LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc :

ALS Vvial : 27 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_ P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@9732.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.128 3 7 23 rVB 446657 693543 25.92%  2.618%
2 3.387 48 51 58 rBv2 11174 14824 0.55% 0.056%
3 3.811 120 123 136 rVWV 57460 102014 3.81% ©0.385%
4 3,917 137 141 145 rvVvB3 8494 12775 0.48% 0.048%
5 4.052 162 164 169 rvB5 3728 5625 0.21% 0.021%
6 4.140 175 179 187 rBV5 6416 11449 0.43% 0.043%
7 5.075 332 338 344 rBV2 6667 11644 0.44% 0.044%
8 5.958 484 488 492 rBV6 1936 2927 0.11% 0.011%
9 6.987 659 663 666 rvVB6 1899 3390 0.13% 0.013%
106 7.122 677 686 696 rBV 255585 436572 16.32% 1.648%
11 7.299 707 716 728 rBV 198028 334222 12.49% 1.261%
12 7.499 744 750 764 rVvV 259047 419627 15.68% 1.584%
13 7.611 764 769 777 rVB 2594 5699 0.21% 0.022%
14 7.975 824 831 840 rBV 222149 370285 13.84% 1.398%
15 8.675 942 950 960 rBV 270834 460170 17.20% 1.737%
16 8.793 963 970 980 rVB 34087 58429 2.18% 0.221%
17 8.952 995 997 1005 rVB9 2346 4226 ©0.16% 0.016%
18 9.128 1020 1027 1040 rBV 274989 466927 17.45% 1.762%
19 9.599 1098 1107 1116 rBV 4243 8876 0.33% 0.033%
20 9.858 1143 1151 1164 rWV 219459 380324 14.21% 1.435%
21  9.981 1166 1172 1181 rVBS8 5247 12597 0.47% 0.048%
22 10.216 1208 1212 1217 rVB7 3974 7428 0.28% 0.028%
23 10.352 1229 1235 1236 rBV5 6487 9695 ©.36% 0.037%
24 10.393 1236 1242 1252 rVB 352482 597431 22.33%  2.255%
25 10.781 1301 1308 1316 rBV 331806 579798 21.67% 2.188%
26 10.910 1322 1330 1343 rBV 302073 543132 20.30% 2.050%
27 11.310 1394 1398 1407 rVB 4420 10623 0.40% 0.040%
28 11.569 1434 1442 1446 rBV4 5754 11437 0.43% 0.043%
29 12.222 1547 1553 1556 rBV6 3573 5262 0.20% 0.020%
30 12.363 1570 1577 1584 rBV3 7962 14455 0.54% 0.055%
31 12.440 1586 1590 1593 rBV5 4179 4528 0.17% 0.017%
32 12.657 1622 1627 1631 rVBS8 2615 4706 0.18% 0.018%
33 12.769 1643 1646 1651 rVB7 2236 3427 0.13% 0.013%
34 13.028 1687 1690 1695 rVB7 2037 3425 0.13% 0.013%
35 13.169 1710 1714 1719 rBV8 1853 3076 0.11% 0.012%
36 13.351 1740 1745 1747 rBV6 2200 3361 0.13% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc :

