LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

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-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47046.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.022 19 23 29 rVvB 48447 62707 1.10% 0.097%
2 3.281 64 67 80 rBv 147015 195668 3.43% 0.302%
3  3.410 85 89 109 rBV 659669 945805 16.57% 1.460%
4 3,710 136 140 146 rVB 22430 29298 0.51% 0.045%
5 4.587 286 289 291 rvB3 5513 6667 ©0.12% 0.010%
6 5.046 364 367 371 rBV6 3833 6897 0.12% 0.011%
7 5.534 447 450 460 rVB 19919 36498 0.64% 0.056%
8 6.257 576 573 576 rBV5 3661 5844 0.10% 0.009%
9 6.598 625 631 644 rBvV 953256 1512485 26.50% 2.334%
106 6.751 651 657 669 rVB 776216 1178807 20.65% 1.819%
11 6.940 680 689 699 rBV 978258 1497907 26.25% 2.312%
12 7.034 702 705 711 rBV 19801 32072 0.56% 0.049%
13 7.392 760 766 776 rBV 1061942 1657400 29.04% 2.558%
14 7.487 778 782 788 rVB4 15306 28606 0.50% 0.044%
15 7.792 831 834 839 rVB7 3741 6759 0.12% 0.010%
16 8.116 881 889 900 rBV 1226442 1926983 33.76% 2.974%
17 8.539 954 961 972 rBV 951807 1521374 26.66%  2.348%
18 8.716 988 991 997 rVB7 5317 10358 0.18% 0.016%
19 8.981 1032 1036 1043 rVBS5 10718 20548 0.36% 0.032%
20 9.122 1056 1060 1068 rVB 89030 138888 2.43% 0.214%

21 9.251 1074 1082 1096 rBV 822346 1339253 23.47%
22 9.786 1166 1173 1184 rBV 1193474 2017358 35.35%
23 10.151 1228 1235 1245 rVB 1381172 2249800 39.42%
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B

24 10.298 1253 1260 1270 rBV 1202118 2062764 36.14% 184%
25 10.728 1327 1333 1339 rBV2 28252 46539 0.82% 072%
26 10.910 1356 1364 1375 rBV 166074 310937 5.45% ©.480%
27 10.986 1375 1377 1380 rVB4 6179 7262 0.13% 0.011%
28 11.463 1455 1458 1463 rVB7 3447 5849 0.10% 0.009%
29 11.598 1477 1481 1486 rBVS8 4779 8315 0.15% 0.013%
30 11.757 1502 1508 1512 rVB3 20848 337306 ©0.59% 0.052%
31 12.439 1623 1624 1630 rBV5 4360 7061 0.12% 0.011%
32 12.886 1696 1700 1706 rVB4 12264 18457 0.32% 0.028%
33 13.257 1760 1763 1765 rBv4 5981 6070 0.11% 0.009%
34 13.480 1794 1801 1808 rBV 2289600 3191998 55.93% 4.926%
35 13.739 1838 1845 1857 rBV 2482745 3748609 65.68% 5.785%
36 13.986 1884 1887 1891 rBV3 7991 8802 0.15% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

