LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acqg On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 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-BM070621.M
Title : SVOA CALIBRATION

Signal : TIC: BM@30849.D

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

# min  scan scan scan TY height area % max. total
1 3.258 26 29 40 rvB 28422 45226  2.32% 0.163%
2 3.563 77 81 87 rBV2 6575 13266 0.68% 0.048%
3  3.675 97 100 125 rBV 251444 510730 26.15% 1.835%
4 3,981 150 152 157 rVB 8234 10164 ©.52% ©0.037%
5 4.928 309 313 316 rBv4 2151 3203 0.16% 0.012%
6 5.899 474 478 481 rBV3 1938 3128 0.16% 0.011%
7 6.928 647 653 668 rBV 472416 784425 40.17%  2.819%
8 7.098 676 682 700 rVB 364180 585984 30.01% 2.106%
9 7.293 708 715 726 rBV 483769 800815 41.01% 2.878%
10 7.469 741 745 746 rBV3 1664 2119 0.11% 0.008%
11 7.763 788 795 802 rBV 389208 620469 31.77%  2.230%
12 7.828 802 806 813 rVB2 10115 16938 0.87% 0.061%
13 8.463 907 914 926 rBvV 582152 942643 48.27% 3.388%
14 8.592 933 936 940 rVB6 1623 2417 0.12% 0.009%
15 8.916 983 991 1007 rBV 446741 747170 38.26%  2.685%
16 9.040 1010 1012 1014 rVv3 2299 2440 0.12% 0.009%
17 9.087 1014 1020 1025 rVB9 3937 8012 0.41% 0.029%
18 9.328 1053 1061 1064 rVB5 2815 3986 0.20% 0.014%
19 9.634 1104 1113 1125 rBV 369443 622872 31.90% 2.238%
20 9.798 1137 1141 1146 rVB6 1744 2437 0.12% 0.009%
21 10.069 1182 1187 1191 rBV5S 1688 3268 0.17% 012%

22 10.169 1197 1204 1220 rBV 547633 956080 48.96%
23 10.334 1226 1232 1253 rBV 155702 373765 19.14%
24 10.545 1260 1268 1276 rBV 525439 875435 44.83%

