LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS Vvial : 19 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-BM100521.M
Title : SVOA CALIBRATION

Signal : TIC: BM@32432.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.955 17 20 25 rBV 21162 26140 0.60% 0.048%
2 3.390 91 94 108 rBV 166651 279266 6.46% 0.508%
3  3.502 109 113 121 rW 43893 62265 1.44% 0.113%
4 3,584 123 127 133 rwv2 7313 11992 0.28% 0.022%
5 3.649 133 138 147 rVB2 27716 52337 1.21% 0.095%
6 3.737 148 153 160 rVWV 32337 49059 1.14% 0.089%
7 3.984 191 195 200 rVB 25654 30267 ©.70% 0.055%
8 4.413 264 268 274 rBV 18201 24746 0.57% 0.045%
9 4.696 310 316 324 rBV2 51797 83303 1.93% 0.152%
106 4.790 326 332 338 rVW4 11544 18807 0.44% 0.034%
11 6.801 668 674 689 rVB 395199 607779 14.06% 1.106%
12 6.937 689 697 708 rBV 324445 520330 12.04% 0.947%
13 7.149 727 733 743 rBV 394338 630980 14.60% 1.148%
14 7.260 748 752 760 rVB5 9109 18501 0.43% 0.034%
15 7.613 804 812 824 rBV 791719 1226417 28.37% 2.231%
16 8.337 926 935 944 rBvV 293177 488597 11.30% 0.889%
17 8.431 946 951 960 rVB 28462 55860 1.29% 0.102%
18 8.766 1000 1008 1017 rBV 404996 643907 14.90% 1.172%
19 9.490 1124 1131 1139 rBV 342313 530695 12.28% 0.966%
20 9.660 1155 1160 1165 rBV3 11115 18566 0.43% 0.034%
21  9.842 1184 1191 1197 rBV6 6256 11991 0.28% 022%

22 10.037 1217 1224 1236 rBV 526231 862427 19.95%
23 10.178 1242 1248 1259 rBV 186946 279524  6.47%

OWOoORro®
il
[
o
B

24 10.401 1279 1286 1292 rBV 1187610 1945130 45.00% 539%
25 10.448 1292 1294 1300 rVV 28857 45409 1.05% 083%
26 10.537 1302 1309 1322 rVV 426490 705779 16.33%  1.284%
27 11.201 1414 1422 1428 rBV7 7859 16415 ©.38% 0.030%
28 11.836 1526 1530 1535 rVB3 10035 15085 ©.35% 0.027%
29 11.989 1552 1556 1564 rVB2 14854 21924 0.51% 0.040%
30 12.066 1564 1569 1577 rVB 16509 25727 0.60% 0.047%
31 12.289 1601 1607 1610 rBV2 10518 15843 ©.37% 0.029%
32 12.866 1701 1705 1710 rVB3 9909 14660 0.34% 0.027%
33 13.095 1738 1744 1749 rBV3 17741 29217 0.68% 0.053%
34 13.166 1752 1756 1760 rVVé6 7344 12242 ©.28% 0.022%
35 13.578 1821 1826 1831 rBv4 12602 21817 ©.50% 0.040%

36 13.666 1831 1841 1850 rVV 1116540 1560884 36.11%  2.840%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS Vvial : 19 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-BM100521.M
Title : SVOA CALIBRATION
37 13.948 1883 1889 1899 rVV 1260838 1820995 42.13%  3.313%
38 14.072 1903 1910 1922 rVB 36392 83597 1.93% 0.152%
39 14.166 1922 1926 1931 rVB 29428 38703 0.90% 0.070%
40 14.260 1934 1942 1950 rBV 1978341 2818927 65.22% 5.129%
41 14.466 1972 1977 1993 rBV 391192 616304 14.26% 1.121%
42 14.595 1996 1999 2003 rVv4 14761 25759 0.60% 0.047%
43 14.666 2005 2011 2018 rVV3 28956 71857 1.66% 0.131%
44 14.730 2018 2022 2027 rVB2 10760 15107 ©.35% 0.027%
45 14.930 2052 2056 2061 rVB3 9923 14124 ©.33% 0.026%
46 15.066 2075 2079 2084 rVVv6 11388 23280 0.54% 0.042%
47 15.119 2084 2088 2092 rVB2 16896 22084 0.51% ©0.040%
48 15.248 2104 2110 2116 rBV 1707454 2334545 54.01%  4.248%
49 15.307 2116 2120 2124 rVV3 26249 37054 0.86% 0.067%
50 15.366 2124 2130 2144 rVV 434812 575154 13.31% 1.047%
51 15.489 2147 2151 2155 rBV 16610 25009 0.58% 0.046%
52 15.607 2165 2171 2179 rVB7 10439 24505 0.57% 0.045%
53 15.689 2179 2185 2190 rBVS8 7864 15153 ©.35% ©0.028%
54 15.742 2190 2194 2197 rBV6 7386 12954 0.30% 0.024%
55 15.930 2221 2226 2230 rBvV 18552 28471 0.66% ©0.052%
56 15.971 2230 2233 2240 rVB3 27850 43541 1.01% ©0.079%
57 16.113 2253 2257 2260 rBV4 7952 13752 ©.32% 0.025%
58 16.307 2287 2290 2294 rVVé6 7381 13332  0.31% 0.024%
59 16.348 2294 2297 2303 rVWW5 10303 14100 0.33% 0.026%
60 16.536 2324 2329 2333 rBV2 30248 43854 1.01% 0.080%
61 16.648 2344 2348 2350 rBv4 11219 14614 ©.34% 0.027%
62 16.730 2355 2362 2363 rBV6 9256 16481 0.38% 0.030%
63 16.754 2363 2366 2373 rVV3 24983 51190 1.18% ©0.093%
64 16.807 2373 2375 2380 rVB4 13835 17591 0.41% 0.032%
65 16.989 2397 2406 2411 rBV 2459931 3401743 78.70% 6.190%
66 17.030 2411 2413 2417 rVV 115857 131521 3.04% 0.239%
67 17.083 2417 2422 2434 rVV2 1726096 2470823 57.17% 4.496%
68 17.183 2434 2439 2444 rVB3 31820 52944  1.22% ©.096%
69 17.483 2487 2490 2495 rBV3 18862 28926 0.67% 0.053%
70 17.565 2501 2504 2507 rVB2 10756 12334 0.29% 0.022%
71 17.654 2515 2519 2523 rBV2 34286 42773 0.99% 0.078%
72 17.877 2550 2557 2560 rBV2 161410 242486 5.61% 0.441%
73 18.048 2582 2586 2590 rBV2 34353 56673 1.31% ©.103%
74 18.083 2590 2592 2597 rVB 21638 27464 0.64% 0.050%
75 18.171 2603 2607 2610 rBV 29875 36888 ©.85% 0.067%
76 18.354 2635 2638 2642 rBV 31595 38657 ©.89% 0.070%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS Vvial : 19 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-BM100521.M