ALS Vvial : 27 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_ P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION
37 13.451 1757 1762 1766 rBvV2 9496 14443 0.54% 0.055%
38 13.504 1766 1771 1777 rVB9 3112 6147 ©0.23% 0.023%
39 13.928 1839 1843 1848 rBvVS8 3069 5685 0.21% 0.021%
40 14.010 1851 1857 1872 rVV 824543 1127151 42.13% 4.254%
41 14.157 1879 1882 1885 rVB4 2696 3091 0.12% 0.012%
42 14.298 1896 1906 1919 rBV 791065 1219677 45.59% 4.603%
43 14.522 1940 1944 1947 rVB6 4563 6200 0.23% 0.023%
44 14.604 1950 1958 1967 rBV 595725 886333 33.13%  3.345%
45 14.775 1981 1987 1999 rBV 371129 529172 19.78% 1.997%
46 14.934 2009 2014 2022 rBV 5626 9717 0.36% 0.037%
47 15.016 2023 2028 2034 rVWW7 16036 26392 0.99% 0.100%
48 15.416 2092 2096 2100 rBV6 3366 5560 0.21% 0.021%
49 15.469 2102 2105 2109 rVB5 2903 3310 0.12% 0.012%
50 15.598 2120 2127 2138 rBV 1105793 1629756 60.91% 6.151%
51 15.698 2139 2144 2155 rVV 300328 431881 16.14% 1.630%
52 15.840 2162 2168 2171 rBvV3 12282 19333 0.72% 0.073%
53 16.169 2219 2224 2225 rBv4 2034 2734 0.10% 0.010%
54 16.381 2258 2260 2264 rVB5 4042 5487 0.21% 0.021%
55 16.463 2270 2274 2277 rBV5 4719 6444 0.24% 0.024%
56 16.757 2321 2324 2330 rBV7 7880 9458 ©0.35% 0.036%
57 16.892 2344 2347 2353 rVB3 9866 14800 ©.55% 0.056%
58 17.110 2380 2384 2386 rBV4 5657 6646 0.25% 0.025%
59 17.140 2387 2389 2394 rVB5 6134 6650 0.25% 0.025%
60 17.257 2404 2409 2416 rBV2 32079 49412 1.85% 0.186%
61 17.351 2416 2425 2436 rVW 758341 1165076 43.55% 4.397%
62 17.451 2436 2442 2453 rVV 1261628 1850986 69.18% 6.986%
63 17.539 2453 2457 2463 rVB8 13835 24070 0.90% 0.091%
64 17.639 2471 2474 2478 rBV6 3868 5984 0.22% 0.023%
65 17.704 2481 2485 2488 rBV6 3999 7325 0.27% 0.028%
66 17.869 2508 2513 2516 rBV7 4135 8380 0.31% 0.032%
67 18.128 2551 2557 2561 rBV4 44391 74116  2.77% 0.280%
68 18.187 2563 2567 2572 rVWVW2 19164 25928 ©0.97% 0.098%
69 18.245 2572 2577 2584 rBV 194620 281497 10.52% 1.062%
70 18.534 2621 2626 2636 rBV8 27224 57983 2.17% 0.219%
71 18.657 2645 2647 2650 rBV4 4813 4828 0.18% 0.018%
72 18.786 2666 2669 2672 rBVS5 10439 13486 0.50% 0.051%
73 19.092 2717 2721 2727 rVB5 23587 34110 1.27% 0.129%
74 19.257 2746 2749 2754 rVB5 23936 35439 1.32% 0.134%
75 19.328 2757 2761 2763 rBvV2 25389 30348 1.13% 0.115%
76 19.357 2763 2766 2769 rVWV 18830 21592 0.81% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS Vvial : 27 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_ P\Methods\SFAM-EPA-BP040722.M
Title : SVOA CALIBRATION

77 19.469 2782 2785 2789 rBV3 31558 36561 1.37% 0.138%
78 19.681 2815 2821 2828 rBV 1761291 2410891 90.11% 9.099%
79 20.186 2903 2907 2910 rBvV4 19636 23351 ©0.87% 0.088%
80 21.145 3066 3070 3079 rBV 631336 786139 29.38%  2.967%
81 21.433 3114 3119 3131 rVB 1049777 1427767 53.36% 5.389%
82 22.092 3227 3231 3235 rVB2 156018 222550 8.32%  0.840%
83 23.180 3413 3416 3420 rBV 115516 172012 6.43% 0.649%
84 23.222 3420 3423 3431 rVB2 152470 260821 9.75% 0.984%
85 23.751 3505 3513 3521 rVB2 1303091 2675538 100.00% 10.098%
86 23.904 3533 3539 3551 rVB2 738337 1592982 59.54% 6.012%
87 24.610 3654 3659 3667 rVB 193162 389795 14.57% 1.471%
88 24.692 3668 3673 3682 rVB4 161218 364655 13.63% 1.376%
89 27.515 4147 4153 4166 rVB5 269357 848074 31.70% 3.201%

