LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc :

ALS Vvial : 31 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_M\Methods\SFAM-EPA-BM@72522.M
Title : SVOA CALIBRATION

Signal : TIC: BM@35975.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.275 28 32 43 rVB 96847 139461 1.75% 0.128%
2 3.557 77 80 89 rvB 51851 76483 0.96% 0.070%
3 3.699 102 104 119 rBV 395201 633646 7.93% 0.581%
4 3.810 120 123 131 rVB 39049 56166 ©.70% 0.051%
5 3.934 139 144 149 rVB 81748 110740 1.39% 0.101%
6 4.028 157 160 166 rVB 28842 35479 0.44% 0.033%
7 4.963 315 319 324 rBV2 36938 58883 0.74% 0.054%
8 5.063 334 336 342 rVB7 9403 11733 0.15% 0.011%
9 5.216 358 362 368 rBV6 9782 16481 0.21% 0.015%
10 5.569 418 422 428 rVB 20080 26554 0.33% 0.024%
11 5.951 484 487 492 rVB4 6916 12593 0.16% 0.012%
12 7.045 666 673 687 rVB 1471307 2339239 29.29% 2.143%
13 7.216 695 702 710 rBV 1119756 1709086 21.40% 1.566%
14 7.287 710 714 720 rVB 32268 50329 0.63% 0.046%
15 7.41@ 727 735 746 rBV 1462260 2280814 28.55% 2.090%
16 7.498 746 750 754 rBV3 14622 20455 0.26% 0.019%
17 7.881 808 815 823 rBV 1329683 2036179 25.49% 1.865%
18 7.945 823 826 832 rVB2 19063 30851 ©0.39% 0.028%
19 8.116 849 855 859 rBV9 7890 19890 0.25% 0.018%
20 8.592 930 936 944 rBV 1661618 2735391 34.25% @ 2.506%
21 8.651 944 946 951 rVWW3 20519 30882 0.39% 0.028%
22 8.716 952 957 963 rVB 15744 30264 0.38% 0.028%
23 9.051 1006 1014 1022 rBV 1225765 2019634 25.28% 1.850%
24  9.163 1028 1033 1038 rBvVv8 10645 19356 ©0.24% 0.018%
25 9.216 1038 1042 1048 rVB9 9354 17173 0.21% 0.016%
26 9.457 1078 1083 1089 rVB4 14831 33241 0.42% 030%

27 9.769 1128 1136 1147 rBV 1069676 1738302 21.76%
28 10.310 1220 1228 1239 rBV 1683679 2805204 35.12%

NONRERO
(%]
N
[
R

29 10.475 1253 1256 1264 rVB7 11357 18285 0.23% 017%
30 10.686 1285 1292 1300 rBV 1794670 2858856 35.79% 619%
31 10.828 1306 1316 1329 rBV 1664470 2760136 34.56% 2.529%
32 11.216 1377 1382 1389 rVB 7385 18283 0.23% 0.017%
33 11.486 1422 1428 1433 rBV9 9045 19390 0.24% 0.018%
34 11.669 1453 1459 1464 rBV9 6990 13076 ©.16% ©0.012%
35 11.880 1490 1495 1498 rBV6 10562 17433 0.22% 0.016%
36 11.951 1502 1507 1513 rVvvo 11268 22633 0.28% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc :

ALS Vvial : 31 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_M\Methods\SFAM-EPA-BM@72522.M
Title : SVOA CALIBRATION
37 12.186 1544 1547 1555 rVB2 16849 29105 0.36% 0.027%
38 12.274 1557 1562 1571 rVB2 31497 56745 0.71% 0.052%
39 12.880 1658 1665 1674 rBV6 24682 55594 0.70% 0.051%
40 13.133 1703 1708 1711 rBV4 13546 16824 0.21% 0.015%
41 13.345 1740 1744 1749 rVB7 8010 14516 0.18% 0.013%
42 13.486 1764 1768 1773 rVB7 9935 16264 0.20% 0.015%
43 13.727 1806 1809 1812 rBV5 10320 12841 0.16% 0.012%
44 13.804 1817 1822 1826 rBV2 17640 25316 ©0.32% 0.023%
45 13.845 1826 1829 1833 rVB6 11862 16882 0.21% 0.015%
46 13.933 1835 1844 1857 rBV 3303340 4448181 55.69% 4.075%
47 14.210 1879 1891 1903 rBV 3390446 5033705 63.02% 4.612%
48 14.416 1923 1926 1929 rBv4 10881 12029 0.15% 0.011%
49 14.515 1936 1943 1953 rBV 2394229 3495450 43.76% 3.202%
50 14.715 1967 1977 1995 rBV 1090176 1671062 20.92% 1.531%
51 14.874 2000 2004 2010 rVV9 15942 25389 0.32% 0.023%
52 14.939 2010 2015 2021 rVB2 66873 97161 1.22% 0.089%
53 15.151 2047 2051 2054 rBV6 10346 16444 0.21% 0.015%
54 15.310 2072 2078 2081 rBV3 26335 43877 ©.55% 0.040%
55 15.510 2104 2112 2119 rBV 4664192 6542461 81.91% 5.994%
56 15.627 2126 2132 2143 rBV 952684 1287562 16.12% 1.180%
57 15.745 2147 2152 2159 rVB 58059 92459 1.16% ©.085%
58 15.921 2178 2182 2186 rVB6 10736 14092 0.18% 0.013%
59 16.074 2202 2208 2214 rBV10 10594 25416 0.32% 0.023%
60 16.192 2223 2228 2230 rBV6 17207 29917 0.37% 0.027%
61 16.227 2231 2234 2241 rVV5 28337 58087 ©.73% 0.053%
62 16.286 2241 2244 2249 rVB4 24747 33930 0.42% 0.031%
63 16.398 2258 2263 2269 rVB9 15385 26817 ©0.34% 0.025%
64 16.562 2287 2291 2296 rBV7 22890 46003 0.58% 0.042%
65 16.733 2316 2320 2327 rVV2 52798 79115 0.99% 0.072%
66 16.804 2327 2332 2338 rVB2 36552 55120 0.69% 0.050%
67 17.015 2364 2368 2375 rBvV2 90801 146174 1.83% 0.134%
68 17.121 2384 2386 2392 rVB2 27863 36991 0.46% 0.034%
69 17.180 2394 2396 2398 rVB3 13897 12430 0.16% 0.011%
70 17.256 2403 2409 2417 rVV 2735686 3654827 45.76%  3.348%
71 17.356 2419 2426 2436 rVV 4993561 6819975 85.38% 6.248%
72 17.451 2438 2442 2446 rVB2 118969 151056 1.89% 0.138%
73 17.639 2471 2474 2482 rVB9 29594 57757 0.72% 0.053%
74 17.809 2498 2503 2510 rVB 77115 112986 1.41% 0.104%
75 17.933 2519 2524 2528 rBV 185126 221953 2.78% 0.203%

76 18.151 2557 2561 2569 rBV3 103347 158653 1.99% ©.145%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc :

ALS Vvial : 31 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_M\Methods\SFAM-EPA-BM@72522.M

Title : SVOA CALIBRATION

77 18.227 2571 2574 2579 rVB 21715 32929 0.41% 0.030%
78 18.486 2614 2618 2623 rBV3 49295 74675 0.93% 0.068%
79 18.751 2659 2663 2667 rBV 115667 140086 1.75% 0.128%
80 19.103 2719 2723 2727 rVB 185615 205687 2.58% 0.188%
81 19.209 2737 2741 2744 rBV2 66396 85912 1.08% 0.079%
82 19.280 2749 2753 2757 rBV 62013 83950 1.05% 0.077%
83 19.550 2795 2799 2802 rBV 168201 205895 2.58% 0.189%
84 19.645 2809 2815 2821 rBV 5919646 7774068 97.33% 7.122%
85 19.692 2821 2823 2829 rVB3 54639 73891 0.93% 0.068%
86 20.245 2913 2917 2921 rBV 311919 360491 4.51% 0.330%
87 20.645 2981 2985 2989 rBV 898843 973620 12.19% 0.892%
88 20.874 3020 3024 3028 rBV 457393 553151 6.93% 0.507%
89 21.144 3067 3070 3077 rBV 357801 482299 6.04% 0.442%
990 21.350 3102 3105 3110 rBV 157466 170074 2.13% 0.156%
91 21.433 3114 3119 3130 rVV 3233416 4618932 57.83% 4.232%
92 22.003 3212 3216 3221 rBV 942120 1248109 15.63% 1.143%
93 22.609 3314 3319 3327 rBV 1079110 1686097 21.11% 1.545%
94 23.291 3430 3435 3446 rVB 1229039 2265941 28.37% 2.076%
95 23.650 3489 3496 3503 rBV2 4058340 7987626 100.00% 7.318%
96 23.803 3516 3522 3539 rVB2 1977476 3997420 50.05% 3.662%
97 24.085 3564 3570 3583 rVB 1242674 2917693 36.53% 2.673%
98 25.032 3724 3731 3747 rVB2 1315713 3666324 45.90%  3.359%
99 26.185 3919 3927 3949 rVB2 1345763 4924989 61.66% 4.512%
100 27.591 4158 4166 4185 rVB2 1224488 5049880 63.22% 4.626%