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-BM080224.MA.M
Title : SVOA CALIBRATION
37 14.051 1891 1898 1905 rBV 2054568 2879120 50.45% 4.444%
38 14.292 1932 1939 1957 rBV 1181913 1915176 33.56% 2.956%
39 14.498 1967 1974 1981 rVB 12316 27285 0.48% 0.042%
40 14.616 1991 1994 1997 rVB5 5865 7576 0.13% 0.012%
41 14.680 2001 2005 2008 rvvs 3948 6284 0.11% 0.010%
42 14.880 2036 2039 2043 rBvV3 12206 17585 0.31% 0.027%
43 14.945 2047 2050 2053 rBV4 10316 12410 0.22% 0.019%
44 15.057 2062 2069 2082 rVB 3182348 4648758 81.45% 7.175%
45 15.192 2084 2092 2101 rBV 989016 1333573 23.37% 2.058%
46 15.298 2106 2110 2115 rVB3 16945 23753 0.42% 0.037%
47 15.451 2130 2136 2140 rBvV8 7027 13129 0.23% 0.020%
48 15.515 2143 2147 2151 rVB6 6571 10484 0.18% 0.016%
49 15.639 2161 2168 2176 rBV6 9330 21722 0.38% 0.034%
50 15.815 2194 2198 2200 rBV4 15982 20630 0.36% 0.032%
51 15.839 2200 2202 2208 rVB7 14398 20182 0.35% 0.031%
52 16.262 2270 2274 2280 rBvVS8 6679 10734 0.19% 0.017%
53 16.392 2293 2296 2301 rBV6 11916 18795 0.33% 0.029%
54 16.439 2301 2304 2307 rVvV5 5117 7061 0.12% 0.011%
55 16.486 2310 2312 2317 rVB6 6688 7532  0.13% 0.012%
56 16.557 2322 2324 2328 rBV5 6580 9249 0.16% 0.014%
57 16.610 2328 2333 2336 rBV3 18316 24700 0.43% 0.038%
58 16.810 2361 2367 2374 rBV 2360209 3291850 57.68% 5.081%
59 16.910 2378 2384 2393 rVV 3696799 5022105 87.99% 7.751%
60 17.033 2400 2405 2410 rVB6 23170 33878 ©0.59% 0.052%
61 17.233 2436 2439 2446 rBV7 14747 21726 ©0.38% 0.034%
62 17.351 2456 2459 2462 rVB3 11207 12254 0.21% 0.019%
63 17.457 2474 2477 2480 rBV5 4908 8048 0.14% 0.012%
64 17.527 2485 2489 2494 rVB3 20055 28313 0.50% 0.044%
65 17.615 2502 2504 2507 rBV3 9482 11663 0.20% 0.018%
66 17.745 2521 2526 2536 rBV 317224 493435 8.65% 0.762%
67 18.045 2573 2577 2582 rBV6 18919 28147 0.49% 0.043%
68 18.427 2640 2642 2646 rBV5 7251 9377 0.16% 0.014%
69 18.556 2661 2664 2665 rBV3 7732 7998 0.14% 0.012%
70 18.621 2671 2675 2683 rBV3 41815 78751 1.38% 0.122%
71 18.780 2698 2702 2707 rVB3 49290 66917 1.17% 0.103%
72 18.856 2711 2715 2719 rBV 49806 68679 1.20% 0.106%
73 19.045 2743 2747 2756 rBV 104054 169795 2.98% 0.262%
74 19.221 2771 2777 2785 rBV 4220159 5707275 100.00%  8.808%
75 20.780 3038 3042 3055 rBV 454081 723711 12.68% 1.117%

76 21.045 3082 3087 3092 rBV 2521538 3296315 57.76% 5.087%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

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-BM080224.MA.M
Title : SVOA CALIBRATION

77 23.568 3509 3516 3529 rVB 2472957 5517998 96.68%  8.516%
78 23.750 3540 3547 3555 rBV 1466269 3275098 57.38% 5.055%

Sum of corrected areas: 64793446
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047046.D\data.ms
4000000

3500000
3000000
2500000
2000000

1500000 10.151
8.116 9.786 10.298

7.392
1000000 6.59%940 8.539

3.410
500000
2
30202 3.710 4.587 5.046 5. 534 6.257 || J| 71034 487 792 7159844 1o]7%§9861114w357 12.439

Time--> 3.00 350 4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 850 9.00 950 10.00 10.50 11. 00 11.50 12.00 12. 50
Abundance TIC: BM047046.D\data.ms

O

19.221

4000000
16.910

3500000
15.057

3000000 21.045

13.739
2500000 13.480 16.810

14.051
2000000

1500000
14.292
15.192

1000000 20,780
500000 17.745 4 Lo
4
58863, 25‘} J 13.986 1S ER B U{mn@d&sms&w@@ﬁ

Time--> 13.00 13.50 14.00 14. 50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047046.D\data.ms

4000000
3500000
3000000 23.568
2500000
2000000 $3.150

1500000

1000000

500000 "~

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 4
R.T. EstConc Area Relative to ISTD R.T.
3.281 2.36 ng/ul 195668 1,4-Dichlorobenzene-d4 7.398