Sum of corrected areas: 26495692
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Apr 2022 23:50
: CG/JU
: N2182-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
BP009732.D

: 27  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP009732.D\data.ms
1500000
1000000
500000128
10.393_]_0168é_
510
7.1%?239499 7.975 8.675 9.128 9.858
o\ 3387 328%hgazo 5.075 5.958 6.98 611 9852 09509 La 2 11.310.569
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP009732.D\data.ms
19.681
1500000
17.451
15.598
1000000
14'0:&9-.298 17.3%1
14.604
500000
4.775
15.698
20.186
1212228308 VA1 8AGHENA 13.9281514.52214 984615541601 5.8406 . 1GIRG B FoAHZ]
R e e e o R e e e e e e e e e e e T T o e e e e B o S e
Time--> 12.00 1250 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
Abundance TIC: BP009732.D\data.ms
23.751
1500000
21.433
1000000 73.904
21.145
27.515
500000 22092 BRI 24682 /\M\W\w
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.128 37.46 ng/ul 693543  1,4-Dichlorobenzene-d4 7.975

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 7 (3.128 min): BP009732.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 K
R R BARRRREEEEE S
’ 3.203.303.403.50
0l m‘“\ L} 14682080 282.1 3551417.447595369 n/z 43.10  41.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL AL R R IR
3.203.303.403.50
“ ‘ m/z 55.05 31.30%
O\\l‘\l\H‘WW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R R AAARREREEEESY
3.203.303.403.50
5000 m/z 87.10 26.77%
0um‘u“ﬂ\‘w\\\\‘HHWHWHWHWu‘\m‘\m‘\m,\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 3.203.303.403.50
m/z 41.00 12.96%
5000 J\\\\
o\HH‘ N ARARRERTREE ISR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.245 4.83 ng/ul 281497  Phenanthrene-di10 17.351
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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 97

Abundance Scan 2577 (18.245 min): BP009732.D\data.ms (-2572) (- m/z 72.95 100.00%

73.0
5000
213.2

T R
H 30 | ‘ 2510 18.00 18.50
ol Wwwﬂw‘ 3563 428.9490.3548: 47 60.00  89.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RS I
18.00 18.50

m/z 43.05 88.54%

‘ 213.0
O‘H“ “’M‘\\‘\r‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
Py

18.00 1&50
5000 m/z 57.05 81.63%
129.0
O‘H‘.\“‘ ml’l\h‘m.\wu M\L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid P P
73.0 18.00 18.50

m/z 55.05 77.30%

256.0 VVAWVMJAAA\VWMfWNMW
5000
157.0
ok i mhmn\‘lk‘

I Jld
RERRRE \\‘uu‘u\\‘u\\‘uu‘\\u‘uu‘uu‘uu‘uu‘\ I 7

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\

Library Search Compound Report

Data File : BP@©9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M
: SVOA CALIBRATION

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

Concentration Rank 2

Peak Number 3 Trifluoroacetoxy hexadecane

R.T. EstConc Area Relative to ISTD R.T.
21.145  11.01 ng/ul 786139 Chryseme-diz 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 Cl8H33F302  006222-03-3 94

. 324 C17H31F302 959010-23-2 94
959261-23-5 94
959092-08-1 94

015594-90-8 93

2 Trifluoroacetic acid, pentadecyl..
3 Heptafluorobutyric acid, pentade... 424 C19H31F702
4 Pentafluoropropionic acid, penta... 374 C18H31F502
5 1-Heneicosanol 312 C21H440

Abundance Scan 3070 (21.145 min): BP009732.D\data.ms (-3066) (- m/z 55.05 100.00%

55.0
5000
125.1 1 T
“ ‘ 1961 2831 21.00 21.50
bbb Mu w201 2831 3561 4291488.9549. ./, 57,10 99.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 —— ——
21.00 21.50
125.0 m/Z 43.10 90.88%
il ‘ ||}, 1960 2690
O‘\\\ ’\ff\[\‘\\‘\[l\\f\‘\f\\[\f\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
P Y
21.00 21.50
5000 ITI/Z 83.10 79.62%
5.0
o UL, 2190 soso
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester —— T
57.0 21.00 21.50
m/z 69.05 77.97%
5000
f 5.0
2100
0 ‘m R ‘\ 406.0 - s : !

