LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc :

ALS Vvial : 32 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34463.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.964 8 13 17 rBV 169876 241548 5.61% 0.438%
2 3.387 82 85 95 rBv 137070 213611 4.96% 0.388%
3  3.652 126 130 132 rBV5S 4966 6912 0.16% 0.013%
4 3.687 132 136 144 rVB 15374 23290 0.54% 0.042%
5 3.781 149 152 158 rVB3 22454 32656 0.76% 0.059%
6 4.122 205 210 214 rBV3 7908 15857 0.37% 0.029%
7 4.187 215 221 233 rVW 802807 1178819 27.38% 2.140%
8 4.440 260 264 271 rBv4 11705 18625 0.43% 0.034%
9 4.563 281 285 291 rBV2 10512 17234 0.40% 0.031%
106 5.163 382 387 390 rBV7 5177 9670 0.22% 0.018%
11 5.675 467 474 479 rBV2 23482 34466 0.80% 0.063%
12 5.981 521 526 530 rBvS8 7935 14507 0.34% 0.026%
13 6.105 544 547 549 rBV4 3829 5321 0.12% 0.010%
14 6.581 621 628 639 rVB 235506 390731 9.08% 0.709%
15 6.734 646 654 666 rBvV 677984 1023156 23.77% 1.857%
16 6.916 678 685 696 rBV 820420 1269964 29.50%  2.305%
17 7.010 700 701 709 rVB6 6083 7851 0.18% 0.014%
18 7.375 756 763 774 rBV 909902 1387299 32.23% 2.518%
19 7.604 798 802 804 rBVS5 4398 6330 0.15% 0.011%
20 7.734 820 824 830 rVB7 7533 11304 0.26% 0.021%
21 7.863 842 846 852 rVBS8 5550 9940 0.23% 0.018%
22 8.093 878 885 901 rBV 667318 1082540 25.15% 1.965%
23 8.516 951 957 969 rBvV 771277 1255177 29.16% 2.278%
24 8.663 979 982 985 rBv4 4660 6427 0.15% 0.012%
25 8.963 1027 1033 1041 rBV1e 9118 20965 0.49% 0.038%
26 9.110 1054 1058 1061 rBV5 4559 7029 0.16% 0.013%
27 9.234 1071 1079 1086 rBV 647677 1079735 25.08% 1.960%
28 9.763 1162 1169 1188 rBV 1031908 1760261 40.89%  3.195%
29 10.134 1224 1232 1241 rBV 1190973 1986527 46.15% 3.606%
30 10.281 1249 1257 1269 rBV 707617 1260891 29.29% 2.289%
31 11.734 1498 1504 1512 rBV2 16777 31388 0.73% 0.057%
32 12.639 1653 1658 1661 rBV5 7358 10417 0.24% 0.019%
33 12.875 1693 1698 1703 rVB9 4243 6930 0.16% 0.013%
34 13.369 1778 1782 1786 rVB5 3530 5104 0.12% 0.009%
35 13.457 1790 1797 1810 rBV 1936899 2708118 62.91% 4.916%

36 13.716 1834 1841 1855 rBV 2017942 2960448 68.77% 5.374%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc :

ALS Vvial : 32 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 14.028 1887 1894 1905 rBV 1780479 2615540 60.76% 4.748%
38 14.192 1920 1922 1926 rVB5 4440 4880 0.11% 0.009%
39 14.275 1929 1936 1954 rBV 114837 267861 6.22% 0.486%
40 14.486 1968 1972 1979 rVBS 10033 18975 0.44% 0.034%
41 14.869 2031 2037 2038 rBV5 4381 5788 ©0.13% 0.011%
42 14.886 2038 2040 2045 rVB6 3695 4657 0.11% 0.008%
43 15.033 2058 2065 2082 rBV 2760112 3887970 90.32% 7.057%
44 15.169 2082 2088 2101 rVV 735186 1011220 23.49% 1.836%
45 15.275 2101 2106 2114 rVB5 17443 35483 0.82% 0.064%
46 15.416 2125 2130 2137 rVV 74486 107417 2.50% 0.195%
47 15.492 2139 2143 2145 rBV5 3726 5568 ©.13% 0.010%
48 15.522 2145 2148 2153 rVB7 3249 6392 0.15% 0.012%
49 15.722 2177 2182 2187 rBVS 5888 12489 0.29% 0.023%
50 16.157 2252 2256 2262 rBV9S 4604 9268 0.22% 0.017%
51 16.322 2280 2284 2285 rBV4 4345 5281 0.12% 0.010%
52 16.463 2305 2308 2311 rVWV5 5397 7202 0.17% 0.013%
53 16.539 2315 2321 2324 rBV7 8337 15551 0.36% 0.028%
54 16.580 2324 2328 2332 rVB6 5089 8855 0.21% 0.016%
55 16.786 2357 2363 2372 rBV 1958111 2784916 64.69% 5.055%
56 16.886 2374 2380 2394 rVB2 3065911 4206582 97.72% 7.636%
57 17.057 2405 2409 2410 rBV4 3237 4461 0.10% ©0.008%
58 17.110 2415 2418 2424 rVB3 8550 11855 0.28% 0.022%
59 17.357 2457 2460 2463 rBV5 3298 5347 0.12% 0.010%
60 17.480 2478 2481 2488 rVB9 9893 12922 0.30% 0.023%
61 17.722 2517 2522 2530 rVWV 93502 158300 3.68% 0.287%
62 17.792 2532 2534 2541 rVB6 12195 23888 0.55% 0.043%
63 18.016 2571 2572 2580 rVB6 11651 18061 0.42% 0.033%
64 18.474 2647 2650 2656 rVB7 9724 16300 0.38% 0.030%
65 18.757 2694 2698 2703 rBV3 39855 55888 1.30% 0.101%
66 18.833 2707 2711 2714 rBV 37364 49666 1.15% 0.090%
67 19.021 2739 2743 2751 rBV 59228 89463 2.08% 0.162%
68 19.092 2752 2755 2759 rVVW5 15533 19847 0.46% 0.036%
69 19.198 2766 2773 2781 rBV 3085314 4304896 100.00% 7.814%
70 20.757 3035 3038 3044 rBV3 56407 91161 2.12% ©.165%
71 21.021 3078 3083 3090 rBV2 1665910 2313673 53.75% 4.200%
72 21.739 3201 3205 3216 rVB3 167499 288065 6.69% 0.523%
73 22.462 3323 3328 3339 rVB3 304745 605588 14.07%  1.099%
74 23.321 3468 3474 3484 rVB2 421531 938422 21.80% 1.703%
75 23.545 3504 3512 3526 rVB 1796259 4019742 93.38% 7.297%

76 23.733 3536 3544 3560 rVB 1163936 2761763 64.15% 5.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 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_N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

77 24.356 3643 3650 3661 rVB2 449886 1285774 29.87%  2.334%
78 25.639 3858 3868 3879 rVB3 413180 1427047 33.15% 2.590%
79 27.233 4131 4139 4156 rVB4 335163 1465598 34.04%  2.660%

Sum of corrected areas: 55090670
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034463.D\data.ms
3000000

2500000
2000000

1500000

10.134
9.763
1000000 6.916 7.375

4.187
6.73 8.093° 9.234 281

500000

964 6.58

3.387

T :@%8u.122. 44153 5.163 5 675.6805 ) 7010 7 BOEE3 668. 11.734 12.63¢
T ‘ T T

Time--> 3.00 350 4.00 4. 50 5.00 5 50 6.00 6.50 7.00 7. 50 8. 00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN034463.D\data.ms