WwWwRrWwoe
w
N
w
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25 10.686 1282 1292 1316 rBV 475956 886377 45.39% 185%
26 11.033 1346 1351 1357 rVB4 2576 5836 ©0.30% 0.021%
27 11.369 1405 1408 1410 rBV3 1782 2477 0.13% 0.009%
28 11.386 1410 1411 1422 rVB4 2001 4125 0.21% ©0.015%
29 12.139 1534 1539 1546 rVB2 8644 15944 0.82% 0.057%
30 12.739 1638 1641 1647 rBV4 2983 4647 0.24% 0.017%
31 12.998 1682 1685 1689 rBV2 4879 6562 0.34% 0.024%
32 13.216 1718 1722 1731 rBV5 4467 10242 0.52% 0.037%
33 13.292 1731 1735 1738 rVW3 2543 3918 ©0.20% 0.014%
34 13.339 1740 1743 1746 rVW3 3378 5290 ©0.27% 0.019%
35 13.804 1815 1822 1836 rVV 921219 1295911 66.36% 4.657%
36 13.910 1839 1840 1848 rVB4 2200 3119 0.16% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acqg On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 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-BM070621.M
Title : SVOA CALIBRATION
37 14.086 1858 18760 1885 rBV 1068105 1625152 83.22% 5.840%
38 14.292 1901 1905 1910 rVB4 5165 7165 0.37% 0.026%
39 14.392 1915 1922 1931 rBV 788994 1134063 58.08% 4.075%
40 14.598 1945 1957 1977 rBV 214038 501552 25.68%  1.802%
41 14.816 1991 1994 1998 rVB5 4006 5357 ©.27% 0.019%
42 14.951 2012 2017 2020 rBV5 1916 3173 0.16% 0.011%
43 14.986 2020 2023 2027 rVB7 1929 2824 0.14% 0.010%
44 15.186 2053 2057 2063 rBV5 3448 6628 0.34% 0.024%
45 15.239 2063 2066 2071 rVB3 5080 6529 0.33% 0.023%
46 15.321 2078 2080 2084 rVB5 1889 1971 0.10% 0.007%
47 15.386 2084 2091 2105 rBV 1318184 1952729 100.00% 7.018%
48 15.510 2106 2112 2122 rVV 320507 483496 24.76% 1.738%
49 15.621 2126 2131 2139 rVB2 16630 30117 1.54% 0.108%
50 15.798 2157 2161 2164 rBV6 2641 3187 0.16% 0.011%
51 15.845 2164 2169 2178 rVB7 5545 12352 0.63% 0.044%
52 16.063 2201 2206 2209 rVB6 3332 4771 0.24% 0.017%
53 16.104 2209 2213 2216 rBV5 2442 3394 0.17% 0.012%
54 16.163 2219 2223 2230 rVB3 13009 18113 0.93% ©0.065%
55 16.280 2235 2243 2247 rVB6 5274 8923 0.46% ©0.032%
56 16.321 2247 2250 2254 rVB5 2406 3289 0.17% 0.012%
57 16.368 2254 2258 2262 rBV 9661 12842 0.66% 0.046%
58 16.521 2279 2284 2292 rBV2 16944 29390 1.51% ©.106%
59 16.586 2292 2295 2300 rVB3 5388 7465 0.38% 0.027%
60 16.663 2305 2308 2314 rVB8 3169 5881 0.30% 0.021%
61 16.868 2337 2343 2346 rBV2 10586 15961 0.82% 0.057%
62 16.892 2346 2347 2350 rVV3 6741 6697 0.34% 0.024%
63 16.945 2354 2356 2359 rV4 3973 5066 ©.26% ©0.018%
64 17.010 2363 2367 2369 rBV4 1420 2497 0.13% 0.009%
65 17.133 2381 2388 2396 rBV 846286 1210163 61.97% 4.349%
66 17.227 2396 2404 2415 rVV 1286898 1933975 99.04% 6.950%
67 17.427 2435 2438 2442 rVB5 3154 4776  ©.24% 0.017%
68 17.510 2449 2452 2457 rBV7 2528 4621 0.24% 0.017%
69 17.668 2476 2479 2483 rVB5 2597 3214 0.16% 0.012%
70 17.804 2498 2502 2507 rVB4 9163 12021 0.62% 0.043%
71 18.021 2534 2539 2550 rBV 79062 137398 7.04%  0.494%
72 18.474 2611 2616 2622 rVB2 7658 14254 0.73% 0.051%
73 18.957 2695 2698 2701 rBvV4 5150 5452 ©.28% 0.020%
74 19.156 2727 2732 2734 rBV 17199 25308 1.30% ©0.091%
75 19.239 2744 2746 2749 rVB3 7918 8054 0.41% 0.029%
76 19.304 2753 2757 2771 rVV3 35622 76353 3.91% 0.274%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acqg On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 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-BM070621.M
Title : SVOA CALIBRATION

77 19.404 2772 2774 2780 rVB3 11926 15627 ©.80% 0.056%
78 19.521 2787 2794 2801 rBV 1380717 1926280 98.65% 6.922%
79 19.962 2865 2869 2875 rBV 39210 62762  3.21% 0.226%
80 20.515 2958 2963 2967 rBV 311411 367827 18.84%  1.322%
81 20.721 2995 2998 3002 rVB5 20012 22045 1.13% ©0.079%
82 20.909 3025 3030 3035 rBV 321929 408733 20.93% 1.469%
83 21.009 3043 3047 3050 rBV 208332 268345 13.74%  0.964%
84 21.050 3050 3054 3058 rVB 683317 830526 42.53%  2.985%
85 21.262 3086 3090 3092 rBV3 61482 76972  3.94% 0.277%
86 21.303 3092 3097 3106 rVB 731232 977072 50.04%  3.511%
87 21.886 3192 3196 3209 rBv2 123103 279358 14.31% 1.004%
88 22.345 3271 3274 3280 rVB4 64041 81234 4.16% 0.292%
89 22.850 3356 3360 3364 rBV 150822 217380 11.13% ©0.781%
90 23.403 3447 3454 3465 rBV 904096 1749020 89.57% 6.285%

