50 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.MA.M
Quant Title : 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 2 1-Phenoxypropan-2-ol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.081 4.60 ng/ul 759987  Naphthalene-d8 10.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l
2 1-Phenoxypropan-2-ol
3 1-Phenoxypropan-2-o0l
4 1-Propanol, 3-phenoxy-
5 1-Phenoxypropan-2-ol

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202

000770-35-4 96
000770-35-4 96
000770-35-4 95
006180-61-6 93
000770-35-4 91

Abundance Scan 1376 (11.081 min): BN033388.D\data.ms (-1369) (- | m/z 94.00 100.00%
94.0
5000
T \
45.0 ‘ 152.1 1100
m ‘\ AL Ll [ 20m0 s ;
ol— e AR AR A m/z 77.00 26.23%
m/z--> 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000 11 00 \
152.0 m/z 152.0 15.98%
45.0 ‘ ‘
O \ T \‘ ‘\““ ‘ 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
\
1100
5000 m/z 77.95 15.95%
39.0 ‘ 152.0
ol il M\‘ L ‘\ L ““ s
m/z--> 100 150 200 250
Abundance #30125: 1-Phenoxypropan-2-ol
94.0 1100
m/z 108.00  14.98%
5000
45.0 152.0
IO E— L
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.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.
17.892 2.99 ng/ul 834653  Phenanthrene-di10 16.957
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2534 (17 892 min): BN033388.D\data.ms (-2529) ( | m/z 73.00 100.00%

5000
129.0

-

213.1 ‘
1711 ‘ 256.1 17.50 18.00
Ll

0 “muxﬁ‘ki‘ﬁ‘\““‘k 2 m/z 43.05  89.47%

mi/z--> 100 150 200 250 300
Abundance #143510 n-Hexadecanoic acid
‘ —
‘ m\h”w
100

5000 129.0 ‘
17.50 18.00

m/z 59.95 87.37%

‘ 1710 21‘30 256.0
\\H u \ ‘ T

O\\\\‘

m/z--> 50 150 260 2%0 360
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
17f50 18f00
5000 ITI/Z 57.05 75.07%
129.0
3.0 213.0
171.0
0! | H\u‘m\ il ‘ “ “ “‘u\‘ “\ - ‘ “ Ce
m/z--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid = —T
43.0 17.50 18.00
m/z 55.00 72.14%
5000 256.0
129.0
3.0 213.0
| o 1T
0““ \‘\\H ‘\H H\ \“““H‘\‘\““““““‘ ‘ - . ‘ ;
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©81424.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.921 2.55 ng/ul 801728 Chrysene-di2 21.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3049 (20.921 min): BN033388.D\data.ms (-3045) (- ' m/z 57.05 100.00%
97.0
5000
21.00
[— ‘ J H\ A % b 2010 3420 /7 55,00 96.23%
miz--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
21.00
m/z 43.05 93.64%
osd LU 1020 22002000
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
—
21.00
5000 m/z 83.05 90.79%
giso L1112 em0 220 500 00
m/z--> 50 100 150 200 250 300 350
Abundance #271371: Bromoacetic acid, hexadecyl ester —
43.0 21.00
3.0 m/z 97.05 80.26%
5000
230
196.0
ol ‘ \““H H‘ | H\ e 2890 —
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81424\
Data File : BN©33388.D

Acqg On : 14 Aug 2024 19:13
Operator : MA/JU

Sample : P3481-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81424.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 3.405 2.6 ng/ul 264342 1 7.569 2027670 20.0
1-Phenoxypropan... 11.081 4.6 ng/ul 759987 2 10.334 3302720 20.0
n-Hexadecanoic ... 17.892 3.0 ng/ul 834653 4 16.957 5582950 20.0
1-Heneicosanol 20.921 2.5 ng/ul 801728 5 21.192 6280280 20.0
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