LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acqg On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS Vvial : 25 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-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BG@52285.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.544 3 9 17 rBV3 69662 145225 9.63% 0.958%
2 4.349 142 146 151 rVB3 2911 4260 0.28% 0.028%
3  4.895 232 239 253 rVB 751311 1278336 84.77% 8.435%
4 5.283 301 305 309 rBV4 1714 2996 0.20% 0.020%
5 7.380 652 662 672 rVB2 29129 58938 3.91% 0.389%

6 7.544 683 690 700 rVB 105765 184358 12.23%
7 7.762 721 727 738 rVB2 105847 182716 12.12%
8 7.926 752 755 760 rVB3 2050 2381 0.16%
9 8.237 801 808 814 rBV 114173 193620 12.84%

8.936 920 927 935 rBV 80142 138485 9.18%

ORrORrR
[
=
o
R

11 9.406 999 1007 1018 rBV 140550 254272 16.86%
12 9.823 1072 1078 1083 rBV2 17465 26154 1.73%
13 10.141 1124 1132 1141 rBV 116348 204406 13.55%
14 10.687 1215 1225 1235 rBV 156253 279416 18.53%

PRROR
w
IS
0
3R

15 11.075 1283 1291 1298 rBV 153763 274188 18.18% 809%
16 11.198 1306 1312 1322 rVB 57509 106089 7.04% ©.700%
17 11.962 1440 1442 1448 rBV2 2358 4123 0.27% 0.027%
18 12.326 1496 1504 1508 rBV2 5366 7849 0.52% 0.052%
19 12.643 1555 1558 1563 rVB3 3223 4202 0.28% 0.028%
20 13.689 1732 1736 1746 rBVS5 3268 5945 0.39% 0.039%
21 14.270 1827 1835 1841 rBV 341647 508436 33.72%  3.355%
22 14.576 1879 1887 1896 rBV 368362 587248 38.94%  3.875%
23 14.758 1914 1918 1921 rVB2 1507 1937 0.13% 0.013%
24 14.875 1932 1938 1945 rBV 248395 397027 26.33% 2.620%
25 15.063 1965 1970 1980 rBV3 21958 41831 2.77%  ©.276%
26 15.604 2057 2062 2064 rBV2 2302 3187 0.21% 021%
27 15.698 2077 2078 2083 rVB3 1886 1581 0.10% 010%