I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.092 3.12 ng/ul 222550  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 98
2 Octacosyl acetate 452 C30H6002 018206-97-8 96
3 1-Triacontanol 438 C30H620 000593-50-0 95
4 1-Hexacosanol 382 C26H540 000506-52-5 95
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
Abundance Scan 3231 (22.092 min): BP009732.D\data.ms (-3227) (| m/z 57.10 100.00%
1.1
1F51 LN \
207.0 9510 1 22.00
o_w,uwM“wwm‘km_Hw“““?’9‘3}“““‘25‘1‘5‘3‘6‘3‘1‘ m/z 43.10 89.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — :
22.00
125.0 m/z 55.10  79.69%
i 336.0
O‘\\\\’\\‘\““\\“\"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate
43.0
U \
22.00
5000 11.0 m/z 83.10  72.47%
ol Lk h“‘ | 181.0 250.0 320.0 392.0452.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321442: 1-Triacontanol T ‘
57.0 22.00
m/z 69.05 65.03%
5000
195.0 420.0
olu,llf‘uln.uu?@w%eou ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.180 2.16 ng/ul 172012  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tricosane 324 C23H48 000638-67-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3416 (23.180 min): BP009732.D\data.ms (-3413) (- m/z 57.10 100.00%

57.1
5000

I
} \P 71 1970 281.0 23.00 23.50

b A Pl 208 L 33204019 4886548 ./, 71 10 63.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0

5000 == oo
23.00 23.50

m/z 43.10 63.37%

‘\\“\}‘\\\h\"]k\\z‘\lo‘l\e_\gz\l(\)‘\\‘\\2\9\?\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0

T
23.00 23.50

o

5000 m/z 85.10 41.56%
FF7O 324.0
0\”‘W‘LRMJJH”J\JW?P§P\”LW‘”‘W‘”\”‘W”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194589: Heneicosane o ]
57.0 23.00 23.50

m/z 55.00  22.57%

5000 N“WAMMMMMﬁﬂKMAWWWWW
||| 1270 1570 2900

Olrrk ‘HH‘HH‘HH_‘H_Hw‘Hww_www‘_ — .
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.221 3.27 ng/ul 260821  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 86
4 Cyclohexadecane 224 C16H32 000295-65-8 72
5 1-Heneicosanol 312 C21H440 015594-90-8 64

Abundance Scan 3423 (23.222 min): BP009732.D\data.ms (-3420) (- m/z 55.05 100.00%

58.0
5000

125.1 T T R

23.00 23.50
L1, 223.1286.1344.0 417.0 488.9549.

e Y m/z 83.85  94.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

5000 e ==
23.00 23.50
125.0

m/z 69.10 90.93%

L |nLlnﬂ?5o 2640  378.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0

o

o

\ U

23.00 23.50
5000 m/z 57.10 88.78%

125.0
0 \h\ { 111 ‘ Ii I |]‘.95 0 308.0
e A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1 = T
43.0 23.00 23.50

m/z 97.00  86.86%

5000
I wwkwwmwakwwmmw$q
0 \{ {M ‘\ J }8002380 ?

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\

Library Search Compound Report

Data File : BP@@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.M

: SVOA CALIBRATION

¢ 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.610 4.89 ng/ul 389795  Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93
5 Tricosane 324 C23H48 000638-67-5 91

Abundance Scan 3659 (24.610 min): BP009732.D\data.ms (-3654) (- m/z 57.10 100.00%
57.1

