LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample 1 M3422-17

Misc :

ALS Vvial : 25 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-BM@82821.M
Title : SVOA CALIBRATION

Signal : TIC: BM@31965.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 4 7 13 rBV 15512 22857 0.60% 0.073%
2 3.534 73 76 96 rBV 65108 143122 3.77% 0.458%
3  3.722 105 108 113 rVB3 7829 11549 0.30% 0.037%
4 3.810 120 123 130 rVB5 4286 7994 0.21% 0.026%
5 6.704 608 615 626 rBV 87908 151153 3.99% 0.483%
6 6.869 636 643 657 rBV 260668 428672 11.30% 1.371%
7 7.045 666 673 684 rBV 303667 491855 12.97% 1.573%
8 7.51@ 745 752 761 rBV 293059 471913 12.44%  1.509%
9 8.222 867 873 884 rBV 271363 449918 11.86% 1.439%
10 8.657 939 947 959 rBV 380983 626794 16.53%  2.004%
11  9.369 1061 1068 1078 rBV 339483 550031 14.50% 1.759%
12 9.651 1110 1116 1123 rVB5 2378 5888 0.16% 0.019%
13 9.798 1137 1141 1148 rBv4 6973 13744 0.36% 0.044%
14 9.898 1152 1158 1173 rBV 478012 843422 22.24%  2.697%
15 10.080 1183 1189 1202 rBV 54072 137186 3.62% 0.439%
16 10.263 1213 1220 1231 rVB 439880 729457 19.24% 2.333%
17 10.422 1240 1247 1263 rBV 425967 775010 20.44%  2.478%
18 11.098 1356 1362 1367 rBV3 4319 8693 0.23% 0.028%
19 11.798 1475 1481 1489 rBV3 4784 8733 0.23% 0.028%
20 11.863 1489 1492 1501 rVB4 7032 13269 0.35% 0.042%
21 12.745 1638 1642 1649 rBV3 3219 5655 ©0.15% 0.018%
22 13.145 1707 1710 1713 rVB4 4066 4548 0.12% 0.015%
23 13.439 1752 1760 1763 rBV5 5695 9548 0.25% 0.031%
24 13.574 1775 1783 1797 rBV 1187976 1609196 42.44% 5.146%
25 13.839 1819 1828 1840 rBV 1178308 1748534 46.11% 5.592%
26 14.145 1874 1880 1892 rBV 765220 1121524 29.58% 3.587%
27 14.363 1914 1917 1920 rVV2 11752 15518 ©0.41% 0.050%
28 14.404 1920 1924 1942 rVB 60180 144842  3.82% 0.463%
29 14.598 1953 1957 1966 rVB6 8167 14558 0.38% 0.047%
30 15.151 2044 2051 2059 rBV 1674215 2339787 61.70% 7.483%
31 15.210 2059 2061 2066 rvvs 5078 8380 0.22% 0.027%
32 15.292 2069 2075 2086 rVV 547841 793856 20.93% 2.539%
33 15.392 2088 2092 2103 rVB 21241 33047 0.87% 0.106%
34 15.733 2143 2150 2152 rVB4 2942 5175 ©0.14% 0.017%
35 15.845 2164 2169 2172 rBV5 2297 3976 0.10% 0.013%
36 15.886 2173 2176 2182 rVB5 2944 4528 0.12% 0.014%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample 1 M3422-17

Misc :