28 15.868 2097 2107 2115 rBV 509948 762367 50.56%

ORr VOO
[
w
e
R

29 15.974 2119 2125 2134 rVB 151988 222457 14.75% 468%
30 16.256 2170 2173 2178 rBV4 1713 2013 0.13% 013%
31 16.544 2218 2222 2224 rBV3 1352 2030 0.13% 0.013%
32 16.890 2279 2281 2283 rBV2 1376 1598 0.11% 0.011%
33 17.061 2306 2310 2312 rBV3 3318 4390 0.29% 0.029%
34 17.090 2312 2315 2318 rVB 2444 2977 0.20% 0.020%
35 17.360 2356 2361 2364 rBV2 2538 3949 0.26% 0.026%
36 17.413 2364 2370 2375 rW5 1694 3479 0.23% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acqg On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS Vvial : 25 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-BGO13122.M
Title : SVOA CALIBRATION
37 17.625 2400 2406 2413 rBV 329879 509125 33.76%  3.360%
38 17.725 2417 2423 2433 rVB 583217 881111 58.43% 5.814%
39 18.095 2483 2486 2492 rVB2 1025 2054 0.14% 0.014%
40 18.159 2492 2497 2500 rBv4 2977 4824 0.32% 0.032%
41 18.277 2514 2517 2518 rBvV2 1880 1870 0.12% 0.012%
42 18.371 2530 2533 2535 rBvV3 1225 1646 0.11% 0.011%
43 18.494 2550 2554 2559 rBV3 9443 15053 1.00% ©0.099%
44 18.570 2564 2567 2569 rVB3 3309 3892 0.26% 0.026%
45 18.747 2595 2597 2600 rVB2 2534 2471 0.16% 0.016%
46 18.782 2600 2603 2605 rBvV2 2553 3327 0.22% 0.022%
47 19.099 2653 2657 2662 rVB2 4003 5853 ©.39% 0.039%
48 19.352 2695 2700 2703 rBV6 2395 4289 0.28% 0.028%
49 19.381 2703 2705 2706 rBv2 2303 1513 0.10% 0.010%
50 19.569 2734 2737 2741 rVB5 6608 10414 0.69% 0.069%
51 19.634 2746 2748 2755 rVB2 5961 10102 0.67% 0.067%
52 19.886 2787 2791 2796 rBv4 8498 11995 0.80% 0.079%
53 20.004 2805 2811 2821 rVB 730967 1051649 69.74% 6.939%
54 20.280 2856 2858 2861 rBV4 2117 1965 0.13% 0.013%
55 20.503 2895 2896 2901 rBV5 3198 4183 0.28% 0.028%
56 20.574 2905 2908 2911 rVB4 6592 6811 0.45% 0.045%
57 20.903 2960 2964 2967 rVB4 6015 6350 0.42% 0.042%
58 21.014 2978 2983 2986 rBV4 5221 8201 ©.54% 0.054%
59 21.226 3016 3019 3023 rVB4 10115 12832 0.85% 0.085%
60 21.543 3069 3073 3082 rVB3 20489 34825 2.31% 0.230%
61 21.801 3112 3117 3123 rVB2 21792 33446  2.22% 0.221%
62 21.942 3134 3141 3153 rVB 336391 581332 38.55% 3.836%
63 22.124 3168 3172 3178 rVB2 21779 32649 2.17% 0.215%
64 22.753 3273 3279 3293 rVB3 48861 144140 9.56% 0.951%
65 23.528 3405 3411 3420 rVB 48568 90869 6.03% 0.600%
66 23.705 3435 3441 3452 rVB2 84878 181514 12.04%  1.198%
67 24.404 3553 3560 3570 rVB3 49685 121477 8.06% ©0.802%
68 24.862 3629 3638 3651 rVB2 144648 403467 26.76% 2.662%
69 25.179 3681 3692 3705 rVB2 317076 922000 61.14% 6.084%
70 25.420 3721 3733 3751 rVB4 200090 678410 44.99% 4.477%
71 26.101 3847 3849 3851 rVB3 2886 1618 0.11% 0.011%
72 26.284 3868 3880 3895 rBV3 199903 693711 46.00% 4.578%
73 26.430 3904 3905 3907 rBV2 3547 2067 0.14% 0.014%
74 26.689 3941 3949 3958 rVB5 42455 129650 8.60% 0.856%
75 28.069 4168 4184 4197 rBV3 250634 1126329 74.69% 7.432%
76 30.084 4525 4527 4528 rBV2 2591 1600 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acqg On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS Vvial : 25 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-BG©13122.M
Title : SVOA CALIBRATION

77 30.325 4550 4568 4600 rBV5 253121 1507981 100.00%  9.951%
78 31.952 4844 4845 4846 rBV 3168 1537 0.10% 0.010%

Sum of corrected areas: 15154618
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052285.D\data.ms
700000

600000
500000
400000
300000

200000

9.406 10.6811.075

7.524762 8.237 10.141
100000544 8.936

7. 38
o 4.349 5.283 9 823 11.9622.32€.643
T 1T 17T ‘ T 1 17T ‘ T 1 T T ‘ T 1 T T ‘ 1T T T ‘ T T T ‘ T T 17T ‘ T T \ ‘

F“F‘Y“'_F ‘F"_FAW_Y_Y_'_Y_F
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8 00 8.50 9.00 9 50 10 00 10.50 11. 00 11.50 12.00 12.50 13.00
Abundance TIC: BG052285.D\data.ms

20.004
700000

600000 17.725
15.868
500000

400000 14.576
14.270 17.625 21.942

300000
14.875

200000
15.974

100000 22.75%

13.689 14788083 15564@ 16.256. 5zmsmmmmﬁri 15A RSV SR wED (In REED! J(M%mefi i

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052285.D\data.ms

700000

600000

500000

400000

25.179
300000

26.284

5.420
200000

23.705

100000 23.52

24.404

31.952

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\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.753 4.9 ng/ul 144140 Chryseme-diz 21.942
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14HA2055i6  00167-52-8 83

2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 42
31,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Si10 0©00556-70-7 40
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

Abundance Scan 3279 (22.753 min): BG052285.D\data.ms (-3273) (-  m/z 73.15 100.00%
3.2
221.2
5000
355.1
— —
| \ \ H \ t 503.3 22.50 23.00
o bt e M e b m/z 221015 76.57%
mlz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
e
73.0 221.0
5000 Sl e
355.0 2250 23.00
443.0 m/z 147.10 63.89%
O\l\JJ\\‘\‘\\\h“L\\m\\‘\L¥\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
Al A
22.50 23.00
5000 ITI/Z 281.05 44.75%
3410
Y S A I N TAYE S V-
m/z--> 100 200 300 400 500 600 700
Abundance #349824:1,1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,15,17,17,1 — —
221.0 22.50 23.00
m/z 355.05 37.28%
5000 73.0
369.0
0 | bl gse0 3,
m/z--> 100 200 300 400 500 600 700 22.50 23.00

