LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc :

ALS Vvial : 38 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51711.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.607 106 20 28 rBV4 60692 118061 7.63% ©0.689%
2 4.030 88 92 106 rBvV 37977 72064 4.66% 0.421%
3 4.389 148 153 156 rBV2 2707 3966 0.26% 0.023%
4 7.402 660 666 677 rBV2 43916 91757 5.93% 0.536%
5 7.579 688 696 703 rBV 124642 209600 13.55% 1.224%
6 7.796 725 733 742 rBV 127032 219697 14.20% 1.283%
7 8.272 807 814 821 rBV 135666 235076 15.19% 1.372%
8 8.325 821 823 827 rVB2 3190 3579 0.23% 0.021%
9 8.877 913 917 923 rVB2 9915 15233 0.98% 0.089%
10 8.965 925 932 939 rBvV2 108888 193120 12.48% 1.127%
11  9.441 1005 1013 1022 rVB 168477 301704 19.50% 1.761%
12 9.870 1081 1086 1089 rBV2 4487 5936 0.38% 0.035%
13 10.169 1129 1137 1145 rBV 126095 234429 15.15% 1.369%
14 10.575 1203 1206 1213 rBV2 2706 4969 0.32% 0.029%

2.

15 10.716 1222 1230 1241 rBV 202582 366198 23.67%

16 10.862 1250 1255 1257 rBV2 2984 3337 0.22%
17 11.109 1287 1297 1306 rBV 188086 338066 21.85%
18 11.227 1309 1317 1329 rVB 168493 314517 20.33%

(ORI
(o]
w
(o))
R

19 12.366 1507 1511 1516 rBV3 3041 4480 0.29% 026%
20 12.495 1530 1533 1539 rBvV4 4063 6363 0.41% 037%
21 12.683 1558 1565 1569 rBV4 3417 5630 ©.36% 0.033%
22 13.723 1738 1742 1749 rVB2 9942 17119 1.11% ©0.100%
23 13.964 1776 1783 1786 rVB3 7662 12817 ©.83% 0.075%
24 14.299 1833 1840 1847 rVV 414414 618644 39.98% 3.612%
25 14.528 1876 1879 1884 rVV3 3765 6286 0.41% 0.037%
26 14.604 1884 1892 1902 rVB 456454 737946 47.69%  4.308%
27 14.786 1920 1923 1928 rVB2 6851 8962 0.58% 0.052%
28 14.904 1937 1943 1950 rBV 306838 490684 31.71%  2.865%
29 15.068 1963 1971 1978 rBV 38014 67611 4.37% 0.395%
30 15.527 2047 2049 2054 rVB3 3657 4852 ©.31% ©0.028%
31 15.697 2072 2078 2081 rVWV5 5261 10338 0.67% ©0.060%
32 15.732 2081 2084 2088 rVvv2 4178 5447 ©.35% 0.032%
33 15.897 2104 2112 2118 rBV 614750 944758 61.05% 5.516%
34 15.997 2122 2129 2135 rVV 151158 227452 14.70%  1.328%
35 16.132 2149 2152 2157 rBV4 3935 4854 ©.31% ©0.028%
36 16.531 2215 2220 2222 rBV4 2787 4480 0.29% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc :

ALS Vvial : 38 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION
37 16.566 2222 2226 2228 rBvV3 3899 4976 ©0.32% 0.029%
38 16.596 2228 2231 2234 rVB4 3086 4231 0.27% 0.025%
39 16.713 2248 2251 2258 rBV5 3010 5817 0.38% 0.034%
40 16.772 2258 2261 2267 rBvV8 5601 10095 0.65% ©0.059%
41 16.837 2269 2272 2277 rVB3 3968 4983 0.32% 0.029%
42 16.884 2277 2280 2284 rVB5 3176 4261 0.28% 0.025%
43 17.048 2304 2308 2312 rVB5 4004 6441 0.42% 0.038%
44 17.113 2312 2319 2321 rBV5 7104 11427 0.74% 0.067%
45 17.389 2363 2366 2369 rvv2 6499 7661 ©0.50% 0.045%
46 17.436 2371 2374 2380 rVB8 5307 9593 0.62% 0.056%
47 17.542 2387 2392 2396 rVB5 6913 9563 0.62% 0.056%
48 17.653 2405 2411 2419 rVV 404835 614961 39.74%  3.590%
49 17.753 2421 2428 2436 rVB 694742 1061527 68.60% 6.197%
50 17.918 2452 2456 2458 rBV2 6656 8534 0.55% 0.050%
51 18.006 2467 2471 2475 rBV 12373 18334 1.18% 0.107%
52 18.135 2489 2493 2495 rVB5 3377 3622 0.23% 0.021%
53 18.305 2519 2522 2525 rBV5 6423 6263 0.40% 0.037%
54 18.523 2554 2559 2563 rBV3 37829 54719 3.54% 0.319%
55 18.593 2567 2571 2576 rVB 11332 17183 1.11% 0.100%
56 18.822 2607 2610 2612 rBV4 3055 3747 0.24% 0.022%
57 18.940 2625 2630 2633 rBV7 4751 6504 0.42% 0.038%
58 19.034 2642 2646 2647 rBvV3 2684 3495 0.23% 0.020%
59 19.157 2665 2667 2670 rBv4 3184 4334 0.28% 0.025%
60 19.298 2688 2691 2695 rVB5 5751 7435 0.48% 0.043%
61 19.380 2702 2705 2710 rBV5S 9312 14531 0.94% 0.085%
62 19.445 2714 2716 2723 rVB5 8692 10468 0.68% 0.061%
63 19.603 2739 2743 2746 rBV4 9201 13752 0.89% 0.080%
64 19.662 2750 2753 2762 rVB3 10449 17776  1.15% 0.104%
65 19.897 2789 2793 2796 rBV5 16328 27468 1.78% 0.160%
66 19.927 2796 2798 2804 rVB4 16061 22719 1.47% 0.133%
67 20.032 2810 2816 2822 rVB 815215 1212860 78.38% 7.081%
68 20.925 2965 2968 2973 rVB5 13037 19443 1.26% 0.114%
69 21.078 2991 2994 2998 rVB5 8739 12929 0.84% 0.075%
70 21.425 3051 3053 3057 rVB5 5322 7456 0.48% 0.044%
71 21.583 3074 3080 3092 rBV2 66821 169923 10.98% 0.992%
72 21.836 3121 3123 3130 rVB4 15104 23049 1.49% 0.135%
73 21.977 3140 3147 3155 rVB 377803 640229 41.37% 3.738%
74 22.834 3288 3293 3298 rBV7 7226 13173 0.85% 0.077%
75 23.234 3359 3361 3367 rVB7 13331 19904 1.29% 0.116%
76 23.563 3411 3417 3418 rBv4 8270 14322 0.93% 0.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc :

ALS Vvial : 38 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION
77 23.804 3451 3458 3465 rVW7 17291 45927 2.97% 0.268%
78 24.479 3568 3573 3578 rVB7 10862 20621 1.33% 0.120%
79 24.685 3606 3608 3610 rBV3 3640 3450 0.22% 0.020%
80 25.225 3689 3700 3712 rVB2 378331 1146722 74.11% 6.695%
81 25.472 3730 3742 3761 rVB2 208748 668675 43.21%  3.904%
82 26.518 3918 3920 3923 rVV4 5043 4389 0.28% 0.026%
83 26.782 3961 3965 3966 rBV4 7578 9637 0.62% 0.056%
84 27.117 4019 4022 4024 rBV4 4206 4531 0.29% 0.026%
85 27.675 4115 4117 4120 rBV4 3215 4465 0.29% 0.026%
86 28.303 4221 4224 4225 rBV3 5967 5480 ©0.35% 0.032%
87 28.421 4240 4244 4245 rBV4 3236 4389 0.28% 0.026%
88 28.668 4281 4286 4287 rBV4 3482 5827 0.38% 0.034%
89 29.108 4346 4361 4362 rBV1e 50511 157859 10.20% 0.922%
90 29.584 4435 4442 4443 rBV6 17889 34427 2.22% 0.201%
91 29.684 4456 4459 4460 rBV3 12052 12211 0.79% 0.071%
92 29.801 4473 4479 4481 rBV6 43473 93734 6.06% 0.547%
93 30.307 4556 4565 4580 rVB6 78703 358584 23.17%  2.093%
94 30.700 4618 4632 4633 rBV3 117005 302730 19.56% 1.767%
95 31.205 4704 4718 4736 rVB6 86310 430278 27.81% 2.512%
96 31.411 4738 4753 4759 rBV9 137643 620649 40.11% 3.623%
97 31.534 4764 4774 4791 rVB6 256286 1300628 84.05% 7.593%
98 31.722 4796 4806 4823 rVB6 57087 302120 19.52% 1.764%
99 32.327 4908 4909 4911 rBV2 5450 4072 0.26% 0.024%
100 32.574 4933 4951 4963 rBV6 281223 1547396 100.00% 9.034%