ALS Vvial : 25 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-BM082821.M
Title : SVOA CALIBRATION
37 15.945 2182 2186 2191 rBV2 8916 13079 ©.34% 0.042%
38 16.004 2191 2196 2202 rVB3 12359 16821 0.44%  0.054%
39 16.686 2309 2312 2315 rBV3 5992 7627 0.20% 0.024%
40 16.904 2343 2349 2359 rBV 1000469 1395753 36.81% 4.464%
41 17.004 2359 2366 2379 rVV2 2010326 2785610 73.46%  8.908%
42 17.209 2396 2401 2404 rBV6 2306 4282 0.11% 0.014%
43 17.421 2433 2437 2439 rBV3 4110 4066 0.11% ©0.013%
44 17.598 2459 2467 24790 rBV7 9660 16675 0.44%  0.053%
45 17.821 2500 2505 2514 rBV 102200 157072 4.14% ©.502%
46 17.892 2514 2517 2520 rVB 11023 14254 ©.38% 0.046%
47 18.115 2551 2555 2558 rVB4 6017 7597 0.20% 0.024%
48 18.756 2660 2664 2666 rBV2 11005 11852 ©.31% ©.038%
49 18.868 2679 2683 2686 rBV2 14254 20418 0.54% 0.065%
50 18.962 2692 2699 2702 rBV2 39965 79636 2.10% ©.255%
51 18.992 2702 2704 2712 rVB8 22549 38130 1.01% ©.122%
52 19.115 2720 2725 2735 rBV2 70643 111183 2.93% 0.356%
53 19.198 2735 2739 2743 rW2 12483 18141 0.48% ©.058%
54 19.309 2750 2758 2766 rBV 2566845 3365563 88.75% 10.763%
55 19.380 2766 2770 2776 rVB 65346 72695 1.92% ©0.232%
56 19.733 2827 2830 2835 rVB2 16498 22031 0.58% 0.070%
57 19.880 2851 2855 2859 rVB 87777 98448 2.60% ©.315%
58 20.245 2914 2917 2919 rBV2 29835 36037 ©.95% 0.115%
59 20.374 2935 2939 2943 rBV2 173057 201590 5.32% 0.645%
60 20.415 2943 2946 2950 rVVv2 26144 29299 0.77% 0.094%
61 20.844 3014 3019 3026 rBV 314164 387970 10.23% 1.241%
62 21.109 3058 3064 3071 rBV 1382275 1750191 46.15% 5.597%
63 21.280 3089 3093 3097 rBV 251819 266080 7.02% 0.851%
64 21.697 3160 3164 3170 rBV 267264 314148 8.28% 1.005%
65 22.139 3235 3239 3244 rBV 230050 268554 7.08% ©.859%

66 22.615 3317 3320 3328 rVB 196944 262057 6.91% ©.838%
67 23.115 3398 3405 3417 rVB2 2018416 3792051 100.00% 12.127%
68 23.250 3422 3428 3435 rVB2 930018 1687961 44.51% 5.398%
69 23.750 3509 3513 3519 rVB 153900 259025 6.83% 0.828%

Sum of corrected areas: 31269828
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM031965.D\data.ms
2500000

2000000
1500000
1000000

500000 9.8980 ppao?

657
668945 7510  gopp OO0 8.369
128 353330 6707‘1k j\ }\ Ag_&;l 08 11.008 1111

Time--> 350 400 450 500 550 6.00 650 7. 00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM031965.D\data.ms
2500000 19.309

o

2000000 17.004

15.151
1500000

13.573.839

1000000 16.904

14.145

15.292
500000

12.74513 14,4 %@4598 4@ GOITEGMY! __16.68 JU mmﬁ@&ﬂns

O T T e e e S e e e e e “‘ e

Time--> 12.00 1250 13.00 13. 50 14.00 14. 50 15. OO 15. 50 16.00 16.50 17. OO 17.50 18.00 18.50 19. OO 19.50 20.00
Abundance TIC: BM031965.D\data.ms
2500000

] .’s\‘

23.115

2000000

1500000, 21109

1000000

21.69722.139 22.615

500000120.844 21.280

O L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 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\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.081 3.76 ng/ul 137186 Naphthalene-d8 10.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
Abundance Scan 1189 (10.080 min): BM031965.D\data.ms (-1183) - m/z 57.10 100.00%
57.1
5000
75.0 T
39 ‘ 100.9 10.00
b H‘!M‘_‘“;‘HUW‘,‘1%210‘””,‘” m/z 45.80  98.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 R ‘
10.00
29.0 75.0 m/z 41.05 38.29%
100.0
O L ‘ \H“\ \“‘H‘\ \MH‘\ \‘H\ T “\ L ’ \].\3‘12'\? T \]\.?3\.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0 /\
R ‘
10.00
5000 m/z 75.00 20.41%
29.0
75.0
‘ 100.0 1320
0l ol ol ) 2D
miz--> 20 40 60 80 100 120 140 160 K
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- A ‘
57.0 10.00
m/z 43.00 18.24%
5000
29.0
75.0
100.
SR N A S R VY B A WL
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.821 2.25 ng/ul 157072  Phenanthrene-die 16.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2505 (17.821 min): BM031965.D\data.ms (-2500) (- m/z 73.00 100.00%

430 730
5000 129.1
213.1 _ Siikias
1- ‘ 256.1 17.50 18.00
oL HM QM ! m“ uu‘u\“‘h “M m/z 43.85 83.49%
m/z--> 100 1 200 250
Abundance #143510.n-Hexadecanom:add