SFAM-EPA-BGO13122.M Sat Feb @05 ©2:59:53 2022 Page: 5



Data Path : Z:
Data File : BG

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
052285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS vial : 25

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.528 3.13 ng/ul 90869  Chrysene-d12 21.942
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3411 (23.528 min): BG052285.D\data.ms (-3405) (-  m/z 57.15 100.00%

57.1
5000
i Mt sl
13.2 23.50
0 ‘]1 Lo 2O 28318580 0 n/; 71.10 66.35%
mlz--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000
23.50
m/z 43.15 66.11%
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
23.50
5000 ITI/Z 85.15 49,88%
‘ | ]11 169.0
oL A4 A1), 1690 2250 2050 3670
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane I
57.0 23.50
m/z 55.10 31.42%
5000
ol LILTTY 1800 2250 3090 3650 ases it
m/z--> 50 100 150 200 250 300 350 400 23.50
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\

Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 4 Cyclononasiloxane, octadeca... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.705 5.35 ng/ul 181514  Perylene-di12 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 59
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 50

4 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 43
51,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 40

Abundance Scan 3441 (23.705 min): BG052285.D\data.ms (-3435) (-  m/z 73.15 100.00%
3.2

1471
221.2
5000 355.1
429.1 A LN
h | ‘ H \ 502.9 23.50 24.00 }
O Frrtprbirrrr e A o s e e m/z 147.10  77.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 e ey
23.50 24.00
m/z 221.15 67.86%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\?'\’\-"‘]_\-\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0 14702210
e iy
23.50 24.00
m/z 355.05 42.94%
5000 355.0
443.0
) SIS I SN EVH § N NN S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl-
73.0 221.0 23.50 24.00
m/z 281.05 40.59%
5000 1470
295.0
‘ ‘ H 429.0 517.0
Ouw‘wu‘m‘“mc‘RH“w‘mt‘l‘HLH‘HH“HMHHM‘HWm‘mwu Fep e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Tetradecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.404 3.58 ng/ul 121477  Perylene-di2 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 3560 (24.404 min): BG052285.D\data.ms (-3553) (-  m/z 57.15 100.00%

57.1
5000
A RY:

99.2 ‘
H ‘ H 4121693 2071 280.¢ 24.50
Okt g [T02803 2l m/z 71.15  86.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 e T
2450
43.15 %
27,0 ‘ 99.0 1550 197.0
O\’\‘\’.\\“MHl‘\\‘w\‘HH“H\‘\‘\‘H\‘H\‘\’H\\‘\H\“\H\‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0
24.50
270‘ ‘ 990 155.0 225.0
0‘,NT‘w“;"1"“w‘“m‘“"‘“"“H""“‘,"""""HH_MH_M,W,W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141057: Octadecane e A Ammat e
57.0 24.50

55.10  30.89%

5000
99.0
\’\\\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\\\\’H\\‘H\\‘HH‘HH‘HH’HH’\H

m/z--> 20 40 60 80 100120140160180200220240260280 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Heptasiloxane, hexadecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
24.862 11.89 ng/ul 403467 Perylene-diz 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclononasiloxane, octadecamethyl- 666 C18HS54095i9  0@@556-71-8 64

2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 50
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 46
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
5 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 22

Abundance Scan 3638 (24.862 min): BG052285.D\data.ms (-3629) (-  m/z 73.15 100.00%

147.2221.1
5000 355.0
429.1 = T
[ 503.1 24.50 25.00
Obrrrdermidbrrbbe b 203 w2 221010 se.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 14y7.0221.0 429.0
355.0
5000 = e
24.50 25.00
m/z 147.15 79.73%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\??“]_\-\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
e Py
73.0 24.50 25.00
5000 147.0 ITI/Z 281.05 51.60%
341.0
‘ H 429.0 5170
Obrbrrprrtebrrrttd bbb UL P00 8470
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl- — —
73.0 14702210 24.50 25.00
) m/z 355.00 43.42%
5000 355.0
443.0
oY S SN SV S Y N (SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 7 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.284  20.45 ng/ul 693711 Perylene-dl2 25.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 83
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
4 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002S5Si2 006398-62-5 37
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 25