%

5000
|| 1771 1030 2621 24.50 25.00
o‘H‘_u«ﬂw%Jﬁ:m‘H‘W‘H“H?ﬁ§}‘f3%?u‘w5§4§ m/z 43.10  61.84%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176386: Eicosane
57.0
5000 s -~
24.50 25.00
m/z 71.18  59.94%
0 " L1270 1970 2820
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #123961: Heptadecane
57.0
24.50 25.00
5000 ITI/Z 85.10 43.27%
‘ 127.0 240.0
o‘ﬂ‘_LH\Lhu‘u‘_‘H‘H‘w“u,u‘w‘u‘_‘u,u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229643: Tricosane T e
57.0 24.50 25.00
m/z 55.05 24.14%
5000
324.0
LT 1970 2670
om‘_‘H‘m‘Mmem‘uuH‘m“Hu‘mwm‘mw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 6
R.T. EstConc Area Relative to ISTD R.T.
24.692 4.58 ng/ul 364655 Perylene-d12 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 96
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 94

Abundance Scan 3673 (24.692 min): BP009732.D\data.ms (-3668) (- m/z 57.05 100.00%

57.0
5000

105.1 U
| l L1910 5840 3561 5 24.50 25.00
o bbb s 2390 8561 4291 8352 . 8310 75.39%

)
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273799: 1-Hexacosene
7.0

13,1

5000 2450  25.00
125.0 ; =
‘ 364.0 m/z 43.05 74.63%
O ‘ T \"\ ‘ \J\l\ U" “\“\ ‘\i ‘Jil\la_ﬁls‘.‘\lql\‘\ ‘2\7\\8\.0‘\ TTT ‘ \\\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
—— .
24.50 25.00
5000 m/z 55.05 73.16%

125.0
o L1 1960 2090
m/z--> 0O 50 100 150 200 250 300 350 400 450 500

Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester —
57.0 24.50 25.00
m/z 97.10 64.71%

5000

125.0

0 J “ \}‘ | J}‘ L \22\4.0 420.0
R e o B B B B RARRARRRRRE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00

.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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 9 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.515 10.65 ng/ul 848074  Perylene-di2 23.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 83
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 70
4 .beta.-Sitosterol 414 C29H500 000083-46-5 46
5 Ergosta-5,22-dien-3-0l, (3.beta.... 398 C28H460 000474-67-9 43
Abundance Scan 4153 (27.515 min): BPO09732.D\data.ms (-4147) (- | m/z 43.10 100.00%
43.1
w0 N WMmeWMMMV/\\M/N/K\MmM
LN T
Il
oL LAl Ik 47505348 /7 s5.10  51.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— :
414.0 27.50
” } 2130 3030 m/z 107.05  47.46%
0 ‘J‘T\ ‘ : M \‘HUMW “‘ JH‘“\“H\‘\ \‘w‘ ‘\I‘L‘u“‘ JI‘ , “ : ‘ . H} ‘ ‘ R RAREREEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
LN T
27.50
5000 ITI/Z 145.00 46.90%
107.0 414.0
3.0
ok b 25k
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310598: .gamma.-Sitosterol — ‘
43.0 27.50
m/z 105.00  46.06%
5000
07.0
414.0
213.0 329.0
ol LM P o2 ) .
m/z--> 50 100 150 200 250 300 350 400 450 500 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040822\
Data File : BP0@9732.D

Acqg On : 08 Apr 2022 23:50
Operator : CG/JU

Sample : N2182-15

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP040722.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|
Butane, 2-metho... 3.128 37.5 ng/ul 693543 1 7.975 370285 20.0
n-Hexadecanoic ... 18.245 4.8 ng/ul 281497 4 17.351 1165080 20.0
Trifluoroacetox... 21.145 11.0 ng/ul 786139 5 21.433 1427770 20.0
(DEL) Alkane: S... 22.092 3.1 ng/ul 222550 5 21.433 1427770 20.0
(DEL) Alkane: S... 23.180 2.2 ng/ul 172012 6 23.910 1592980 20.0
1-Heptacosanol 23.221 3.3 ng/ul 260821 6 23.910 1592980 20.0
(DEL) Alkane: S... 24.610 4.9 ng/ul 389795 6 23.910 1592980 20.0
(DEL) Alkane: S... 24.692 4.6 ng/ul 364655 6 23.910 1592980 20.0
.gamma.-Sitosterol 27.515 10.7 ng/ul 848074 6 23.910 1592980 20.0
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