Sum of corrected areas: 17128541
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051711.D\data.ms
800000

700000
600000
500000
400000
300000

10.71
200000 9.441 91309,
757996 8272 4o 10.169

100000
607 7.40

.030
4.389 A\ 8325 8.817 9.870 || 10.576.86 121260583
0 L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L T 1 T ‘ L ‘ L ‘ L ‘ L ﬁ_'_r =TT ‘ T T\V_r [ ‘ L ‘ T Aﬁ"“r T T ‘ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051711.D\data.ms
800000 20.p32

17.753

700000

15.897
600000

500000

14.604
17.653 21.977

400000

300000

200000

100000

.068
1588 3T

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051711.D\data.ms
800000

700000
600000

500000

400000 25.225

32.5]
300000 31.534

200000 30700 314
7

31.205/31.722
23.23B 9804 32.327 |

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50

100000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.583 5.31 ng/ul 169923  Chrysene-di2 21.977
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3080 (21.583 min): BG051711.D\data.ms (-3074) (- m/z 55.15 100.00%
55.1

97.2
5000
T T
|| 1532 2229 2819 21.50
ol AV A W m/z 43.15  90.55%
miz--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 — :
21.50
m/z 57.15 89.60%
39.0
ol ‘u“ I | ﬁ ) 1800 ‘2‘3‘?'?‘ 2950
miz--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0/ 83.0
T T
21.50
5000 ITI/Z 83.15 89.17%
25.0
o ALl L g0 zo0
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1 T ‘
57.0 97.0 21.50
m/z 69.15 81.52%
5000
||
olo0 LALN LI, 18202220 2640 3080 e
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
29.108 4.72 ng/ul 157859  Perylene-d12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(2-Methyloctan-2-y1)-3-(1R,3R-. 332 C22H3602 070434-92-3 47
2 5-(2-Methyloctan-2-yl)-3-(1R,3R-... 332 C22H3602 070434-92-3 47
3 2-((1S,3R)-3- hydroxycyclohexyl)— 332 C22H3602 132296-11-8 47
4 CP 47,497 (n=7) 318 C21H3402 070434-82-1 38
5 2-((1S,3R)-3-hydroxycyclohexyl)-... 332 C22H3602 132296-11-8 32

Abundance Scan 4361 (29.108 min): BG051711.D\data.ms (-4346) (- m/z 215.25 100.00%

215.3 ' '
43.2
5000 93.2
135.2 387.. g T
75.2 283.1 " 29.00 20.50
‘ s : 5
0! L A T T B A m/z 43.20 68.85%
m/z--> 50 100 150 200 250 300 350
Abundance #239656: 5-(2-Methyloctan-2-yl)-3-(1R,3R-3-hydroxycyclc
215.0
5000 — —
29.00 29.50
350 m/z 233.15  57.04%
43.0 81 0 ]rz 161 0 260.0 ‘
O\\H‘H\\\\‘\\‘\H\‘h’ \‘\‘\‘\ “\\\M\‘}\\\‘\L\\‘\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #239658: 5-(2-Methyloctan-2-yl)-3-(1R,3R-3-hydroxycyclc
215.0 ﬁ
i Wi
29.00 29.50
332.0
43.0 81 0 ]rz 161 0 260.0 ‘
ol e o AL L
m/z--> 50 100 150 200 250 300 350
Abundance #239653: 2-((1S,3R)-3-hydroxycyclohexyl)-5-(2-methylno MMMWMMM i
215.0 29. 00 29.50
m/z 81.15 45.73%
5000
43.0 810 314.0
ol L s 22 0. | T P O B S
m/z--> 50 100 150 200 250 300 350 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 3 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

29.801 2.80 ng/ul 93734  Perylene-di12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Chlorobenzene, 4-(2-hydroxyben... 231 C13H10CINO 1000221-93-4 22
2 1-Cyclohexyl-2-methyl-1,4,5,6,7,... 231 C16H25N 1000427-12-7 22
3 Pyrimidine, 4-amino-2,6-bis(trif... 231 C6H3F6N3 000717-61-3 18
4 propanamide, 2-[[4-(acetyloxy)-1... 273 C15H15NO4 1000397-03-1 16
5 Henna, TBDMS derivative 288 C16H2003Si 1000373-08-3 14

