LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS Vvial : 31 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-BN102621.M
Title : SVOA CALIBRATION

Signal : TIC: BN@17115.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.069 11 14 24 rVB 63146 90359 1.93% 0.164%
2 3.469 79 82 94 rBV 62056 115293 2.47% 0.209%
3  3.581 98 101 110 rVB 20489 29975 0.64% 0.054%
4 3.693 115 120 127 rVB 64951 102647 2.20% 0.186%
5 3.781 132 135 141 rvB2 13311 20283 0.43% 0.037%
6 3.887 149 153 159 rVB 28049 37247 0.80% 0.068%
7 4.152 195 198 203 rVB2 11244 15538 ©0.33% 0.028%
8 4.222 208 210 214 rVB4 5595 7286 0.16% 0.013%
9 4.675 283 287 295 rVB 40664 63511 1.36% 0.115%
106 4.781 302 305 310 rVB4 5620 7642 0.16% 0.014%
11 5.646 447 452 456 rVB5 5071 8316 0.18% 0.015%
12 5.951 499 504 510 rVB 27393 37784 0.81% 0.069%
13 6.075 521 525 528 rVB3 6004 8324 0.18% 0.015%
14 6.546 601 605 607 rBv4d 6825 10149 0.22% 0.018%
15 6.722 625 635 648 rBV 363519 600317 12.84% 1.089%
16 6.846 652 656 657 rvw3 9231 117706 0.25% 0.021%
17 6.887 657 663 671 rVW 304126 494512 10.58% 0.897%
18 6.975 674 678 683 rVB6 6032 10516 0.22% 0.019%
19 7.069 687 694 703 rBV 397587 607747 13.00% 1.102%
20 7.169 706 711 716 rBv4 9745 14118 0.30% 0.026%
21 7.351 737 742 746 rBv2 6651 10942 0.23% 0.020%
22 7.434 752 756 760 rVB3 5298 7922 0.17% 0.014%
23 7.534 766 773 782 rW 974859 1495285 31.99% 2.712%
24 7.610 782 786 789 rVB5 5221 8125 0.17% 0.015%
25 7.769 807 813 817 rBV2 9134 14498 0.31% 0.026%
26 8.075 860 865 868 rBV 7536 11024 0.24% 0.020%
27 8.204 881 887 889 rBv3 8289 12589 0.27% 0.023%
28 8.245 889 894 903 rVW 395243 630801 13.49% 1.144%
29 8.351 907 912 918 rVB 34312 55823 1.19% 0.101%
30 8.569 944 949 954 rBV5 9064 12717 0.27% 0.023%
31 8.687 962 969 980 rBV 355433 575760 12.32% 1.044%
32 8.869 996 1000 1005 rVB5 5477 8094 0.17% 0.015%
33 9.128 1037 1044 1051 rVB6 7490 15792 0.34% 0.029%
34 9.398 1083 1090 1098 rBV 280636 458092 9.80% 0.831%
35 9.569 1115 1119 1122 rBV6 3579 6584 0.14% 0.012%
36 9.657 1130 1134 1143 rVB6 3836 10554 0.23% 0.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS Vvial : 31 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-BN102621.M
Title : SVOA CALIBRATION
37 9.934 1175 1181 1192 rBV 459777 743725 15.91%  1.349%
38 10.104 1203 1210 1221 rBV 80417 148891 3.19% 0.270%
