LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS Vvial : 11 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-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@O7465.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.122 3 6 24 rVB 5600291 7512192 100.00% 12.662%
2 3.381 46 50 57 rVB 31294 43295 0.58% 0.073%
3  3.965 133 139 147 rBV 69027 93647 1.25% ©.158%
4 4.046 157 163 169 rw 40460 64071 ©0.85% ©.108%
5 4.134 173 178 186 rVB 33631 54004 0.72% 0.091%
6 5.599 421 427 435 rBV 29808 52650 0.70% ©0.089%
7 5.969 485 490 499 rVB2 37708 76926 1.02% 0.130%
8 7.116 676 685 693 rvv2 588779 1167354 15.54% 1.968%
9 7.287 705 714 721 rBV 465205 726100 9.67% 1.224%
10 7.487 740 748 758 rBV 586021 908326 12.09% 1.531%
11 7.61@ 763 769 774 rVB2 39231 66226 0.88% 0.112%
12 7.957 821 828 835 rBV 709089 1118902 14.89% 1.886%
13 8.663 941 948 958 rVB 687243 1093589 14.56% 1.843%
14 9.116 1009 1025 1032 rBV 528539 911836 12.14% 1.537%
15 9.840 1140 1148 1155 rBV 390996 645739 8.60% 1.088%

16 10.381 1225 1240 1250 rBV 730212 1205264 16.04%
17 10.763 1297 1305 1311 rBV 946961 1616774 21.52%
18 10.816 1311 1314 1320 rWV 70223 109354  1.46%
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19 10.893 1320 1327 1334 rVW 610911 1037501 13.81% 749%
20 11.816 1478 1484 1490 rBV2 21337 39258 0.52% 066%
21 12.210 1543 1551 1556 rBV 22635 43845 0.58% 0.074%
22 12.428 1580 1588 1594 rVB 114265 196543 2.62% 0.331%
23 12.640 1617 1624 1631 rVV 94324 155988 2.08% 0.263%
24 13.440 1754 1760 1766 rVB2 34053 53598 ©.71% ©.090%
25 13.757 1809 1814 1816 rBV2 29340 43840 0.58% 0.074%
26 13.916 1831 1841 1847 rBV2 77270 161742 2.15% 0.273%
27 14.004 1847 1856 1861 rVV 1257391 1825028 24.29% 3.076%
28 14.045 1861 1863 1869 rVV3 22535 38871 0.52% ©0.066%
29 14.098 1869 1872 1876 rVV2 28273 39760 0.53% 0.067%
30 14.151 1876 1881 1885 rVV 45476 75216 1.00% 0.127%