Sum of corrected areas: 109153506
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jul 2022 06:31
: CG/IU
: N3741-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
BM@35975.D

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.M
Quant Title : SVOA CALIBRATION

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

Time-->

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BM035975.D\data.ms

8.592 10.310:9188828
7.0457.410 5 a1

7.216] 9.051 9.769

3.699
3278555 880%8  4.9682165.569 5.951 297498 7/98316 516 (OIBERA57 0.47 11.216.48669

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Time-->

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM035975.D\data.ms
19.645

17.356
15.510

13.934.210

17.2%6
14.515

4.715 1

I 20.245
26 12,660 1S |14 416 ARSI #5539 580 426 751 438H8 602

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Time-->

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM035975.D\data.ms

23.650

21.433

23.803

24.085 25.032 26.185 27 501

IV VO Y W

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 Hexanedioic acid, bis(2-eth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.645 4.22 ng/ul 973620  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 95
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 92
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 91

Abundance Scan 2985 (20.645 min): BM035975.D\data.ms (-2981) (- | m/z 129.00 100.00%
129.0

5000 57.0

—

’ | | » ‘20-‘50‘ 21.00
b Al

] 241.1
““ ““‘1?‘3;‘1"‘s‘H“3‘1‘3‘-‘1‘““““1‘7-‘1“4‘7‘712“ m/z 57.05 42.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0

5000 1
20.50 21.00
m/z 70.05 31.91%

: ‘\“ {11 ‘“‘\‘ ;L } ‘ i s1z0so0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #279237: Hexanedioic acid, dioctyl ester
129.0
57.0

—F—
20.50 21.00
5000 m/z 55.10 30.74%

‘ ‘ 241.0
kil lasso | 81303700
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #279379: Hexanedioic acid, bis(2-ethylhexyl) ester —
129.0 20.50 21.00

m/z 71.05 28.76%

5000 57.0 LNJ\M\J
241.0
| H } Ly \’ 11830777 3130

T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00

o
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\

. BM@35975.D

: 28 Jul 2022 06:31
: CG/IU

: N3741-04

: 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM072522.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 Cyclononasiloxane, octadeca... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

26.874  2.40 ng/ul 553151 Chrysene-di2 21.433

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 0©18772-36-6 55
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 53
4 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 38
5 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 27

Abundance Scan 3024 (20.874 min): BM035975.D\data.ms (-3020) (- | m/z 73.00 100.00%
73.0
2211
5000 355.1
1 2050 2100
431.1 . :
YIS SO B § B LU Y ME LB m/z 147.00  70.95%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 — ——
20.50 21.00
m/z 221.05 56.34%
l 34140 ‘
\\\\‘\\\\‘\\‘\“\\‘\\“\\\“\“\\\\‘\65\]-\.\0‘\\
miz--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0
— —
503.0 20.50 21.00
5000 m/z 355.05  42.87%
415.0
149.0 {
st Bl saro 725
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl- — —
2
73.0 221.0 20.50 21.00
m/z 281.00 37.39%
5000 355.0
443.0
SENTRE NSRS NS U A S I — ——
m/z--> 100 200 300 400 500 600 700 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 (DEL) Alkane: Cyclic21.145 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.145 2.09 ng/ul 482299  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 Cyclotetracosane 336 C24H48 000297-03-0 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

Abundance Scan 3070 (21.144 min): BM035975.D\data.ms (-3067) (- m/z 57.10 100.00%

57.1
5000
111.1

S
2100 2150
207.0
Hl Ml‘uHWMHW??‘Q“PH?E’F"}‘_Hf‘ﬁz“lw m/z 83.10 85.32%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane
55.0

5000 — ——
1o 21.00 21.50

m/z 43.10 84.71%

‘ H } 0 224.0
\\‘\L“\\ ‘\\\1}‘h\\.\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene

57.0

——
21.00 21.50
5000 111.0 m/z 55.10 78.09%

“m “‘ \‘H }1\1670 238.0292.0 364.0
miz--> 50 100 150 200 250 300 350 400 450 500

Abundance #303470: Pentafluoropropionic acid, heptadecy! ester T ‘
57.0 21.00 21.50

m/z 69.05 71.02%

5000 111.0 JJM
il ‘\ M /168.0 238.0

: 384.0

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 Cyclodecasiloxane, eicosame... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.663  5.40 ng/ul 1248116 Chrysene-di2 21.433