3000000 16.886 19.198

15.033

o

2500000

716 ,L
45y 16.786
2000000 13. 14,028 21.021

1500000

1000000
15.169

462

22.
500000 21.739
20.757 WL
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Time--> 13. 00 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: BN034463.D\data.ms
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2500000
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2000000
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1000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.187 16.99 ng/ul 1178820 1,4-Dichlorobenzene-d4 7.375

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 97
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 35
Abundance Scan 221 (4.187 min): BN034463.D\data.ms (-215) (-) m/z 165.90 100.00%
165.9
128.9
5000 93.9
47.0 R RRER
‘ ‘ 3.80 4.00 4.20 4.40 4.60
Ol et e e 2070 s 163,00 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39850: Tetrachloroethylene
166.0
129.0
5000 | L LA B I
94.0 3.80 4.00 4.20 4.40 4.60
47.0 m/Z 128.90 74 .18%
012.0\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39852: Tetrachloroethylene
166.0
s A maR
129.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 130.90 70.74%
94.0
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39854: Tetrachloroethylene T T
166.0 3.80 4.00 4.20 4.40 4.60
131.0 m/z 167.90  49.61%
5000
470 94.0
Ol bbb by AR E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.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.
21.739 2.49 ng/ul 288065  Chrysene-di2 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
21,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 38
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 32
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 25
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25

Abundance Scan 3205 (21.739 min): BN034463.D\data.ms (-3201) (- | m/z 73.00 100.00%

73.0
147.0 2211
5000 281.0
355.1

429.1 T T
l } ¥ ‘ \ | ‘i 503.1 21.50 22.00
L e v m/z 147.00  79.68%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
1
5000 281.0 — 7
355.0 21.50 22.00

m/z 221.10  75.46%

443.0
O\\‘\J“\\‘\\‘\\\‘\“\\\\‘“A\\‘\\“J\“\\‘\‘\\‘\\“\\\\‘\\\\‘I‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #323442: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox
73.0

T
147.0 21.50 22.00

m/z 281.00 47.46%
5000 279 3550 429.0 /
s o
0 !
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl- —— —
221.0 21.50 22.00

m/z 355.10  37.35%

73.0
5000 147.0
281.0
341.0
‘ l } } 429.0 517

| .\

m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.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 3 Heptasiloxane, hexadecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.462 4.39 ng/ul 605588  Perylene-di2 23.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 86
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 83
3 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 47
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 018772-36-6 38

Abundance Scan 3328 (22.462 min): BN034463.D\data.ms (-3323) (- | m/z 73.00 100.00%
73.0
147.0 221.1
5000 281.0 355.1
429.1 L
| 1\ AL ] 5082 .
Ol et e b il cb bbb 0 m/z 147,000 76.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 L
281.0 341.0 22.50
m/z 221.10 76.17%
| VU =T
\\\‘\\\\‘1!\1]\\\!‘\\\\\f\’f\\f‘\f\\‘\\f\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
5.0 1470 221.0
—
22.50
281. m/z 355.10  38.05%
5000 81.0 355.0
443.0
oSS N I \‘ugu\‘i‘,mﬂ‘m‘w_ww‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphe T
221.0 22.50
m/z 281.00 37.27%
7 i ww»wj\‘«\wpw
77.0 \
SO TV 7Y I —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
BN©34463.D

: 08 Oct 2024 08:01
: RC/JU
. P4187-02

: 32 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.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 4 Cyclononasiloxane, octadeca... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.321  6.80 ng/ul 938422 perylene-di2 23.733

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 56
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43

5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 43
Abundance Scan 3474 (23.321 min): BN034463.D\data.ms (-3468) (- | m/z 73.00 100.00%
73.0 147.0221.1
429.1 — e
J Al 5031 23.00 250
O bbb b i m/z 147.00 90.22%
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 - B—
23.00 23.50
m/z 221.10 87.41%
0!'![!651.(
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
30 4702210
= =
23.00 23.50
m/z 281.00 46.27%
5000 355.0
443.0
.
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl- P —
73.0 429.0 23.00 23.50
m/z 355.10 40.71%
147.0
5000 221.0 355.0 Wj\\m
okl o s ) e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.00 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\