39 10.222 1227 1230 1237 rVB4 4416 9231 0.20% 0.017%
40 10.310 1237 1245 1256 rBV 1473501 2442563 52.25% 4.430%
41 10.457 1259 1270 1287 rVB 248975 467217 10.00% 0.847%
42 11.122 1376 1383 1390 rBV6 7996 16824 0.36% 0.031%
43 11.910 1512 1517 1525 rVB2 9290 13518 0.29% 0.025%
44 12.545 1621 1625 1628 rVB4 5529 6989 0.15% 0.013%
45 13.028 1700 1707 1710 rBV2 12836 17380 0.37% 0.032%
46 13.110 1717 1721 1727 rBv2 15236 26409 0.56% 0.048%
47 13.451 1773 1779 1782 rBV5 10692 13891 0.30% 0.025%
48 13.551 1791 1796 1800 rBV5 6456 10885 ©0.23% 0.020%
49 13.610 1800 1806 1814 rvV 969420 1299067 27.79% 2.356%
50 13.692 1814 1820 1824 rVB2 17327 25525 0.55% 0.046%
51 13.733 1824 1827 1836 rVB2 6324 10754 0.23% 0.020%
52 13.810 1836 1840 1844 rBv4 4463 6476 0.14% 0.012%
53 13.875 1844 1851 1860 rBV 1127627 1612859 34.50% 2.925%
54 14.057 1876 1882 1887 rBV6 6882 12184 0.26% 0.022%
55 14.116 1887 1892 1897 rBV 64291 80838 1.73% 0.147%
56 14.186 1897 1904 1914 rBV 2363435 3438613 73.56% 6.237%
57 14.304 1920 1924 1927 rVB5 10756 13015 0.28% 0.024%
58 14.404 1936 1941 1948 rBV 326583 491785 10.52% 0.892%
59 14.563 1963 1968 1974 rBvV3 26552 44945 0.96% 0.082%
60 14.627 1974 1979 1984 rBV5 34185 59599 1.28% 0.108%
61 14.669 1984 1986 1990 rVB4 10828 13315 0.28% 0.024%
62 14.739 1993 1998 2003 rBV 64426 87655 1.88% 0.159%
63 14.810 2007 2010 2013 rBV3 12142 12459 0.27% 0.023%
64 14.851 2014 2017 2023 rVB8 14076 21293 0.46% 0.039%
65 14.939 2023 2032 2033 rBV8 26436 59785 1.28% 0.108%
66 14.980 2035 2039 2043 rVB3 44956 58822 1.26% 0.107%
67 15.075 2051 2055 2058 rBV 82228 99580 2.13% 0.181%
68 15.186 2068 2074 2080 rBV 1629294 2279099 48.76% 4.134%
69 15.316 2092 2096 2103 rVB 391623 484374 10.36% 0.879%
70 15.480 2118 2124 2129 rBV 465693 750961 16.07% 1.362%
71 15.680 2154 2158 2164 rBV3 176026 321808 6.88% 0.584%
72 15.963 2198 2206 2211 rBV 2273711 3624187 77.53% 6.573%
73 16.057 2220 2222 2226 rVB2 133794 132829 2.84% 0.241%
74 16.786 2342 2346 2353 rVB 1810385 2678111 57.29% 4.857%
75 16.945 2368 2373 2377 rBV 2645619 3733567 79.87% 6.772%
76 17.039 2385 2389 2396 rVB 1638998 2356342 50.41% 4.274%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS Vvial : 31 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-BN102621.M
Title : SVOA CALIBRATION