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
3 Propylene Glycol 76 C3H802 000057-55-6 56
4 Isopropyl Alcohol 60 C3H80 000067-63-0 50
5 Isopropyl Alcohol 60 C3H80 000067-63-0 50
Abundance  Scan 67 (3.281 min): BM047046.D\data.ms (-64) (-) m/z 45.05 100.00%
45.0
5000 A\
REEa e
3.00 3.20 3.40 3.60

obr kol 22 1880 2070 2810 327. /7 43.10  18.03%

miz-> 50 100 150 200 250 300

Abundance #1083: Propylene Glycol

45.0
5000 (L BLELLLA BN B R
3.00 3.20 3.40 3.60
m/z 61.10 6.89%
O\‘\‘U\““"\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #1091: R-(-)-1,2-propanediol
45.0
‘A\\\\‘\\\\‘\\\\‘\\\\
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.30%
miz--> 50 100 150 200 250 300
Abundance #1085: Propylene Glycol R
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.04%
5000 N&MMWJ\wJ\\Ww\AMA
ol “‘,u‘”‘,HH‘HH‘HH‘HH_H R
m/z--> 50 100 150 200 250 300 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22

Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .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 2 1-Phenoxypropan-2-ol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.910 2.76 ng/ul 310937 Naphthalene-d8 10.151
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-Phenoxypropan-2-ol
5 Ethanol, 2-phenoxy-

152 C9H1202
152 C9H1202
152 C9H1202
152 C9H1202
138 C8H1002

000770-35-4 96
000770-35-4 95
000770-35-4 91
000770-35-4 87
000122-99-6 64

Abundance Scan 1364 (10.910 min): BM047046.D\data.ms (-1356) (- | m/z 94.10 100.00%
94.1
5000 j\\
152.1
45.0 ‘ 11.00
(
ob— MH L1020 2808 s 7705 29.50%
m/z--> 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-0
94.0
5000
1100
152.0 m/z 152.05 17.85%
45.0 ‘ ‘
O \ T \‘ ‘\“H ‘ 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
g
11.00
5000 m/z 78.10 16.84%
39.0 ‘ 152.0
o‘uu‘\“‘d\‘\‘\u ‘\“MH“” S
m/z--> 100 150 200 250
Abundance #30124: 1-Phenoxypropan-2-o
94.0 1100
m/z 108.10  15.15%
5000
‘ 152.0
01‘59“““”\““‘”“‘HH“‘ S
m/z--> 50 100 150 200 250 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22

Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .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 3 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.745 3.00 ng/ul 493435  Phenanthrene-d10 16.810
Hit# of 5 Tentative ID MW MolForm CASH# 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 96
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2526 (17.745 min): BM047046.D\data.ms (-2521) (- | m/z 73.05 100.00%
5000
129.1 ,WJWWMﬂKWNMMWM
2132 e Bl
‘ ‘ 2561 17.50 18.00
0 i J ol s “ “ “‘ b 358 sz ee.0@ 79.55%
mlz--> 50 100 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 T i
17.50 18.00
171.0 213.0 256.0 m/z 43.10 78.01%
ob— “ m\h”w ‘ﬂ‘\ ul \ “ ““‘\ “‘\‘ ; “\‘ R I
miz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
= =
17.50 18.00
5000 256.0 m/z 57.10 68.17%
129.0
30 213.0
‘ ‘ 171.0
I 10 P O
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid = T
'J
43.0 256.0 17.50 18.00
m/z 55.05 65.76%
5000
129.0
213.0
‘ 171.0 ‘
SIE 1 S SPRASSN
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.780 4.39 ng/ul 723711  Chrysene-di12 21.044
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91
Abundance Scan 3042 (20.780 min): BM047046.D\data.ms (-3038) (- | m/z 57.05 100.00%
57.0
== —
20.50 21.00
209.0
0 L ‘1““}“1‘93‘9““‘m‘???"9‘?“39"9”““1‘5'9 m/z 83.10  90.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000 = =
20.50 21.00
m/z 55.05 86.64%
29. ﬂ
O\\“\“\“‘\‘\‘\\‘ ““\‘\“T\‘h\‘\];g\e‘p\\\‘\2\89\()‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
= —
1110 20.50 21.00
5000 ' m/z 43.10 84.30%
ol il JLLLLL 13670 2220 278.03230 3780
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane T ——
57.0 20.50 21.00
m/z 69.05 81.23%
5000 11.0 J\v\
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80624\
Data File : BM@47046.D

Acqg On : 07 Aug 2024 07:22
Operator : RC/JU

Sample : P3328-19

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.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 3.281 2.4 ng/ul 195668 1 7.398 1657400 20.0
1-Phenoxypropan... 10.910 2.8 ng/ul 310937 2 10.151 2249800 20.0
n-Hexadecanoic ... 17.745 3.0 ng/ul 493435 4 16.810 3291850 20.0
Behenic alcohol 20.780 4.4 ng/ul 723711 5 21.044 3296320 20.0
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