Abundance Scan 4479 (29.801 min): BG051711.D\data.ms (-4473) (- m/z 231.15 100.00%

43.1 231.2
95.2
5000 1611
330.3
—t ; ﬁMWWNC
280.9 400. 29.50 30.00
oLk m/z 43.15 95.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #112569: 1-Chlorobenzene, 4(2 hydroxybenzylidenamin
231.
5000 - —
111.0 29.50 30.00
45.0 m/z 55.15 88.70%
‘ ‘ ‘ 167.0
0 \“\“““\MW‘\ \“M \‘\ ‘u ‘ “‘ : ‘\‘\‘\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #112867: 1-Cyclohexyl-2-methyl-1,4,5,6,7,8-hexahydro-1
231.0
—— —
29.50 30.00
5000 148.0 m/z 95.15 54.31%
41.0 108.
‘ “ 190
om_w“ mH_w i) A
m/z--> 50 150 200 250 300 350 400
Abundance #112906: Pyrlmldlne, 4-amino-2,6-bis(trifluoromethyl)- e ——
231.0 29.50 30.00
m/z 161.10 50.93%
5000
67.0 161.0
120. o‘ ‘
o S S o O N N B =1 AN
m/z--> 50 100 150 200 250 300 350 400 29.50 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
30.307 10.73 ng/ul 358584  Perylene-d12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 45
2 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 38
3 22-Stigmasten-3-one 412 C29H480 004736-95-2 30
4 Androst-5-en-4-one 272 C19H280 013583-72-7 25
5 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 25
Abundance Scan 4565 (30.307 min): BG051711.D\data.ms (-4556) (-  m/z 55.15 100.00%
55.1
— ——
H 30.00 30.50
ob— w“M m/z 81.15  72.15%
mlz--> 50 100 150 200 250 300 350 400
Abundance #85128: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
128.0
208.0
5000 — e
69.0 30.00 30.50
m/z 67.10 65.51%
018- \““““HL \‘\‘\‘U\‘H‘ “‘L \‘“\‘i \“ L LI ‘ T T ‘ T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80480: Naphthalene, decahydro-4a-methyl-1-methylene
41.0 93.0
— ——
204.0 30.00 30.50 .
5000 161.0 m/z 123.15  55.04%
oh “‘ A, M I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #309451: 22-Stigmasten-3-one “ T
55.0 30.00 30.50
m/z 93.15 54.05%
5000
123.0
271.0
0 il 14.0 369.0412.
ek T T
m/z--> 50 100 150 200 250 300 350 400 30.00 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
30.700 9.05 ng/ul 302730  Perylene-d12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(2-Propenylidene)-10,11-dihydr... 232 C18H16 024755-73-5 38
2 Furan, 2-[(2-ethoxy-3,4-dimethyl... 232 C15H2002 055162-49-7 38
3 Ergost-7-en-3-0l, (3.beta.)- 400 C28H480 026047-31-4 25
4 Ergost-7-en-3-ol 400 C28H480 116179-22-7 25
5 Alantolactone 232 C15H2002 000546-43-0 22

Abundance Scan 4632 (30.700 min): BG051711.D\data.ms (-4618) (- m/z 231.10 100.00%

43.3 2311
5000 93.2
147.1

3171 3833 30.50 31.00
0° m/z 43.25 86.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #114127: 5-(2-Propenylidene)-10,11-dihydro-5H-dibenzo|
232.0
5000
117.0 30 50 31 00

m/z 55.15 56.32%

55.0 178.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #113996: Furan, 2-[(2-ethoxy-3,4-dimethyl-2-cyclohexen-
232.0

81.0 30 50 31 00
5000 ITI/Z 215.15 56.02%
175.0
ol ‘\M“H |\w\u|‘u\h‘ ‘“‘H“HH‘HH‘HH‘H
m/z--> lOO 150 200 250 300 350 400
Abundance #302705: Ergost-7-en-3-ol, (3.beta.)-
43.0 30 50 31 00

m/z 232.15 54.82%

255.0 400.0
5000 ’
0 ‘ “‘ | Lh‘ ‘ " 299'0343'0 A /‘\‘/\A‘ /‘\A A A N

I
m/z--> 50 100 150 200 250 300 350 400 30.50 31.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 22-Stigmasten-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.205 12.87 ng/ul 430278  Perylene-di12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 22-Stigmasten-3-one 412 C29H480 004736-95-2 76
2 4,22-Stigmastadiene-3-one 410 C29H460 020817-72-5 38
3 Cholesta-22,24-dien-5-0l1, 4,4-di... 412 C29H480 1000128-66-1 30
4 1-Methyl-4-(1-methylethenyl)-3-[... 412 C30H52 1000370-41-5 25
5 Furan-2-carboxamide, N-benzyl-N-... 271 C17H21NO2 1000446-77-5 22