¥

5000 129.0
17.50 18.00
1710 2130 256.0 m/z 60.00 76.49%
—— ‘M‘ LM \\hH\ ‘H‘\ il ‘ ‘ | “‘ \‘ “‘ - “\‘ ——
100

0
miz--> 150 200 250
Abundance #92068: Tridecanoic acid
73.0
43.0
— e
17.50 18.00
5000 m/Z 55.10 72.38%
129.0
‘ ‘ 171.0 214.0
o) ‘\‘ H‘ ‘u‘u‘ h‘““uhh\‘ wh‘h . L‘ - ‘m‘ “ ‘\‘ ‘ i —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid St e —
43.0 73.0 17.50 18.00
m/z 41.10 68.26%
5000 129.0
‘ M 199.0 2420
ob— | H H‘n i gl uh\‘\ i, ul “1‘5§Q‘ ;“ ‘i o “‘ — =i oo
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.374 2.30 ng/ul 201590  Chrysene-d12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octacosane 394 (C28H58 000630-02-4 87
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 81
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 2939 (20.374 min): BM031965.D\data.ms (-2935) - m/z 57.05 100.00%

L

20.00 20.50

HH Ll ‘h\ 1 ‘1691 225.1 2820 3551 415.

0k b T e T m/z 43.05 73.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 \ = =
20.00 20.50
m/z 71.10 63.60%
LT 1890 2250 2820
O\‘\‘\‘“‘\‘\"\“\‘\““\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0 \
‘ P
20.00 20.50
5000 m/z 85.05 47.00%

o

Al Il l?? il 1769 0 240 0
B R LA B B B e B e e I
m/z--> 50 100 150 200 250 300 350 400 \
Abundance #298427: Octacosane

57.0 2000 2050
m/z 41.05 36.12%

5000

oL ‘ | 1130 160.0 2250 281.0 337.0 394.0
AT PP S geo) 2810 337.0 3940 = Mo

m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.845 4.43 ng/ul 387970  Chrysene-di12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 94
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
Abundance Scan 3019 (20.844 min): BM031965.D\data.ms (-3014) - m/z 57.05 100.00%
57.0
5000
= —
J \ﬂf 207.0 283.0 2050 2100
bbb, 2000 2830 4012 e m/z 43.10 75.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #121337: 1-Heptadecene
43.0
5000 == e
20.50 21.00
m/z 71.05 64.53%
. i \ | 2380
TTT ‘\\\\‘H\\‘HH‘\H\‘\\\\‘\\\\‘HH‘HH‘\\\\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
== —
20.50 21.00
5000 m/z 85.05 46.31%
5.0
ol Wm%%,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0 20 50 21 00
m/z 55.05 39.68%
5000
0 } ”“ﬁu /0197.0267.0337.0  463.0 533.0 604.
et A e e e e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.280 3.04 ng/ul 266080  Chrysene-d12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane 282 C20H42 000112-95-8 95
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3093 (21.280 min): BM031965.D\data.ms (-3089) (- m/z 57.05 100.00%
57.0

5000
— =
113.1 21.00 21.50
169.1 281.1
0 M |1 260122512811 357.1414.9 489. 1/, 43.05 67.82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane
57.0
5000 = .
21.00 21.50
m/z 71.10 64.72%
O \\l‘\\“’\l\‘\l‘\l“\"\“\‘\“l\\\\lo\l‘z\lz\?l\()‘\\2\9\?9\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
— =
21.00 21.50
5000 ITI/Z 85.10 48.35%
113.0
ol MLl pseozsoz2o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane R e e e e
57.0 21.00 21.50
m/z 41.05 25.61%
5000
ob L1 P0.169.0225.0 2810 338.0
A e A e e e e e = T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.697 3.59 ng/ul 314148  Chrysene-di12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane 296 C21H44 000629-94-7 96
3 Octadecane 254 C18H38 000593-45-3 95
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3164 (21.697 min): BM031965.D\data.ms (-3160) (- m/z 57.10 100.00%
57.1