31 14.287 1894 1904 1916 rBV 1483835 2293974 30.54%
32 14.516 1937 1943 1947 rBV 32722 46373 0.62%
33 14.592 1948 1956 1963 rBV 1410258 2186236 29.10%
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34 14.775 1981 1987 1999 rVV 482385 746813  9.94% 259%
35 14.881 2001 2005 2009 rVvv4 26365 51704  0.69% 087%
36 14.928 2009 2013 2019 rVW3 21672 40666 0.54% 0.069%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS Vvial : 11 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-BP101421.M
Title : SVOA CALIBRATION
37 14.992 2019 2024 2031 rW 60025 110872 1.48% ©.187%
38 15.069 2032 2037 2042 rVB2 25282 43870 0.58% 0.074%
39 15.222 2055 2063 2067 rBVv4 26545 54341 0.72% 0.092%
40 15.386 2085 2091 2095 rBv4 32566 64194 ©.85% 0.108%
41 15.463 2100 2104 2110 rVB2 42012 49833 0.66% ©0.084%
42 15.586 2115 2125 2131 rBV 1789634 2655156 35.34% 4.475%
43 15.634 2131 2133 2138 rVwv2 69464 90470 1.20% 0.152%
44 15.698 2138 2144 2153 rVB 361766 502315 6.69% 0.847%
45 15.869 2169 2173 2178 rVB3 27904 43783 0.58% 0.074%
46 15.939 2178 2185 2189 rBV 36970 60863 0.81% ©0.103%
47 16.086 2203 2210 2218 rVB2 47906 106544 1.42% ©.180%
48 16.175 2218 2225 2233 rVB3 23155 52557 ©.70% ©.089%
49 16.328 2246 2251 2253 rVV5 50730 70101 0.93% 0.118%
50 16.357 2253 2256 2261 rVB 89029 122881 1.64% 0.207%
51 16.886 2341 2346 2350 rBV3 36890 68369 ©0.91% 0.115%
52 16.998 2361 2365 2372 rVB4 21618 47777 0.64% 0.081%
53 17.081 2374 2379 2384 rW5 26155 56097 ©.75% ©.095%
54 17.128 2384 2387 2391 rW2 55409 73792 ©.98% 0.124%
55 17.181 2391 2396 2403 rVB6 24691 54874 ©.73% 0.092%
56 17.345 2418 2424 2429 rBV 1790998 2610889 34.76% 4.401%
57 17.392 2429 2432 2436 rVV 206048 289485 3.85% ©0.488%
58 17.445 2436 2441 2452 rVV2 2019337 3001249 39.95% 5.059%
59 17.663 2475 2478 2482 rVB3 26947 37459 0.50% 0.063%
60 17.745 2488 2492 2497 rBV 37603 51295 0.68% 0.086%
61 17.869 2509 2513 2517 rVB 55255 62401 0.83% 0.105%
62 18.180 2562 2566 2569 rBV 67936 90599 1.21% 0.153%
63 18.216 2569 2572 2574 rBV 62348 77217 1.03% 0.130%
64 18.239 2574 2576 2578 rBV2 72535 87461 1.16% ©.147%
65 18.333 2589 2592 2597 rVB 30802 40953 0.55% ©0.069%
66 18.398 2598 2603 2607 rVV2 103298 186484  2.48% 0.314%
67 18.439 2607 2610 2616 rVB 87657 111212 1.48% ©.187%
68 18.539 2623 2627 2633 rVB2 54397 76085 1.01% ©.128%
69 18.698 2650 2654 2657 rBV 51160 69806 ©0.93% 0.118%
70 18.727 2657 2659 2665 rVB4 39356 57993 0.77% ©.098%
71 19.098 2718 2722 2727 rBV2 103263 161114 2.14% ©.272%
72 19.145 2727 2730 2735 rVv4 97210 153223 2.04% 0.258%
73 19.192 2735 2738 2741 rVWV 55511 66351 0.88% 0.112%
74 19.233 2741 2745 2752 rVV3 63798 116022 1.54% ©.196%
75 19.357 2761 2766 2773 rVB 540250 720156  9.59% 1.214%
76 19.475 2780 2786 2788 rBV4 46028 75351 1.00% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS Vvial : 11 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-BP101421.M

Title : SVOA CALIBRATION

77 19.545 2794 2798 2800 rBv4 30322 43686 ©0.58% 0.074%
78 19.680 2815 2821 2834 rVV2 2543512 3913914 52.10% 6.597%
79 19.786 2835 2839 2844 rVB2 67819 115066 1.53% 0.194%
80 19.874 2851 2854 2858 rBV 44097 76931 1.02% 0.130%
81 20.027 2875 2880 2890 rBV5 89316 243583 3.24%  0.411%
82 20.163 2898 2903 2904 rBV3 86469 141186 1.88% 0.238%
83 20.186 2905 2907 2911 rVV 145329 154406 2.06% 0.260%
84 20.222 2911 2913 2917 rVB2 57118 57483 0.77% ©.097%
85 20.286 2921 2924 2928 rVB 71060 82779 1.10% ©.140%
86 20.345 2928 2934 2938 rBV2 124713 223610 2.98% 0.377%
87 20.480 2954 2957 2960 rBV 81234 99296 1.32% ©0.167%
88 20.527 2962 2965 2969 rVB2 75036 101586 1.35% ©0.171%
89 20.921 3028 3032 3038 rVB 145906 215564 2.87% 0.363%
90 21.121 3063 3066 3069 rBV 90820 105343 1.40% ©.178%
91 21.163 3069 3073 3077 rVV4 172638 247994  3.30% 0.418%
92 21.433 3112 3119 3123 rBV2 2417592 3785628 50.39% 6.381%
93 21.474 3123 3126 3135 rVB 539848 777010 10.34%  1.310%
94 21.610 3146 3149 3153 rBv4 107464 146330 1.95% ©.247%
95 22.080 3226 3229 3235 rVB2 250595 361918 4.82% ©0.610%
96 23.145 3404 3410 3413 rBV 553363 1219819 16.24%  2.056%
97 23.733 3503 3510 3516 rBV 1427969 2897581 38.57% 4.884%
98 23.892 3531 3537 3546 rVB2 1430966 3011869 40.09% 5.076%
99 24.598 3652 3657 3665 rVB 320442 658248 8.76%  1.109%
100 27.480 4140 4147 4161 rVB4 498736 1634869 21.76% 2.756%