Abundance Scan 4718 (31.205 min): BG051711.D\data.ms (-4704) (- m/z 55.15 100.00%
55.1

=

5000
T ]
‘ 31.00 31.50
ol Ll m/z 81.15  64.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #309451: 22-Stigmasten-3-one

[&)]
13:1
o

5000 MlAtahs e
31.00 31.50
m/z 95.10  56.07%

0+

-

m/z--> 50 100 150 200 250 300 350 400
Abundance #308240: 4,22-Stigmastadiene-3-one
55.0
— —
31.00 31.50
5000 m/z 79.10  52.71%

=

ol

m/z--> 50 100 150 200 250 300 350 400
Abundance #309460: Cholesta-22,24-dien-5-ol, 4,4-dimethyl- — —
55.0 31.00 31.50

m/z 123.15 45.82%
5000
255.0

300.0 351.0 412.(
OHM“‘\H‘ A T
m/z--> 50 100 150 200 250 300 350 400 31.00 31.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 7 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

31.411 18.56 ng/ul 620649  Perylene-di2 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 .beta.-Sitosterol 414 C29H500 000083-46-5 50
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 43
4 .beta.-Sitosterol 414 C29H500 000083-46-5 30
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25

Abundance Scan 4753 (31.411 min): BGO51711.D\data.ms (-4738) (- m/z 43.15 100.00%
43.1

5000 912 1452 213.2

T
31.50

LA

m/z 55.15 44 .20%
m/z--> 0 5 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r—
145.0 414.( 31.50
\ 2130 3030 m/z 145.15  42.35%
O \“\ } ‘h‘\‘{ . :
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
Ay -
31.50
5000 m/z 57.15 42.07%

0 ‘\“ |“ J ‘H\‘ \
m/z--> 0 50
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- —
3.0 31.50
m/z 91.15 40.65%

100 150 200 250 300 350 400

5000 91.0 145.0 382.0

l 2130 ,g90
ob 3{0
miz—> 0 50 100 150 200 250 300 350 400 31.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 unknown-©5 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
31.534 38.90 ng/ul 1300630  Perylene-di12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 38
2 2-(4-Benzothiazol-2-yl-piperidin... 355 C19H21N302S 1000322-21-0 38
3 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 38

4 12-Amino-3,9-diazatricyclo[8.4.0... 231 C12H13N302
5 Pyrimidine, 4-amino-2,6-bis(trif... 231 C6H3F6N3

1010459-64-2 38
000717-61-3 30

Abundance Scan 4774 (31.534 min): BG051711.D\data.ms (-4764) (- m/z 231.15 100.00%

43.1 231.2
95.2
5000 161.2
344.3 ) SN AR :
‘ 283.1 414.¢ 31.50
ol m/z 43.15 91.35%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310598: .gamma.-Sitosterol
43.0
5000 —— :
107.0 31.50
m/z 55.15 77.33%
161.0
m 2130 5730 3290
O+ ‘]‘ ‘\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #264577: 2-(4-Benzothiazol-2-yl-piperidin-1-yl)-N-furan-2-
231.0
T T
31.50
5000 9.0 1620 m/z 95.15 54.17%
NIE-L IV W U O U T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310605: Stigmastane, 3-one, (5.alpha.) —— ‘
231.0 31.50
m/z 41.15 51.13%
5000 414.(
55.0 123.0
1s.0 27408170 3710
0! : : —T—
m/z--> 50 100 150 200 250 300 350 400 31.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Stigmastanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
31.722 9.04 ng/ul 302120  Perylene-d12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastanol 416 C29H520 019466-47-8 58
2 5-Chloro-2-(methylthio)benzothia... 215 C8H6CINS2 003507-41-3 49
3 2-Amino-5,6-dichloro-1-methylben... 215 C8H7C12N3 030486-79-4 38
4 2,6-Dichloro-4-trifluoromethylpy... 215 C6H2C12F3N 039890-98-7 27
5 2,4-Pentanedione, 1-(7-acetyl-4,... 318 C17H1806 021402-79-9 22