77 17.398 2446 2450 2454 rBV 970939 1328851 28.43% 2.410%
78 19.351 2779 2782 2787 rVB 1907743 2402180 51.39% 4.357%
79 21.157 3086 3089 3095 rVB 3266955 4422306 94.61% 8.021%
80 22.739 3354 3358 3364 rVB 365374 495619 10.60% 0.899%
81 23.227 3435 3441 3448 rVB2 1447858 2714957 58.08% 4.924%
82 23.303 3450 3454 3458 rVvV 316294 554234 11.86% 1.005%
83 23.368 3458 3465 3475 rVB 2462282 4674398 100.00%  8.478%
84 23.951 3559 3564 3572 rVB 416117 828762 17.73% 1.503%
85 24.698 3686 3691 3705 rVB 249591 619769 13.26% 1.124%
86 25.574 3835 3840 3858 rVB 215634 637741 13.64% 1.157%
87 26.421 3976 3984 4003 rBV4 446372 1884574 40.32%  3.418%

88 27.974 4239 4248 4262 rVB2 364019 1216217 26.02%  2.206%

Sum of corrected areas: 55134914
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Oct 2021 06:23
: CG/JU
: M4215-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
BNO17115.D

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M
Quant Title : SVOA CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time--> 3.

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BNO17115.D\data.ms

10.310

7.534

6.782869 l\ﬂ 8.245 8,687 398 9934 o457
0 069 3.4@88®/BA4522 46731 5.646.85075  6.546. @4@7\515535 0693 87.&)3@56/93 869 128 /\955697 M@ 11.122

00 350 400 450 500 550 6.00 6.50 700 7.50 800 850 900 950 1000 10.50 11.00 11.50
TIC: BN0O17115.D\data.ms

16.786

14.186

13.618:875

o

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

1.910 12545 1332803.3]

12.00 1250 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

TIC: BNO17115.D\data.ms
21.157

3 23951
3.9 24.698 25574 26.421 27.974

Time-->

21.00 2150 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_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.480 4.37 ng/ul 750961  Acenaphthene-die 14.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 76
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 2124 (15.480 min): BNO17115.D\data.ms (-2118) (- m/z 57.10 100.00%
57.1

5000 J
85.1 I
3.1 15.50
141.2 169.1
o‘,211223?‘ m/z 71.10  50.21%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
54.0
5000 85.0 =
15.50
m/z 43.10 46.69%
29.0 H | ‘ 30 1410 1690 226.0
O\\\\‘\\\\‘\\\\‘\\M\“1‘\\\”‘\\‘1‘\‘1”\\\"‘\\\‘1‘\\\\‘\]\-\919\\‘\\\\’\\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59061: Undecane, 3,6-dimethyl-
571.0
=
15.50
5000 ITI/Z 85.10 24.96%
29.0 85.0
A s L R TV S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59062: Undecane, 3,5-dimethyl- =
571.0 15.50
m/z 41.10 22.89%
5000
29.0 85.0
o] 120 5010 o
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.963 19.41 ng/ul 3624190  Phenanthrene-d10 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
3 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 72

Abundance Scan 2206 (15.963 min): BN017115.D\data.ms (-2198) (- m/z 57.10 100.00%
57.1

[ee]
ol
o

5000
113.1
16.00
1411 1832
0 2111 2462 m/z 71.10  74.01%
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
16.00
850 130 m/z 43.10  55.41%
29.0 183.0
ol Ll s M gp500830

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0

-

16.00
5000 m/z 85.05 28.49%

85.0

29.0 183.0
‘ ! J | | 1850717 23502530

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0 16.00

m/z 41.05 25.14%

113.0

o

%

5000

290‘ ‘ 85.0 1130
|

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.00

o

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.786  14.35 ng/ul 2678110 Phenanthrene-die 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2346 (16.786 min): BN017115.D\data.ms (-2342) (- m/z 57.10 100.00%
57.1

9.1 1650  17.00
ol u“ ‘u L] ““%491"% p9r2 2613wz 71.10 72.98%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 S ——
16.50 17.00
90 m/z 43.10 48.72%
0 ‘ w“\ il uh\ \h\ \‘\‘ h‘ %4%? :!'830 225.0 267.0 309.0 367.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
P o
16.50 17.00
5000 m/z 85.10  41.14%
9.0
bbbl yr0w20 200
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 16.50 17.00
m/z 41.10 24.18%
- MM/\}\/JM
9.0
ol LWL L1 3401830 2300 2080
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.398 7.12 ng/ul 1328850  Phenanthrene-d10 16.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2450 (17.398 min): BN017115.D\data.ms (-2446) (- m/z 57.10 100.00%

57.1
5000
o1 141.1 00 17:50
‘ 1 Magsz 2412 gy 17.00 17.50
0 “N‘ ‘N‘\J‘ R e e R A m/z 71.10 83.06%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — —

17.00 17.50
m/z 43.10 65.74%

o

9.0
| o] 1401830 2540
N ‘\‘\‘f‘\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P P
17.00 17.50
5000 m/z 85.10 49,98%
- JM | Jw\ n“m 101830 2390 2960 J\/\,J\W
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — —
57.0 17.00 17.50

m/z 41.10 24.78%

5000 W

ol | H | 141.0183.0225.0267.0300.0 365.0
L 110183.02250067.03000 3650 e

m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\

Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.M

: SVOA CALIBRATION

: 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 11
R.T. EstConc Area Relative to ISTD R.T.