91 23.544 3472 3478 3489 rVB2 541347 1025756 52.53% 3.686%

Sum of corrected areas: 27826550
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM030849.D

1200000
1000000
800000

8.463
600000 7 903 10.169 0,545
6.9287. 8.916 0.6

400000 7.008  7-763 0.634
3.675
200000 0.33

03'25%.5 3.981 4.928 5.899 4697828 592 [DOAY.328 |9.798.0 11.0331.36%
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM030849.D
1400000 15.386 17.297 19.521

1200000

14.086
1000000 13.804
17.183

800000 14.392
600000

400000 15.510 20.51

4.598

18.021 19.962
12.139  12.739.9%832829 91(14.292 | 14181 SrRBERBID - 3 /OB RR R AIGEH0e leewo 18.474 18.9

O b e o e e R S SR e e e
Time—> 1200 1250 1300 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 1800 1850 19.00 19.50 20.00

Abundance
1400000 TIC: BM030849.D

200000

1200000 23.403

1000000
800000
600000

400000 22.850

21.886 95 345

200000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L
Time--> 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@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.330 8.54 ng/ul 373765 Naphthalene-d8 10.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1232 (10.334 min): BM030849.D\data.ms (-1226) (- m/z 45.00 100.00%

45.0
5000
75.0 N R
Okt Mol 77 281D 2070 Ly 57.19 94.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —_—
29.0 10.00 10.50
m/z 41.05 38.31%
‘ 87.0
O\\\‘\‘H“\‘\“‘H‘\\ H\\‘l‘\“\“\‘\f}‘\\\\‘:I\_\S\Z\-(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0 j\
e
10.00 10.50
5000 m/z 75.00  16.83%
75.0
100.0
o9 | L 00 130 160
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)- — e
57.0 10.00 10.50
m/z 56.10 15.91%
5000
29.0
LU h L A
ol b b il 2320 ges0 o LU
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.020 2.27 ng/ul 137398  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2539 (18 021 min): BM030849.D\data.ms (-2534) (- m/z 72.95 100.00%
43.0 73.0

5000
129.0
213.2
H . 157.1185.1
-

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid

5000 129.0 ‘18 00‘
. 157.01g5 02130  256.0 m/z 60.00 88.88%
0 ’\H\i‘}‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

%‘

18.00
m/z 43.05 96.52%

-

Abundance #107548: n-Hexadecanoic acid
43.0 73.0
\‘\\AM\ ‘
18.00
5000 256.0 ITI/Z 55.05 75.37%
129.0
213.0
I ST
0,HH‘U‘H“‘”“1‘1“‘”!mmu‘l“l_”“u“mw“H“‘m“‘m‘mwuwmwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid — ‘

~
w

.0 18.00

43.0 m/z 41.00  74.86%

5000 129.0
171.0
214.0

L oo

m/z--> 20 40 60 80 100120140160180200220240260280 18.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.520 7.53 ng/ul 367827 Chrysene-di12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 80
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 76
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 64
Abundance Scan 2963 (20.515 min): BM030849.D\data.ms (-2958) (-  m/z 129.00 100.00%
129.0
57.0
5000
iim S
241.2 :

o “‘ | h‘ w""1‘9‘3‘9”“““‘3‘19‘1‘_”“4‘29" m/z 57.05 55.02%
m/z--> 100 150 200 250 300 350 400
Abundance #196972. Hexanedioic acid, bis(2-ethylhexyl) ester