Abundance Scan 4806 (31.722 min): BG051711.D\data.ms (-4796) (-  m/z 215.15 100.00%

43.1 21p.2
5000 93.2
165.1
314.4 401.3 - L no
‘ } ZSP } 31.50 32.00
0 Jhﬂw“!“\“‘“‘ W b L wyz 4315 85.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #311665: Stigmastanol
233.0
5000 107.0 416.( —— B
43.0 165.0 31.50 32.00
m/z 233.15 68.71%

290.0
0! ‘M\I\‘ h\ll‘ “\\n‘\ ‘} Jl‘ L‘w‘\‘ 1‘\\;“ ‘u‘hh‘\ulw W‘ Ay h e ﬁr ‘WL A
m/z--> 50 100 150 200 250 300 350 400
Abundance #93511: 5-Chloro-2-(methylthio)benzothiazole
215.0
Y ‘

e —
31.50 32.00

5000 m/z 93.15 48.23%

142.0
m/z--> 50 100 150 200 250 300 350 400

Abundance #93515: 2-Amino-5,6-dichloro-1-methylbenzimidazole —— ——
215.0 31.50 32.00

m/z 217.25 45.81%

o

5000

42.0 107.0 158.0 M
| mu b ‘m\“ AL LmHlu ol 1\ HM \\u ) il

T i
m/z--> 50 100 150 200 250 300 350 400 31.50 32.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1@ Stigmastane, 3-one, (5.alpha.) Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
32.574 46.28 ng/ul 1547400  Perylene-di12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 91
2 Stigmastane, 3-one, (5.alpha.) 414 C29H500 1000437-00-8 78
3 Benzene, hexaethyl- 246 C18H30 000604-88-6 46
4 Pyrimido[5,4-b]pyrido[3,2-d]thie... 231 C11HON30S 201681-22-3 38
5 Cyclohexanamine, 2-[(phenylethyn... 231 C14H17NS 1000327-34-1 35

Abundance Scan 4951 (32.574 min): BGO51711.D\data.ms (-4933) (- m/z 231.15 100.00%

231.2
5000{ 43.1
5.1
163.1 e
3171 414.¢ 32.20 32.40 32.60
0 Ll myz 43015 46.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310608: Stigmastane, 3-one, (5.alpha.)
231.0
414.(
5000 T ‘ T T T T ‘ T T T T ‘ T
32.20 32.40 32.60
123.0 m/z 232.15 45.06%
55.0 ‘ ‘ 77.0 3170
. 17.
ol ‘L\‘ i iy id 6 Lo L 2720%70 110 L
m/z--> 50 100 150 200 250 300 350 400
Abundance #310605: Stigmastane, 3-one, (5.alpha.)
231.0
e
32.20 32.40 32.60
5000 4140  m/z 55.15 38.07%
55.0 123.0
N 175.0 274.0%170 3710
m/z--> 50 100 150 200 250 300 350 400
Abundance #131068: Benzene, hexaethyl- e P S aman o e
231.0 32.20 32.40 32.60
m/z 217.15 31.30%
5000
0 41.0 119.0 ‘ 17?-0
R R I I I Popepepa e
m/z--> 50 100 150 200 250 300 350 400 32.20 32.40 32.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122021\
Data File : BGO51711.D

Acqg On : 21 Dec 2021 11:29
Operator : CG/JU

Sample : M5126-02

Misc

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Dichloroacetic ... 21.583 5.3 ng/ul 169923 5 21.977 640229 20.0
unknown-01 29.108 4.7 ng/ul 157859 6 25.472 668675 20.0
unknown-02 29.801 2.8 ng/ul 93734 6 25.472 668675 20.0
unknown-03 30.307 10.7 ng/ul 358584 6 25.472 668675 20.0
unknown-04 30.700 9.1 ng/ul 302730 6 25.472 668675 20.0
22-Stigmasten-3... 31.205 12.9 ng/ul 430278 6 25.472 668675 20.0
.gamma.-Sitosterol 31.411 18.6 ng/ul 620649 6 25.472 668675 20.0
unknown-05 31.534 38.9 ng/ul 1300630 6 25.472 668675 20.0
Stigmastanol 31.722 9.0 ng/ul 302120 6 25.472 668675 20.0
Stigmastane, 3-... 32.574 46.3 ng/ul 1547400 6 25.472 668675 20.0
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