22.739 2.12 ng/ul 495619  Perylene-di2 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 93
3 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 90

Abundance Scan 3358 (22.739 min): BN017115.D\data.ms (-3354) (- m/z 57.10 100.00%
57.1

-

5000
2250  23.00
7.1 207.0 : :
0‘Hm‘".J*w\ﬁﬁ“u“‘mh‘Mmz‘?p{;‘?’%?"z“‘4‘1‘6“’19“4{39"‘1‘5‘4?5 m/z 71.10  65.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 — —
22.50 23.00
m/z 43.10 61.16%
O‘H“\\“\lw\J‘\I‘F\‘\Z;\\(‘)I\E_\?Z-\l(\)‘\'\‘\\2\9\?'\(\)\\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0
—— —
22.50 23.00
5000 m/z 85.10 49.68%
126.0
.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320326: Docosane, 1-iodo- —— —
57.0 22.50 23.00
m/z 55.05 22.70%
5000 \W«\WvMMmAwNA%WJﬂ\W
‘ } F‘E7O 197.0 309.0
UREY F B S O A G — — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.304 2.37 ng/ul 554234  Perylene-di2 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Triacontane, 1-iodo- 548 (C30H61I 1000406-32-3 87
5 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 86
Abundance Scan 3454 (23.303 min): BN017115.D\data.ms (-3450) (- m/z 57.10 100.00%
57.1
5000 MJ\MW
— ——
‘ ‘ 1‘13.1 1691 2450 23.00 23.50
ol Al LI 400 2450 3093 4020 4781 ./, 7116 64.20%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #123961: Heptadecane
57.0
5000 — ——
23.00 23.50
m/z 43.10 58.94%
O WJ \‘\]_"‘]-\“3\.‘\0\‘]‘-\6\9.\0\‘\\2%10‘.0\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
— ——
23.00 23.50
5000 m/z 85.10 51.42%
155.0
I Y F UL E——
miz--> 50 100 150 200 250 300 350 400 450
Abundance #212282: Docosane “ ——
57.0 23.00 23.50
m/z 55.10 19.88%
113.0
I TR
0 Hu"muﬁﬁmﬁﬂwuhqumu"H“lu“‘u“‘u‘,‘u‘ P P
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN102621\

Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 7

R.T. EstConc Area Relative to ISTD R.T.
23.951 3.55 ng/ul 828762  Perylene-d12 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratriacontane, 2-methyl- 493 C35H72 014167-65-8 91

Abundance Scan 3564 (23.951 min): BN017115.D\data.ms (-3559) (- m/z 57.10 100.00%
57.1

-

5000
24.00
169.2
0 HLJ n”ﬂl‘m“3?5?‘%339H“_‘49ﬁ9“ﬁ?54‘ m/z 71.10  65.96%
miz—-> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 ——
24.00
m/z 43.10  59.49%
113.0
o ‘J 117 169.0 2250 2050 367.0
\\\‘\\f\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

W

Abundance #298427: Octacosane
57.0
24.00
5000 ITI/Z 85.10 48.21%
OMJ%W@MMM%M%NQM
Pt e T e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- ——
57.0 24.00
m/z 55.00 21.24%
- V\‘\J/\w
0 (LT 1690 2250 2810 3650
H“""_"“"‘W"““‘H“““H“““‘_“‘ P
m/z--> 50 100 150 200 250 300 350 400 450 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 9
R.T. EstConc Area Relative to ISTD R.T.
24.698 2.65 ng/ul 619769 Perylene-d12 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3691 (24.698 min): BN017115.D\data.ms (-3686) (-  m/z 57.10 100.00%
57.1

-

5000
— ——
Hg?_l 196.2 281.1 416.0 489 24.50 25.00
oA AP0 2o 008 m/z 71.05  64.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158600: Nonadecane
57.0
5000 — —
24.50 25.00
m/z 43.05 59.11%
O‘H“\"\l\\J\?-\‘Z\Z\;(“)\J\-%T\.\OHZ‘G\\S\.F)‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
— ——
24.50 25.00
5000 ITI/Z 85.10 48.73%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

-

O b e PR TR F iy s SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- — —
57.0 24.50 25.00
m/z 55.00  24.32%
5000

-

17019702670 3850
(R D T D E NN Ao 2T M — e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.574 2.73 ng/ul 637741  Perylene-d12 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 94
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3840 (25.574 min): BN017115.D\data.ms (-3835) (- m/z 57.10 100.00%
57.1

%

5000
25.50
193.0 281.0 42
o‘H‘wAlw}mmum,‘H‘,HH‘m?’f‘???w%?‘“““5““?‘ m/z 71.10  66.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 —— |
25.50
‘ m/z 43.05 62.97%
O‘\\J‘\\‘\\!“\‘F-IFWI\\“‘\‘\]-\Q\G’\O\\Z\S’%\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane
57.0
T \
25.50
5000 ITI/Z 85.10 47 .25%