B

5000
‘ 2150  22.00
13.1 207.0 ‘ . .
o LIRS 270 211 sov0 gmvagss. L ghes 71101
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
5000 T —
21.50 22.00
m/z 71.10 70.03%
113.0
0 T \“\ ‘\" \“! r”\hL ﬂ\l\ ;]‘-‘(‘3“9‘0“2‘2‘5“0‘ T \2\9\6‘\0\ L L L A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
== a
21.50 22.00
5000 ITI/Z 85.05 49.72%
‘ 1’13.0
Ol rd b Lid [y 20002250 2960
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141057: Octadecane I =y
57.0 21.50 22.00
m/z 41.05 27.18%
1] 30 1600 2540
o — —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.139 3.07 ng/ul 268554  Chrysene-d12 21.109
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Eicosane 282 C20H42 000112-95-8 92
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3239 (22.139 min): BM031965.D\data.ms (-3235) (- m/z 57.10 100.00%
57.1

P T
‘ ‘ 169.1 0821 22.00 22.50
ol A T ‘ 0 Firiieeod 2920 3411 4021 4611 n 7 71,05  72.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 s )
22.00 22.50
m/z 43.05 71.45%
) H]M‘ 169.0 2250 282.0
O\‘\‘\‘\\\‘\“\“\‘\“‘\“\\‘\’T\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
T —
22.00 22.50
5000 ITI/Z 85.10 50.77%
oL L1 H0 1690 2250 2820
R T R I
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane e ==
57.0 22.00 22.50
m/z 55.05 27.92%
h m
13.
o “\“‘ | 13130 169.0 225.0 281.0 337.0 394.0
‘H“‘H“H“‘H‘,H“‘H“M“‘_“w“‘w“ — —
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample : M3422-17

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.615 3.11 ng/ul 262057 Perylene-d12 23.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3320 (22.615 min): BM031965.D\data.ms (-3317) - m/z 57.10 100.00%

57.1
5000
‘ 2250 23.00
169.1 281.1 : '
0 Huwuwsu"‘ L4302 2241 “00 8561 4150 475 .0 7110 70.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141057: Octadecane
57.0
5000 Ty e
22.50 23.00
m/z 43.05 65.94%
0 I‘ | 1113 2 1\69 0 254 0
\\\\‘\\Y\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
— —
22.50 23.00
5000 ITI/Z 85.10 50.49%
NIy 1‘11‘3 \0‘1‘6‘9 0 225.0 281.0 337.0 394.0
H“_“w e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T ==
57.0 22.50 23.00
m/z 55.10 26.53%
h M—
"H“H“H“‘H“W“w“‘w“u“u“‘u“u“ —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\

Data File : BM
Acqg On : 31
Operator : CG
Sample : M3
Misc :

ALS vial : 25

Quant Method
Quant Title

TIC Library

Library Search Compound Report

©31965.D

Aug 2021 00:42
/3U

422-17

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.750 3.07 ng/ul 259025  Perylene-di12 23.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3513 (23.750 min): BM031965.D\data.ms (-3509) (- m/z 57.10 100.00%
57.1

%

5000
} L2 29702650 3421 4312 490. 2359 2499
ol A Ly 21302690 3421 4312490 00 71 19 68.90%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 == e
23.50 24.00
m/z 43.10  67.04%
O‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

:

Abundance #141057: Octadecane
57.0
23.50 24.00
5000 ITI/Z 85.10 49.06%
ot 0 2sa0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #320594: Heneicosane, 11-decyl- T T
57.0 23.50 24.00
m/z 55.05 22.97%
5000
295.0
13.0 ‘
oL s0s0 | g k] Y st
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@83021\
Data File : BM@31965.D

Acqg On : 31 Aug 2021 00:42
Operator : CG/JU

Sample 1 M3422-17

Misc :

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM082821.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|
Ethanol, 1-(2-b... 10.081 3.8 ng/ul 137186 2 10.263 729457 20.0
n-Hexadecanoic ... 17.821 2.3 ng/ul 157072 4 16.904 1395750 20.0
(DEL) Alkane: S.. 20.374 2.3 ng/ul 201590 5 21.109 1750190 20.0
(DEL) Alkane: S.. 20.845 4.4 ng/ul 387970 5 21.109 1750190 20.0
(DEL) Alkane: S.. 21.280 3.0 ng/ul 266080 5 21.109 1750190 20.0
(DEL) Alkane: S.. 21.697 3.6 ng/ul 314148 5 21.109 1750190 20.0
(DEL) Alkane: S.. 22.139 3.1 ng/ul 268554 5 21.109 1750190 20.0
(DEL) Alkane: S.. 22.615 3.1 ng/ul 262057 6 23.250 1687960 20.0
(DEL) Alkane: S.. 23.750 3.1 ng/ul 259025 6 23.250 1687960 20.0
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