Abundance Scan 3880 (26.284 min): BG052285.D\data.ms (-3868) (-  m/z 73.15 100.00%

73.2 221.1
147.2
5000 355.1
429.1
‘ | ‘\ l \ L 503.1 26 00 26 50 .
Ot et b bk e m/z 221,16 89.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000
26 00 26 50
m/z 147.15 1.78%
m/z--> 50 100 150200 250 300 350 400 450 500550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0 14702210
e
26.00 26 50
m/z 281.05 %
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0 26 00 26 50
m/z 355.05 4.16%
73.0
5000
o*l*l\ B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 26 00 26 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.689 3.82 ng/ul 129650  Perylene-d12 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3949 (26.689 min): BG052285.D\data.ms (-3941) (-  m/z 57.25 100.00%

57.3 ' '
5000
‘ ‘ 53 26.50 27.00
ol d ‘M‘MH‘ W ‘M L2071 2669 3931 /2 71.15 69.86%
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000
26.50 27.00
m/z 43.15  66.22%
41.0
O \H‘\ \“ \hh \h‘\h“ \“‘ \]T\ \ ‘ \]_\8\3\?2\2\5\\0‘ L ‘ \???‘()\ T
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
26.50 27.00
5000 ITI/Z 85.15 46.77%
oL L‘ (14101830 2370281 03230
B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- e
57.0 26.50 27.00
m/z 55.15 28.44%
5000
ol i H | 141.0183.0225.0267.0309.0 365.0
“““““““‘““““““““““““
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 unknown-02 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
28.069 33.20 ng/ul 1126330 Perylene-di2 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 78
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 43

51,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754

Abundance Scan 4184 (28.069 min): BG052285.D\data.ms (-4168) (-

C22H6609S1i10

000556-70-7 37

m/z 221.10 100.00%

73.2 147.2221.1
5000 355.1
429.1 —— ‘
J{ It 503.1 28.00 .
0ot b b m/z 73.15 94.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 = :
28.00
m/z 147.15 89.26%
O\H\‘H‘H‘\H\HH‘\H‘\‘H\“H“H“‘\H\“\‘\\‘\‘\‘\‘\‘\H\‘HH‘\??“]_\-\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0 14702210
N
28.00
m/z 281.05 49.40%
5000 355.0
443.0
Y S S Y § T N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, = I
147.0 221.0 28.00
m/z 355.05 45.68%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 28.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\

Library Search Compound Report

Data File : BG@52285.D

Acq On : 4 Feb 2022 1:59
Operator : CG/JU

Sample : N1328-15

Misc :

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 10 unknown-03 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
30.325 44.46 ng/ul 1507980 Perylene-di2 25.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 58
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 45
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005S5i6 038147-00-1 40
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 25
5 2,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N02Si2 1000079-52-1 25

Abundance Scan 4568 (30.325 min): BG052285.D\data.ms (-4550) (- m/z 221.15 100.00%

73.2 147.2221.2 /L
429.1

5000 355.0
m \ 503.1 30.00 30,50
O e W m/z 7315 95.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000
3000 3050

m/z 147.15 87.09%

m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0 14702210

3000 3050
m/z 281.05 48.82%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323442:1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox
73.0 3000 3050

m/z 355.00  48.69%

147.0
267.0
5000 355.0429.0
. I | AL

m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 30.00 30.50

SFAM-EPA-BGO13122.M Sat Feb ©5 ©2:59:58 2022 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020322\
Data File : BG@52285.D

Acqg On : 4 Feb 2022 1:59
Operator : CG/JU

Sample ¢ N1328-15

Misc

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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|
Hexasiloxane, t... 22.753 5.0 ng/ul 144140 5 21.942 581332 20.0
(DEL) Alkane: S... 23.528 3.1 ng/ul 90869 5 21.942 581332 20.0
Cyclononasiloxa... 23.705 5.3 ng/ul 181514 6 25.420 678410 20.0
Tetradecane, 1-... 24.404 3.6 ng/ul 121477 6 25.420 678410 20.0
Heptasiloxane, ... 24.862 11.9 ng/ul 403467 6 25.420 678410 20.0
unknown-01 26.284 20.4 ng/ul 693711 6 25.420 678410 20.0
(DEL) Alkane: S... 26.689 3.8 ng/ul 129650 6 25.420 678410 20.0
unknown-02 28.069 33.2 ng/ul 1126330 6 25.420 678410 20.0
unknown-03 30.325 44.5 ng/ul 1507980 6 25.420 678410 20.0
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