LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc :

ALS vial : 9 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-BG010622.M
Title : SVOA CALIBRATION

Signal : TIC: BG@52152.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.565 9 13 19 rVB2 5408 9251 0.89% 0.104%
2 3.999 83 87 95 rBv 31178 51670 4.96% 0.583%
3 4.352 142 147 149 rBv4 1735 3000 0.29% 0.034%
4 5.286 303 306 312 rvB3 1485 2661 0.26% ©.030%
5 7.383 657 663 673 rVB 27651 49441 4.75% 0.557%

6 7.542 683 690 698 rBV 89723 152041 14.61%
7 7.765 720 728 735 rBV 91675 160882 15.46%
8 8.241 802 809 816 rBV 84599 146458 14.07%
9 8.940 921 928 936 rBv2 75493 129185 12.41%

9.410 998 1008 1020 rBV 120377 219278 21.07%
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11 9.527 1024 1028 1035 rBV2 7338 12834  1.23%
12 10.138 1125 1132 1140 rBV 101334 178604 17.16%
13 10.690 1219 1226 1239 rVB 137129 242097 23.26%
14 11.078 1285 1292 1301 rVB 117858 210891 20.26%
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15 11.201 1306 1313 1325 rVB 134126 242030 23.25% 729%
16 12.652 1554 1560 1564 rBV2 2433 3946 ©0.38% 0.044%
17 12.776 1576 1580 1585 rBV 1427 2565 0.25% 0.029%
18 13.692 1734 1737 1741 rVB3 3026 3661 0.35% 0.041%
19 14.274 1829 1836 1842 rBV 310765 449451 43.18% 5.067%
20 14.579 1881 1888 1895 rVV 331474 521186 50.07% 5.876%
21 14.761 1914 1919 1926 rVB4 1908 2992 0.29% 0.034%
22 14.885 1932 1940 1947 rBV 200715 317606 30.51%  3.581%
23 15.067 1965 1971 1984 rBV2 25319 48530 4.66% ©0.547%
24 15.701 2076 2079 2083 rVB3 2295 2711 0.26% ©0.031%
25 15.872 2101 2108 2114 rBV 452758 678153 65.15%  7.646%
26 15.977 2120 2126 2135 rBV 148647 211767 20.34%  2.388%
27 16.112 2143 2149 2152 rBV2 2215 3181 0.31% ©0.036%
28 16.565 2223 2226 2229 rVV2 1582 2231 0.21% 0.025%
29 17.352 2358 2360 2365 rBV3 1801 2426 0.23% 0.027%
30 17.516 2383 2388 2390 rBV2 1927 2544 0.24% 0.029%
31 17.628 2401 2407 2413 rBV 288789 427360 41.06% 4.818%
32 17.728 2416 2424 2436 rVV2 552904 819939 78.77%  9.244%
33 17.881 2448 2450 2454 rBV4 1370 2029 0.19% 0.023%
34 18.268 2513 2516 2517 rBV3 2362 2317 0.22% 0.026%
35 18.492 2551 2554 2558 rBV3 3581 4588 0.44% 0.052%
36 18.574 2562 2568 2570 rBv4 2090 3189 ©.31% 0.036%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc :

ALS vial : 9 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-BG010622.M
Title : SVOA CALIBRATION
37 19.009 2639 2642 2645 rBV4 2398 3596 ©0.35% 0.041%
38 19.349 2698 2700 2707 rVB5 3423 4227 0.41% 0.048%
39 19.414 2707 2711 2712 rBvV3 1960 2899 0.28% 0.033%
40 19.473 2719 2721 2725 rBv4 1912 2912 0.28% 0.033%
41 19.572 2733 2738 2742 rBV5 8021 11717 1.13% 0.132%
42 19.643 2745 2750 2756 rVVv3 7602 11755 1.13% 0.133%
43 19.884 2789 2791 2793 rW3 3491 3192 0.31% 0.036%
44 19.901 2793 2794 2797 rVV3 3114 2167 0.21% 0.024%
45 20.007 2805 2812 2820 rVV 751125 1040898 100.00% 11.735%
46 20.207 2845 2846 2850 rBV4 2434 2486 0.24% 0.028%
47 20.330 2865 2867 2871 rVB4 3232 4453  0.43% 0.050%
48 20.371 2871 2874 2875 rBV3 2781 3014 0.29% 0.034%
49 20.430 2882 2884 2887 rVB3 3335 2655 0.26% 0.030%
50 20.477 2887 2892 2895 rBV5 3805 7621 0.73% 0.086%
51 20.577 2905 2909 2910 rBvV3 3652 4670 0.45% 0.053%
52 20.941 2969 2971 2973 rBvV3 2320 2108 0.20% 0.024%
53 21.388 3044 3047 3050 rBV5 3456 4831 0.46% 0.054%
54 21.499 3064 3066 3068 rBV3 2860 1906 0.18% 0.021%
55 21.546 3068 3074 3083 rBV8 25608 64028 6.15% ©.722%
56 21.799 3114 3117 3118 rBV3 3338 3636 ©0.35% 0.041%
57 21.946 3135 3142 3149 rVB 289334 495483 47.60% 5.586%
58 22.051 3158 3160 3162 rBvV3 3082 2667 ©0.26% ©0.030%
59 22.498 3235 3236 3238 rBv2 3319 2649 0.25% 0.030%
60 22.751 3277 3279 3282 rBV5 2825 3143 0.30% 0.035%
61 22.786 3282 3285 3286 rBV2 4791 4716 0.45% 0.053%
62 22.997 3319 3321 3325 rBV4 2414 3169 0.30% 0.036%
63 23.514 3401 3409 3413 rBV9 9076 27983 2.69% 0.315%
64 23.743 3440 3448 3455 rVB2 78173 159287 15.30% 1.796%
65 24.184 3521 3523 3526 rBV4 2475 3227 0.31% 0.036%
66 24.413 3555 3562 3568 rBV10 9741 20438 1.96% 0.230%
67 24.671 3604 3606 3607 rVB2 3513 1877 0.18% 0.021%
68 24.854 3635 3637 3639 rBV3 4761 4322  0.42% 0.049%
69 25.188 3681 3694 3707 rBV2 351374 1021490 98.14% 11.517%
70 25.347 3719 3721 3723 rVB2 2833 2254 0.22% 0.025%
71 25.423 3723 3734 3747 rBV2 168132 529520 50.87% 5.970%
72 25.723 3783 3785 3787 rBV3 2038 1998 0.19% 0.023%
73 25.776 3792 3794 3797 rBV4 2366 2319 0.22% 0.026%
74 25.799 3797 3798 3801 rVB3 2924 2234 0.21% 0.025%
75 27.233 4041 4042 4044 rBV2 2250 1885 ©.18% 0.021%
76 27.286 4049 4051 4052 rBV2 3212 2125 0.20% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc :

ALS vial : 9 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-BG010622.M

Title : SVOA CALIBRATION

77 27.626 4107 4109 4111 rBV3 2622 2407 0.23% 0.027%
78 27.673 4114 4117 4119 rBvV4 3204 4125 0.40% 0.047%
79 28.032 4174 4178 4179 rBvV4 2637 3710 0.36% 0.042%
80 28.331 4227 4229 4234 rBV5 2265 3322 0.32% 0.037%
81 28.590 4271 4273 4275 rBV2 2596 2626 0.25% 0.030%
82 28.907 4325 4327 4329 rVB3 2943 2143 0.21% 0.024%
83 28.930 4329 4331 4333 rBV3 2381 1902 0.18% 0.021%
84 29.218 4378 4380 4385 rBV5 2171 3358 ©0.32% ©0.038%
85 29.259 4385 4387 4389 rBV3 2888 2033 0.20% 0.023%
86 29.377 4404 4407 4409 rBvV4 3750 3780 0.36% 0.043%
87 29.412 4411 4413 4415 rBV3 3003 3245 0.31% ©0.037%
88 29.430 4415 4416 4419 rBV3 3511 3186 0.31% 0.036%
89 29.847 4485 4487 4490 rVB4 2838 2488 0.24% 0.028%
990 29.929 4499 4501 4502 rBV2 3067 2389 0.23% 0.027%
91 30.475 4592 4594 4596 rVB3 3058 2636 ©0.25% 0.030%
92 31.086 4696 4698 4699 rvVB2 3141 2112 0.20% 0.024%
93 31.104 4699 4701 4704 rBV4 4362 5548 0.53% 0.063%
94 31.145 4706 4708 4709 rVB2 2655 1888 ©0.18% 0.021%
95 31.409 4751 4753 4756 rBV3 3119 3670 ©0.35% 0.041%
96 31.691 4799 4801 4807 rBV6 2435 3299 0.32% 0.037%
97 31.815 4820 4822 4823 rBV2 3382 3188 0.31% ©0.036%
98 32.026 4857 4858 4860 rBV2 3869 2135 0.21% 0.024%
99 32.114 4871 4873 4874 rBV2 3054 1899 0.18% 0.021%
100 32.308 4904 4906 4908 rBV3 2205 2334 0.22% 0.026%