J\l nﬂ 4‘.19602540
o b A e

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #303744: Disulfide, di-tert-dodecyl
57.0 25.50
m/z 55.10 26.12%
- \’WV\/W/\\M
169.0
ob bl [ 230 a0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.50

SFAM-EPA-BN102621.M Wed Oct 27 18:30:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 10 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

26.421 8.06 ng/ul 1884570 Perylene-di2 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 99
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
5 (3S,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 50

Abundance Scan 3984 (26.421 min): BN017115.D\data.ms (-3976) (- m/z 43.10 100.00%
3.1

105.1
—
I
——L m/z 55.10 63.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #310595: .beta.-Sitosterol
43.0
5000 U
26.50
414.0 9
05130 m/z 57.10 61.56%
i H J
0 i “‘. [l‘H‘\‘ | H‘l
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #310597: .gamma.-Sitosterol
43.0
—
26.50
5000 m/z 105.10 52.47%
414.0
’ 61. 0213 0 3030
0 » ‘\“ H h ‘mh ‘“‘“‘ “m ‘\m‘\m m ‘\|‘L ‘n‘ ' ‘I‘ ; “ . “3‘5‘5 0‘} M e AR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #310596: .beta.-Sitosterol T
43.0 26.50
m/z 145.05 51.96%
5000
107.0 414.0
161.0
11T vt
0 B ‘\ L“’ LH‘J\’H ‘Mh\h 357. —
m/z--> 0 50 100 150 200 250 300 350 400 450 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN@17115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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 11 Stigmast-4-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

27.974 5.20 ng/ul 1216220 Perylene-di2 23.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 97
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 93
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 64
4 Testosterone 288 C19H2802 000058-22-0 64
5 4-Campestene-3-one 398 (C28H460 051014-22-3 64

Abundance Scan 4248 (27.974 min): BNO17115.D\data.ms (-4239) (- m/z 124.10 100.00%

124.1
43.1
5000 229.2
bbb 7 2 o
o NW 1‘ ! 'J“k“"\“ Mdtidoa NN e L ATSL B9 /7 43.10  50.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309452: Stigmast-4-en-3-one
124.0
43.0
5000 U
229.0 412.0 28.00
‘ ‘ 289.0 ITI/Z 229.20 40.91%
0 ‘IL ‘ “”H“‘T JH[ \!h ‘\I\\‘\h‘\ ‘I\ ‘m‘\r ‘\I‘\‘ \J\ : {} |‘ L h P : 1‘ b
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309453: .gamma.-Sitostenone
124.0
o
28.00
5000 229.0 ITI/Z 55.00 39.58%
43.0 289.0 412.0
T oo T ..Z N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17 T
124.0 28.00
m/z 41.00 30.16%
5000
288.0
203.0
O, T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN102621\
Data File : BN017115.D

Acqg On : 27 Oct 2021 06:23
Operator : CG/JU

Sample : M4215-03

Misc :

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN102621.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|
(DEL) Alkane: S 15.480 4.4 ng/ul 750961 3 14.186 3438610 20.0
(DEL) Alkane: S 15.963 19.4 ng/ul 3624190 4 16.945 3733570 20.0
(DEL) Alkane: S 16.786 14.4 ng/ul 2678110 4 16.945 3733570 20.0
(DEL) Alkane: S... 17.398 7.1 ng/ul 1328850 4 16.945 3733570 20.0
(DEL) Alkane: S... 22.739 2.1 ng/ul 495619 6 23.368 4674400 20.0
(DEL) Alkane: S 23.304 2.4 ng/ul 554234 6 23.368 4674400 20.0
(DEL) Alkane: S 23.951 3.5 ng/ul 828762 6 23.368 4674400 20.0
(DEL) Alkane: S... 24.698 2.6 ng/ul 619769 6 23.368 4674400 20.0
(DEL) Alkane: S... 25.574 2.7 ng/ul 637741 6 23.368 4674400 20.0
.beta.-Sitosterol 26.421 8.1 ng/ul 1884570 6 23.368 4674400 20.0
Stigmast-4-en-3... 27.974 5.2 ng/ul 1216220 6 23.368 4674400 20.0
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