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Si10 018772-36-6 64
3 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 35
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 754 C22H6609Sil0 ©00556-70-7 35

5 Phthalic acid, 2TMS derivative 310 C14H2204Si2 002078-22-0 27
Abundance Scan 3216 (22.003 min): BM035975.D\data.ms (-3212) (- | m/z 73.00 100.00%
73.0
221.1
5000
355.1
U \
22.00
431.1
ol M bl ‘«F 238l m/z 147.00  73.36%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 —
22.00
m/z 221.05 66.86%
l 341{0 ‘
\\\\‘\\\\‘\\‘\“\\‘\\“\\\“\“\\\\‘\65\]-\.\0‘\\
miz--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0
U \
503.0 22.00
5000 ITI/Z 281.00 40.87%
415,0
149.0 {
e B2 L L esro 725
m/z--> 100 200 300 400 500 600 700
Abundance #348531: Cyclononasiloxane, octadecamethyl- ——
73.0 429.0 22.00
m/z 355.10 36.22%
5000 221.0
341.0
N OO Y T LIS —
m/z--> 100 200 300 400 500 600 700 22.00
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Data Path :
Data File :
02
: CG/JU
: N

Acqg On
Operator
Sample
Misc

ALS vial

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\

BM@35975.D

03

Quant Method
Quant Title

TIC Library

8 Jul 2022 06:31
3741-04

1 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM072522.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 Hexasiloxane, tetradecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.609 7.30 ng/ul 1686100 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72

2 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile0 ©18772-36-6 72
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 58
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
Abundance Scan 3319 (22.609 min): BM035975.D\data.ms (-3314) (- | m/z 73.00 100.00%
73.0
221.1
5000 355.1
2250  23.00
43?.1 : :
ol it iL A S 8380 h/z 147.00  82.20%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 —— —
22.50 23.00
m/z 221.10 73.75%
l 3410 ‘
\\\\‘\\\\‘ \\‘\“\\‘\\“\\\“\“\\\\‘\65\]-\.\0‘\\
miz--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl-
73.0
281.0
e o
503.0 22.50 23.00
5000 ITI/Z 281.00 43.54%
149.0 {
O cof U1 00 L U1 O VN OO 2 X
m/z--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl- — —
3
73.0 221.0 22.50 23.00
m/z 355.10 41.74%
5000 355.0
443.0
SRS M AR AV S S —— —
m/z--> 100 200 300 400 500 600 700 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 Heptasiloxane, hexadecamethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.291 11.34 ng/ul 2265940  Perylene-d12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 74
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 50
4 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sile® 018772-36-6 35

5 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 32

Abundance Scan 3435 (23.291 min): BM035975.D\data.ms (-3430) (- | m/z 73.00 100.00%
73.0 147.0 2211
5000 355.1
429.1 e —
‘ [ t 503.1 23.00 23.50
o‘HwHH_HwHH_m_wawmwwa”ww m/z 147.00  88.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
30 4702210
5000 — —
355.0 23.00 23.50
443.0 m/z 221.10 83.61%
\H‘\J‘HH‘\H\‘H\\“gH\“‘\!\\‘\\‘\‘T‘LH\‘HH\‘HH‘\H\‘HH‘\H\‘H
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
e F
355.0 23.00 23.50
5000 m/Z 281.00 46.55%
v H_w_m“‘w“m SN W+ 5 M‘L
m/z--> 50 100 150 200 250 300 350 400 450 500550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- —— —
221.0 23.00 23.50
m/z 355.10 45.19%
73.0
5000 147.0
341.0
L 299 g
rrreprbreprebeperrt b e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 wunknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.086 14.60 ng/ul 2917690  Perylene-d12 23.803
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 68
3 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Sil0 ©18772-36-6 38
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
Abundance Scan 3570 (24.085 min): BM035975.D\data.ms (-3564) (- | m/z 73.10 100.00%
73.1 221.1
5000 355.1
{ 24.00 |
43#1 :
ol d Ll o pl 2390 w/z 22110 97.64%
miz--> 100 200 300 400 500 600 700
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 221.0 429.0
5000 = :
24.00
m/z 147.00 95.27%
l 3410 ‘
\\\\‘\\\\‘ \\‘\“\\‘\\“\\\“\“\\\\‘\65\]-\.\0‘\\
miz--> 100 200 300 400 500 600 700
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
730 221.0
N \
24.00
m/z 355.10 49.77%
5000 355.0
443.0
B R e o
m/z--> 100 200 300 400 500 600 700
Abundance #349711: Cyclodecasiloxane, eicosamethyl- — ‘
73.0 24.00
281.0 m/z 281.00  49.70%
503.0
5000
415.0
149.0
ek 0L L L saro 72 -
m/z--> 100 200 300 400 500 600 700 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.032 18.34 ng/ul 3666320 Perylene-di12 23.803
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 74
3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 37
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
Abundance Scan 3731 (25.032 min): BM035975.D\data.ms (-3724) (- | m/z 221.10 100.00%
73.1 14y.0221.1
5000 355.1
429.1 == :
I
ol et e A L myz 73010 97.94%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — :
25.00
l m/z 147.00 95.76%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #328135: Hexasiloxane, tetradecamethyl-
2
39 14702210
T
25.00
m/z 281.00 51.23%
5000 355.0
443.0
SNV SVSI STYY Y 1 WO SR S
m/z--> 0 50 100150200250300350400450500550600650
Abundance #119062: Mercaptoacetic acid, 2TMS derivative —— ‘
73.0 25.00
147.0 m/z 355.10  50.90%
5000
221.0
"WMHWHwm‘wm_m_ww‘HH,wwwww‘ m—_—
m/z--> 0 50 100150200250300350400450500550600650 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 unknown-03 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.185 24.64 ng/ul 4924990  Perylene-di2 23.803
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 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 56
4 Heptasiloxane, hexadecamethyl- 532 C16H4806S5i7 000541-01-5 43
5 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 25

