LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc :

ALS Vvial : 84 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: BGO51666.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.595 14 18 22 rBV3 10121 14196 1.02% 0.106%
2 4.029 88 92 99 rBVvV2 30110 48204 3.45% 0.359%
3 4.382 146 152 159 rBV3 2904 4829 0.35% 0.036%
4 4.746 210 214 221 rVB4 3021 4994 0.36% 0.037%
5 5.756 384 386 394 rvB2 1804 2626 0.19% 0.020%
6 6.309 476 480 486 rVB3 1896 3761 0.27% 0.028%
7 7.401 660 666 674 rVB2 49172 87012 6.22% 0.648%
8 7.578 689 696 707 rVW 147155 242554 17.35% 1.807%
9 7.795 725 733 741 rBV 153430 261045 18.67% 1.945%
10 8.271 807 814 820 rBV 164178 279184 19.97% 2.080%
11 8.318 820 822 828 rVB3 14206 20855 1.49%  0.155%
12 8.964 923 932 942 rBV 129620 226484 16.20% 1.687%
13 9.099 948 955 959 rvB2 7884 12214 0.87% 0.091%
14 9.369 993 1001 1006 rBv2 15893 25311 1.81% ©0.189%
15 9.440 1006 1013 1025 rVB 198466 358867 25.67% 2.673%
16 9.592 1035 1039 1047 rBv4 3741 5747 0.41% 043%

17 10.174 1130 1138 1148 rBV 143214 263185 18.82%
18 10.714 1222 1230 1239 rBV 239576 414362 29.63%
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19 10.867 1253 1256 1262 rVB2 2009 2700 0.19% 020%
20 11.002 1273 1279 1283 rVB4 4465 7312 0.52% 054%
21 11.108 1289 1297 1304 rBV 226297 413705 29.59%  3.082%
22 11.226 1310 1317 1325 rBV 165329 309878 22.16%  2.308%
23 11.760 1402 1408 1412 rVB4 2921 4698 ©.34% 0.035%
24 12.383 1510 1514 1521 rBV3 2530 4747 ©.34% 0.035%
25 12.682 1559 1565 1571 rBV4 4112 7239 0.52% 0.054%
26 13.270 1660 1665 1669 rBvV4 3496 4811 0.34% ©0.036%
27 13.511 1698 1706 1712 rBV4 8003 12653 0.90% 0.094%
28 13.740 1741 1745 1749 rBV2 7553 10056 ©.72% ©.075%
29 13.793 1749 1754 1764 rVB5 22428 48895 3.50% 0.364%
30 14.298 1833 1840 1847 rBV 513548 713205 51.01% 5.313%
31 14.603 1884 1892 1901 rVB 528236 841219 60.16% 6.267%
32 14.909 1936 1944 1951 rBV 386505 621388 44.44%  4.629%
33 14.973 1951 1955 1959 rw3 8949 10451 0.75% 0.078%
34 15.067 1966 1971 1985 rVB2 33385 58996  4.22% 0.439%
35 15.567 2051 2056 2060 rBV3 4546 6781 0.48% ©0.051%
36 15.690 2072 2077 2082 rVB3 10463 15334 1.10% 0.114%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc :

ALS Vvial : 84 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 15.896 2105 2112 2121 rVB 702284 1078271 77.12% 8.032%
38 15.996 2123 2129 2134 rBV 107790 156512 11.19% 1.166%
39 16.131 2149 2152 2157 rVB5 4225 5008 0.36% 0.037%
40 16.189 2157 2162 2165 rBV2 3215 4602 0.33% 0.034%
41 16.248 2168 2172 2178 rVV5 10730 17553 1.26% 0.131%
42 17.235 2335 2340 2343 rVB 2221 2876 0.21% 0.021%
43 17.435 2367 2374 2380 rBV6 2735 5671 0.41% 0.042%
44 17.593 2397 2401 2405 rBV3 2824 4634 ©0.33% 0.035%
45 17.652 2405 2411 2419 rVB 477433 757206 54.15% 5.641%
46 17.752 2419 2428 2435 rBV 800462 1233416 88.21% 9.188%
47 17.916 2451 2456 2463 rVB4 8085 15597 1.12% 0.116%
48 18.310 2517 2523 2528 rBvV2 101585 127998 9.15% 0.953%
49 18.516 2553 2558 2562 rBV5 6126 10148 0.73% 0.076%
50 18.598 2565 2572 2576 rVB 20934 29400 2.10% 0.219%
51 18.657 2576 2582 2585 rBV4 2439 5220 0.37% 0.039%
52 18.874 2616 2619 2623 rBv4 1298 2398 0.17% 0.018%
53 19.038 2646 2647 2651 rBV2 2725 2613 0.19% 0.019%
54 19.127 2658 2662 2664 rBV3 2578 4228 0.30% 0.031%
55 19.550 2730 2734 2735 rBvV3 2500 2653 0.19% 0.020%
56 19.597 2738 2742 2748 rBv4 12070 17625 1.26% 0.131%
57 19.667 2748 2754 2759 rBvV2 9904 16761 1.20% 0.125%
58 19.779 2769 2773 2776 rBV5 3363 4268 0.31% 0.032%
59 19.931 2794 2799 2801 rBV5 8265 9490 0.68% 0.071%