Sum of corrected areas: 59330398
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP007465.D\data.ms
122
5000000

4000000
3000000
2000000

10.763
1000000 10.381
7.1—}.%57487 7.957 8.663 9.116 893

9.840
3.381 3.908484 5.599 5.969 jUL 610 jL 0 10/816

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07465.D\data.ms
5000000
4000000
3000000 19.680
2000000 15.586
14.28,
14.004 84,592
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B1612. 34128640 13.4418: f
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Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP0O07465.D\data.ms
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4000000

3000000 21.433

2000000
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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_P\Data\BP101821\
Data File : BP0@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.122 134.28 ng/ul 7512190 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 6 (3.122 min): BP007465.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
‘ ‘ 3.203.303.403.50
Ob dd| 1448 200626693237 397.6455.9517.3 /7 43.10  34.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U B R A R
3.203.303.403.50
“ ‘ m/z 87.10  27.44%
O\\l‘\l\H‘HWW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R man R S
3.203.303.403.50
5000 m/z 55.10 25.57%
0HHJ‘LMM\‘\‘\m‘\m‘\m‘\m‘uuWw\m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol ST
73.0 3.203.303.403.50
m/z 41.05 11.04%
5000 /k
o\HH P
m/z--> 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 3
R.T. EstConc Area Relative to ISTD R.T.
24.598 4.37 ng/ul 658248 Perylene-d12 23.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptadecane, 8,8-dipentyl- 380 C27H56 055282-28-5 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3657 (24.598 min): BP0O07465.D\data.ms (-3652) (- m/z 57.10 100.00%

57.1
5000

T \
24.50 25.00

211.1 282.0 |
0 “\‘F\ b oo 34104021 4771 549 u/p 71,10 72.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 = ‘
24.50 25.00

m/z 85.10  55.59%

O‘\\“\\‘\‘\\‘I\I"Jk\ﬁl\{\‘l\'\]-\?zfc\)\W‘2\\83‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #320594: Heneicosane, 11-decyl-
57.0

\
24.50 25.00
5000 m/z 43.10 53.92%

295.0
27.0 ’
H‘ﬁmlg”%so
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #176386: Eicosane : .
57.0 24.50 25.00

m/z 55.05  23.36%

B //\vﬂA/\\M\
|
|

|| 2270 197.0 282.0
O bbb S5 TS e e — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.480 10.86 ng/ul 1634870 Perylene-di2 23.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 93
4 .beta.-Sitosterol 414 C29H500 000083-46-5 87
5 (3S,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 50

Abundance Scan 4147 (27.480 min): BPO07465.D\data.ms (-4140) (-  m/z 43.10 100.00%

43.1
107.1 213.2
5000
e
0l 41715358 /7 107.10  67.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 07.0 LT
414.0 27.50
” } 2130 303.0 m/z 105.00  66.66%
0 ‘J‘T\ i Jm H““ML‘I“F lm ‘\M‘m‘\ mh \|Jl ‘...J‘ ‘h‘ ‘ J ‘L - ) ‘M‘ “‘ A RMERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.
41.0 107.0 394.0
' 283.0 —
27.50
5000 ITI/Z 55.10 65.60%
213.0
0 lh\%‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol 7
43.0 27.50
m/z 57.10 62.63%
5000
107.0 414.0
e e
ST VYV RN s e Y -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP101821\
Data File : BP0O@7465.D

Acqg On : 18 Oct 2021 15:48
Operator : CG/JU

Sample : M4181-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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... 3.122 134.3 ng/ul 7512190 1 7.957 1118900 20.0
(DEL) Alkane: S... 24.598 4.4 ng/ul 658248 6 23.892 3011870 20.0
.gamma.-Sitosterol 27.480 10.9 ng/ul 1634870 6 23.892 3011870 20.0

SFAM-EPA-BP101421.M Tue Oct 19 13:08:55 2021 8