Abundance Scan 3927 (26.185 min): BM035975.D\data.ms (-3919) (- | m/z 221.10 100.00%

73,0 14y.0221.1
355.1
5000
429.1

0 ket b A T hyz 147,00 94.81%
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 — —
26.00 26.50
m/z 73.00 84.41%

l H‘\‘H\“HH“‘HH“\‘\ \‘\‘\‘\‘\‘HH‘HH‘\??‘:L\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0

147.0221.0
P e
26.00 26.50
m/z 281.00 54.18%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- —— —
221.0 26.00 26.50

m/z 355.10  52.12%

73.0
5000 147.0
341.0
| LL tl }\ 4290 517.0

\H\‘H‘H‘\H“\‘HH““\H‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH‘\H\‘H ‘ T

\ T
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_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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 10 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.591  25.27 ng/ul 5049880  Perylene-d12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 72
3 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 22
5 1H-Indole-2-carboxylic acid, 6-(... 369 C22H27NO4 1000316-17-3 22
Abundance Scan 4166 (27.591 min): BM035975.D\data.ms (-4158) (- | m/z 221.10 100.00%
221.1
147.0
73.0
5000 355.1
429.1 — :
U 503.2 27.50
Ot e b e m/z 147,00 84.21%
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 —— ‘
27.50
m/z 73.05 75.69%
\H\‘H‘H‘\H\‘HH‘\H‘\‘H\“HH“‘\H\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\9?’%‘\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl-
221.0
R \
73.0 27.50
5000 147.0 m/z 281.00 52.01%
341.0 M»WNMWNM/N\MMwWWWWN
Ll 0 s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl- —— ‘
73.0 27.50
221.0
147.0 m/z 355.10  51.38%
5000 355.0
443.0
SN NS RO I PTG SO g
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72722\
Data File : BM@35975.D

Acqg On : 28 Jul 2022 06:31
Operator : CG/JU

Sample : N3741-04

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@72522.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|
Hexanedioic aci... 20.645 4.2 ng/ul 973620 5 21.433 4618930 20.0
Cyclononasiloxa... 20.874 2.4 ng/ul 553151 5 21.433 4618930 20.0
(DEL) Alkane: C... 21.145 2.1 ng/ul 482299 5 21.433 4618930 20.0
Cyclodecasiloxa... 22.003 5.4 ng/ul 1248110 5 21.433 4618930 20.0
Hexasiloxane, t... 22.609 7.3 ng/ul 1686100 5 21.433 4618930 20.0
Heptasiloxane, ... 23.291 11.3 ng/ul 2265940 6 23.803 3997420 20.0
unknown-01 24.086 14.6 ng/ul 2917690 6 23.803 3997420 20.0
unknown-02 25.032 18.3 ng/ul 3666320 6 23.803 3997420 20.0
unknown-03 26.185 24.6 ng/ul 4924990 6 23.803 3997420 20.0
unknown-04 27.591 25.3 ng/ul 5049880 6 23.803 3997420 20.0
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