60 20.031 2810 2816 2822 rVB 975594 1398251 100.00% 10.416%

61 20.143 2831 2835 2836 rBV4 1754 2335 0.17% 0.017%
62 20.542 2900 2903 2905 rVB4 4955 4317 0.31% 0.032%
63 20.601 2911 2913 2916 rBV4 3777 5260 ©.38% 0.039%
64 20.854 2953 2956 2957 rBV2 4524 4028 ©.29% 0.030%
65 20.918 2960 2967 2974 rVWVW 69191 105312 7.53% ©.785%
66 21.218 3016 3018 3021 rBvV4 2685 3041 0.22% 0.023%
67 21.582 3077 3080 3081 rBV2 6105 6724 0.48% 0.050%
68 21.664 3091 3094 3097 rBV6 5650 7215 0.52% ©0.054%
69 21.976 3140 3147 3156 rVB 451500 763344 54.59% 5.686%
70 22.170 3178 3180 3184 rVB4 7153 8396 0.60% 0.063%
71 22.416 3220 3222 3225 rBV4 4407 5033 0.36% ©0.037%
72 22.833 3290 3293 3295 rBV4 6742 6646 0.48% 0.050%
73 22.945 3310 3312 3315 rVB4 4818 2974 0.21% 0.022%
74 23.256 3363 3365 3367 rBV3 3277 2384 0.17% 0.018%
75 23.556 3412 3416 3419 rBV6 8082 12721 0.91% ©.095%
76 23.597 3419 3423 3428 rVB7 11581 21329 1.53% 0.159%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc :

ALS Vvial : 84 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 23.767 3450 3452 3453 rBV2 5019 2774 0.20% 0.021%
78 23.791 3454 3456 3457 rBV2 5601 3978 0.28% 0.030%
79 24.484 3570 3574 3580 rVB7 10598 18934 1.35% 0.141%
80 24.637 3598 3600 3602 rBV3 4062 4068 ©0.29% 0.030%
81 25.230 3689 3701 3714 rVB2 429129 1316897 94.18% 9.810%
82 25.471 3731 3742 3753 rBV3 248626 753919 53.92% 5.616%
83 25.665 3771 3775 3777 rBvV4 3645 5834 0.42% 0.043%
84 26.440 3905 3907 3908 rBV2 3612 2275 0.16% 0.017%
85 26.658 3942 3944 3946 rBV3 5668 3340 0.24% 0.025%
86 26.775 3959 3964 3965 rBV5 8856 13464 ©0.96% ©0.100%
87 27.486 4083 4085 4089 rBV5 3142 4073 0.29% 0.030%
88 27.545 4093 4095 4096 rBV2 3598 2374 0.17% 0.018%
89 28.261 4215 4217 4218 rBV2 4157 3717 0.27% 0.028%
90 28.302 4220 4224 4225 rBV3 7266 8729 0.62% 0.065%
91 28.420 4242 4244 4246 rBV3 4159 3633 0.26% 0.027%
92 28.485 4253 4255 4257 rBV3 3734 2613 0.19% 0.019%
93 28.796 4305 4308 4309 rBV2 3895 3983 0.28% ©0.030%
94 29.313 4394 4396 4400 rBVS5 3701 5610 0.40% 0.042%
95 29.501 4426 4428 4430 rBV3 3831 3439 0.25% 0.026%
96 29.959 4504 4506 4509 rBV4 2774 2641 0.19% 0.020%
97 30.100 4528 4530 4531 rBV 3745 2599 0.19% 0.019%
98 30.781 4643 4646 4648 rBV4 4024 5156 0.37% 0.038%
99 31.592 4782 4784 4787 rBV3 3234 4042 0.29% 0.030%
100 31.968 4846 4848 4850 rBv2 3113 2986 0.21% 0.022%