129.0
5000 57.0

20.50
m/z 55.10 40.02%

241.0

\\“\ ‘T }‘ \" \1\8\3\‘0\\\\“\\\\% \3\(\)\‘\\\\‘\\\\

m/z--> 100 150 200 250 300 350 400

Abundance #196974. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0

o

20 50

5000 m/z 70.10 36.01%
57.0
‘ H ‘ 241.0
ol a bl T DL 3180 8710

m/z--> 50 100 150 200 250 300 350 400 f
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester I

129.0 20 50

m/z 71.05 31.32%

5000
241.0
57.0 J\\
ol asa0, | 2090

m/z--> 50 100 150 200 250 300 350 400 20 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 2-Dimethylamino-3-methylpyr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.910 8.37 ng/ul 408733  Chrysene-di12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dimethylamino-3-methylpyridine 136 C8H12N2 061713-46-0 50
2 Acetic acid, 1-methyl-3-(2,6,6-t... 238 C15H2602 086756-12-9 47
3 Picein 298 C14H1807 000530-14-3 35
4 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 Cl14H24 074806-55-6 35
5 Spiro[5.5]undeca-1,8-diene, 1,5,... 204 C15H24 019912-83-5 30

Abundance Scan 3030 (20.909 min): BM030849.D\data.ms (-3025) (-  m/z 136.00 100.00%
136.0

5000 81.0
205.2
ot
328.3 21.00
0 39“9 LAY R P ‘:‘ b L | 4010 /s 167.10  54.67%
mlz--> 50 100 150 200 250 300 350 400
Abundance #16241: 2-Dimethylamino-3-methylpyridine
107.0
5000 SR
21.00
m/z 123.05 44.38%
O\\\‘\\h\\’“\d\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #92405: Acetic acid, 1-methyl-3-(2,6,6-trimethylcyclohex-
136.0 K
93.0 UL
43.0 21.00
5000 m/z 81.05 42.27%
|
oL bbb ] o L
miz--> 50 100 150 200 250 300 350 400
Abundance #142386: Picein I
43.0 136.0 21.00
m/z 95.10 41.34%
5000 3.0
ol 2080 L
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.010 5.49 ng/ul 268345  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 95
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 95
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
5 Methoxyacetic acid, heptadecyl e... 328 C20H4003 1000282-99-1 83
Abundance Scan 3047 (21.009 min): BM030849.D\data.ms (-3043) - m/z 57.10 100.00%
57.1
5000 J
111.1 s A
21.00
207.0
0 H‘_‘HN bt o, 28303419 4010 n/y 43,05 84.90%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127767: 1-Eicosene
43.0
97.0
5000 e :
21.00
280.0 m/z 55.05 58.27%
[ s
O \J\J J\L\\‘f“\\h ‘h\ﬂ\\“\‘!;\\‘\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
T \
97.0 280.0 21.00
5000 m/z 71.05 54.10%
A
miz--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate = ‘
57.0 21.00
m/z 41.05 45.46%
5000
111.0
oL “ 0 ‘ 1‘167 0 222 0 273 364.0 437.0488.(
e o
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.650 17.00 ng/ul 836526 Chrysene-dl2 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [2-(1-butenyl)-2,2-dinethylcyclo... 163 CIIHIN 1600111-15-4 38

2 Benzamide, 4-fluoro-N-(7-methyl-... 287 C14H10FN30S  1000350-88-7 27
3 (4-Fluorophenyl)(5-methyl-2-thio... 287 C14H10FN30S  1000304-13-9 27

4 Hexahydroindole 123 C8H13N 018159-32-5 25
5 Naphthalene, 1-(1,1-dimethylethy... 194 C14H26 056292-64-9 25
Abundance Scan 3054 (21.050 min): BM030849.D\data.ms (-3050) (-  m/z 123.10 100.00%
128.1
81.Q
163.1
500014
287.1 K
06.2 L 1
" T | e - 1o
0 ‘wum‘ ‘L‘%h“meh‘ﬂ‘M??7?“h,ﬂ‘L‘“‘Aplﬁ m/z 95.10  88.73%
m/z--> 100 150 200 250 300 350 400
Abundance #32948. [2-(1-butenyl)-2,2-dimethylcyclopropyl]acetonitril
128.0
81.0
41.0 163.0
5000 e
21.00
m/z 109.10  85.85%
0 "’
m/z--> 100 150 200 250 300 350 400