BN©34463.D

: 08 Oct 2024 08:01
: RC/JU
. P4187-02

: 32 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.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 5 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.357 9.31 ng/ul 12857760  Perylene-di12 23.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 86

2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 81
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 43
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile® ©018772-36-6 38

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37

Abundance Scan 3650 (24.356 min): BN034463.D\data.ms (-3643) (- | m/z 73.00 100.00%
73.0 147.0221.1
5000 355.1
429.1 — —
‘ | \ 503.1 24.00 24.50
o‘Hwmwu_mp‘L‘_MHm_wuwHpm_www m/z 221.18  92.77%
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 = =
24.00 24.50
m/z 147.00 91.36%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— —
24.00 24.50
m/z 281.10 52.71%
5000 355.0
443.0
) SNSRI WA S S ——
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(trimethylsilo — ——
73.0 24.00 24.50
m/z 355.10 45.59%
147.0
267.0
5000 355.0429.0
R L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.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 3,6-Dioxa-2,4,5,7-tetrasila... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.639 10.33 ng/ul 1427650 Perylene-dl2 23.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Heptasiloxane, hexadecamethyl- 532 C16HAS06Si7  000541-01-5 80
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74

3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 55
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 43

Abundance Scan 3868 (25.639 min): BN034463.D\data.ms (-3858) (- | m/z 221.10 100.00%

73.0 147.0221.1

429.2 = =
J L l IL \ 503.2 25.50 26.000
0 bbb e b M L m/z 147.00  99.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 —= E—
25.50 26.00

341.0 m/z 73.00 97.08%

OHH‘H‘H[WH‘LWHH\“H ri“J%rlrtrleélz?osj-?O
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0

147.0221.0
—r —
25.50 26.00
m/z 281.10 56.98%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl- P —
73.0 147.0221.0 429.0 25.50 26.00

m/z 355.10  48.59%

355.0
5000
\ A ‘ N 651.1

O b e - -
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.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 unknown-02 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.233 10.61 ng/ul 1465600  Perylene-di12 23.733
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 58
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 47
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile® ©018772-36-6 38
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 27

Abundance Scan 4139 (27.233 min): BN034463.D\data.ms (-4131) (- m/z 221.10 100.00%

73.0 14702211
5000 355.1

429.1 T ‘ T T ‘ T
27.00 27.50

503.1
014~\{Jl4uk\tlH\h m/z 73.60  86.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0 221.0 429.0
355.0
5000 e —
27.00 27.50

m/z 147.00  82.84%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210

T T
27.00 27.50

m/z 281.00  45.45%
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, —— ——
147.0221.0 27.00 27.50

m/z 355.10 42.08%

73.0
5000
| \ 204.0

O rrtprobrr it -

R ——

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34463.D

Acqg On : 08 Oct 2024 08:01
Operator : RC/JU

Sample : P4187-02

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.MA.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|
Tetrachloroethy... 4.187 17.6 ng/ul 1178820 1  7.375 1387300 20.0
Hexasiloxane, t... 21.739 2.5 ng/ul 288065 5 21.021 2313670 20.0
Heptasiloxane, ... 22.462 4.4 ng/ul 605588 6 23.733 2761760 20.0
Cyclononasiloxa... 23.321 6.8 ng/ul 938422 6 23.733 2761760 20.0
unknown-01 24.357 9.3 ng/ul 1285770 6 23.733 2761760 20.0
3,6-Dioxa-2,4,5... 25.639 10.3 ng/ul 1427050 6 23.733 2761760 20.0
unknown-02 27.233 10.6 ng/ul 1465600 6 23.733 2761760 20.0
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