Sum of corrected areas: 13424034
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc

ALS Vvial : 84 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: BG051666.D\data.ms
800000
600000
400000
10.7141 108
9.440
200000 757595 8.271 8.964 10. 174 1 226
4.029 740 3
0 .595 4.3824.746 5.756 6.309 8318 .099.36¢ 3 11.760 12.383.682
\\\\‘\\\\ \\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\T\\‘\\\\‘\\\\‘\‘Y_r\‘ \TV*‘\\\‘\ \‘\\\\ \\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10. 00 10.50 11.00 11. 50 12.00 12. 50 13 00
Abundance TIC: BG051666.D\data.ms
20.031
800000 17.752
15.896
600000
14.234-603
17.652 21.976
400000 14.909
200000
15.996 18.310 20.918
o 3RS 87 19560 17.2291B547 916 ﬁﬁ@mmn 1.42205@R. 5521, 21825884 2. 170412 8
e L P T T T P R e e e e e P e T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051666.D\data.ms
800000
600000
25.230
400000
5.471
200000
023288 IO 242?@637 .665 26.268H595 271486 25808, 796 29239.50129805800  30.781 31.5921.968
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc :

ALS Vvial : 84 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

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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.310 3.38 ng/ul 127998  Phenanthrene-die 17.652
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 86
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 81
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 50
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 44
Abundance Scan 2523 (18.310 min): BG051666.D\data.ms (-2517) (-  m/z 205.15 100.00%
205.2
57.3
5000 175.2
91.0
135.2 261.1 — —4
‘ ‘ 18.00 18.50
0 Al b L mz s7.25 75.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 175.0
18.00 18.50
91.0 135.0 261.0 m/z 217.15 65.23%
ok ‘2“7‘ 0 “ , “‘ ‘ “H\‘ ‘H“\‘ “‘H}\ \}H“H‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
— —
205.0 18.00 18.50
5000 ' m/z 41.20 47 .60%
175.0
91.0 ‘
0 H‘HH‘H\M\‘ W‘ ‘HH‘\“‘\HH \‘““\\‘ MH} U\W‘w‘\mh‘\ ‘\“H}\‘ L “h HLH\‘ \‘\ H‘h‘ . !\‘ o “"‘ e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0 18.00 18.50
m/z 175.15  46.44%
5000
205.0
91.0 175.0
5.
ool b ok 2520 (S
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc

ALS Vvial : 84 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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.918 2.76 ng/ul 105312  Chrysene-di12 21.976
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 81
5 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 53

Abundance Scan 2967 (20.918 min): BG051666.D\data.ms (-2960) (-  m/z 59.15 100.00%

5000
21.00
40.1 :
183.1 238.2
0 Nhﬁ'hwuw§3‘““‘W‘%s??““§?5' m/z 72.15 82.48%
miz--> 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
21.00
m/z 55.15 49.39%
98.0
O' Mh HH 1- (‘)\]\-8\4\0‘ T \2\38\‘0\2\8\1\0‘ L ‘ T
miz-> 100 150 200 250 300 350
Abundance #174776: 9-Octadecenamide, (Z)-
59.
—
21.00
5000 m/z 41.10 40.69%
126.0
LLisbs, soso om0
R | 0 P Wit i S
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (2)- —
59.0 21.00
m/z 43.15 26.97%
5000
126.0
N L, 1700 24002770 3370 o
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51666.D

Acqg On : 19 Dec 2021 17:06
Operator : CG/JU

Sample : M5153-12

Misc

ALS Vvial : 84 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|
7,9-Di-tert-but... 18.310 3.4 ng/ul 127998 4 17.652 757206 20.0
9-Octadecenamid... 20.918 2.8 ng/ul 105312 5 21.976 763344 20.0
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