Sum of corrected areas: 8869675
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052152.D\data.ms
700000

600000
500000
400000
300000

200000

10.699 13201
9.410 :
100000 7.582165 8241 g oo 10.138
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3.999 7.38

565 | 4.352 5.286 A 2 128520
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Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052152.D\data.ms

20.007
700000

600000 17.728

500000 15.872

400000

579
300000 14274 17.628 21.946

14.885

200000
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5.067 -
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Abundance TIC: BG052152.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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 2- Chloropropionic acid, oc... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.546 2.58 ng/ul 64028 Chrysene-di12 21.946
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202 1000280-48-3 87
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
4 Pentadecafluorooctanoic acid, tr... 596 C21H27F1502 1000406-04-3 83
5 n-Pentadecanol 228 C15H320 000629-76-5 76

Abundance Scan 3074 (21.546 min): BG052152.D\data.ms (-3068) (-  m/z 57.15 100.00%
57.1

97.2
5000
T T
‘ 39.3 180.2 21.50
—L L “1‘ e 2881 m/z 43.15  86.08%
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000 — :
21.50
m/z 55.15 82.70%
250.0
e 297.0  360.
miz--> 50 100 150 200 250 300 350
Abundance #211361: Dichloroacetic acid, tridecyl ester
43.0
83.0 T 1
21.50
5000 m/Z 69.10 78.84%
s
AbARA L e
m/z--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate P ‘
57.0 21.50
m/z 97.15 78.04%
7.0
5000
169.0 238.0 W
B85 O O I ' 1 114
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N1230-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.M

: SVOA CALIBRATION

¢ 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 7,11-Dimethyldodeca-2,6,10-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.743 6.02 ng/ul 159287  Perylene-di2 25.423
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 83
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
3 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 72
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 59

Abundance Scan 3448 (23.743 min): BG052152.D\data.ms (-3440) (-  m/z 69.10 100.00%

69.1

5000

2350 2400
137.2 :
b 4771 2193 2669 AL L8y 95 41.17%
miz--> 50 100 150 200 250 300
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
5000 froapspet

2350 24.00
m/z 41.15 25.14%

27.0 “‘ T ‘ H‘ H ”\ \‘“ T “\ ‘ T | T ]\-9\3‘()\ T T 7T ‘ T T T 7T ‘ T T T 7T ‘
miz--> 50 100 150 200 250 300
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0

2350 2400
5000 ITI z 95.15 12.02%
136.0
. \“ \‘\ ““ ‘\ ik \M Iy \“ “ ‘ ‘1‘77‘9 “‘ ‘2‘4?9‘ T
Miz--> 100 150 200 250 300
Abundance  #78820: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69.0 23.50 24.00

m/z 68.15 10.92%

5000

108.0
27Q‘\ il “L L ‘ 147.0 1880 Al A

m/z--> 50 100 150 200 250 300 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012622\
Data File : BG@52152.D

Acqg On : 26 Jan 2022 16:55
Operator : CG/JU

Sample : N123@-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG010622.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|
2- Chloropropio... 21.546 2.6 ng/ul 64028 5 21.946 495483 20.0
7,11-Dimethyldo... 23.743 6.0 ng/ul 159287 6 25.423 529520 20.0
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