Abundance #133392. Benzamide, 4-fluoro-N-(7-methyl-2H-[1,2,4]thia

1238.0 }L

21.00
5000 m/z 81.05 80.26%
192.0 281.0
75.0 '
ST TR A Y N S
miz--> 50 100 150 200 250 300 350 400
Abundance #133399: (4-Fluorophenyl)(5-methyl-2-thioxo-2H-[1,2,4]tri e i
1238.0 21.00
m/z 163.05 70.06%
287.0
5000 192.0
75.0
of Al L Bl [ 2440 | {SSAL
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.8%  5.72 ng/ul 279358  Chrysene-di2 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 22 CooHa2 060112-95-8 97

2 Nonadecane, 1-chloro- 302 C19H39C1 062016-76-6 94
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90

Abundance Scan 3196 (21.886 min): BM030849.D\data.ms (-3192) - m/z 57.10 100.00%
57.1

5000

N

I L —

ob b s e S0 L 398 461 s 43,05 71.10%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0

5000 o
113.0 169.0 225.0 282.0

— T
21.50 22.00
m/z 71.05 59.12%
\‘ | ‘ ‘|\ L M\ Ly
L ‘ T ‘ L ‘ T TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

o

N

Abundance #146523: Nonadecane, 1-chloro-
57.0
= s
21.50 22.00
5000 ITI/Z 85.10 39.73%
ol lmoreioane w0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- = T
57.0 21.50 22.00
m/z 55.05 38.30%
h /&“/\\J\
113.0
0 ‘\ ‘lw I \l L 183.0 239.0 296.0
A T e o e — —
m/z--> 50 100 150 200 250 300 350 400 450 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acq On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.850 4.24 ng/ul 217380  Perylene-di12 23.544
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heneicosane 296 C21H44 000629-94-7 95
3 Octadecane 254 C18H38 000593-45-3 94
4 Eicosane, 3-methyl- 296 C21H44 006418-46-8 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 3360 (22.850 min): BM030849.D\data.ms (-3356) (- m/z 57.10 100.00%
57.1

o

5000
‘ L ]1131169122512810 | 12250 2300
Ok kAL 109122512810 3410 4311489, /0" 43 05 70.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane
57.0
5000 = s
22.50 23.00
m/z 71.05 66.73%
L8 0as00mso e
O‘\\‘\\’\\\\”‘\\\\‘\\\‘\l‘\l\l\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane
57.0
= e
22.50 23.00
5000 m/z 85.05 44.46%
11
‘ ) ]folegozzso 296.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane = e
57.0 22.50 23.00
m/z 41.00 23.71%
1] 30 1600 2540
((ERRTE I ST e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@70621\
Data File : BM@30849.D

Acqg On : 07 Jul 2021 09:42
Operator : CG/JU

Sample : M2854-05

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM070621.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.330 8.5 ng/ul 373765 2 10.545 875435 20.0
n-Hexadecanoic ... 18.020 2.3 ng/ul 137398 4 17.133 1210160 20.0
Hexanedioic aci... 20.520 7.5 ng/ul 367827 5 21.303 977072 20.0
2-Dimethylamino... 20.910 8.4 ng/ul 408733 5 21.303 977072 20.0
(DEL) Alkane: S... 21.010 5.5 ng/ul 268345 5 21.303 977072 20.0
unknown-01 21.050 17.0 ng/ul 830526 5 21.303 977072 20.0
(DEL) Alkane: S... 21.890 5.7 ng/ul 279358 5 21.303 9770672 20.0
(DEL) Alkane: S... 22.850 4.2 ng/ul 217380 6 23.544 1025760 20.0
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