Title : SVOA CALIBRATION

77 18.654 2686 2689 2694 rBV3 21496 35958 ©.83% 0.065%
78 18.771 2704 2709 2713 rBV2 61927 106853 2.47%  ©.194%
79 18.912 2730 2733 2734 rBV2 22516 24880 0.58% 0.045%
80 19.036 2750 2754 2762 rVB 453568 586671 13.57% 1.067%
81 19.154 2771 2774 2776 rVB4 21752 21645 ©.50% ©0.039%
82 19.371 2805 2811 2815 rBV 2518154 3414290 78.99% 6.212%
83 19.724 2867 2871 2872 rBV2 32469 46244 1.07% ©0.084%
84 19.895 2898 2900 2908 rVB2 77135 130324 3.02% 0.237%
85 19.995 2914 2917 2921 rVB2 40006 47462 1.10% ©.086%
86 20.859 3059 3064 3071 rBV2 557532 759982 17.58%  1.383%
87 21.153 3107 3114 3118 rBV 3320340 4322235 100.00% 7.864%
88 21.189 3118 3120 3127 rVB 270895 304567 7.05% ©.554%
89 21.459 3164 3166 3170 rVB2 96840 105841 2.45% 0.193%
990 21.706 3204 3208 3217 rVB2 785890 1367747 31.64% @ 2.489%
91 22.142 3279 3282 3285 rBV 172418 185897 4.30% ©.338%
92 22.353 3315 3318 3324 rBV = 359279 439930 10.18% 0.800%
93 22.612 3358 3362 3366 rBV 1018414 1405502 32.52% 2.557%
94 22.653 3366 3369 3382 rVB2 1924295 3036897 70.26% 5.526%
95 23.165 3450 3456 3460 rVB2 1551998 2665786 61.68% 4.850%
96 23.300 3473 3479 3485 rBV 2360582 3973662 91.94% 7.230%
97 23.430 3496 3501 3509 rVB 639389 1047489 24.23%  1.906%
98 23.730 3547 3552 3559 rVB 574670 978509 22.64% 1.780%
99 23.806 3560 3565 3579 rVB 1118461 2077026 48.05% 3.779%
100 26.124 3953 3959 3972 rVB2 556340 1535003 35.51% 2.793%

Sum of corrected areas: 54959557
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM032432.D\data.ms
3500000

3000000
2500000
2000000

1500000

10.401

1000000 7613

10.037
500000 6.80377149 8766 9490 537

8.337
k955 {%&984 4413&9@0 f\ &.260 %31 }\ Ag 6834 /\ /ll 11 201

Time--> 300 350 400 450 5. 00 550 6.00 650 700 750 800 850 9.00 9 50 10.00 10. 50 11. 00 11.50
Abundance TIC: BM032432.D\data.ms
3500000

3000000

19.371
2500000 16.989

14.260

2000000
7.083

1500000
13.948
13.666

1000000
19.036

. 995
1830a86289  12.8AR096613.578 b s 534860 M@M

0H‘ﬂ”\‘HH‘HH‘HH‘\'“IH‘\H‘HH’“ \‘Hfﬁﬁw\.”w\” e e e e B B A B
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Abundance TIC: BM032432.D\data.ms
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3000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.178 2.87 ng/ul 279524  Naphthalene-d8 10.401
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 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72

Abundance Scan 1248 (10.178 min): BM032432.D\data.ms (-1242) (-

m/z 57.05 100.00%

57.0
5000
75.1 — —
39 ‘ 1001 g4, 10.00 10.50
“ﬁ HH‘!M‘_“;‘H}MH‘,‘?’w"_m,m m/z 45.85 93.58%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
290 10,00 10.50
75.0 m/z 41.05 34.34%
. ‘H il \J_LLH \\\‘ \H 10?.0 132.0
\\\M‘\\\\“\‘\\ M\\\\“\\\\‘\\\\’\\‘}\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
10,00 10,50
5000 m/z 75.10  21.18%
29.0
75.0
ol ol e
m/z--> 20 40 60 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- —— D
57.0 10.00 10.50
m/z 56.10 16.76%
5000
29.0 75.0
100.0
- w‘u i, M L 10 aeso
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 2 Carbonic acid, eicosyl viny... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.850  3.52 ng/ul 759982 Chrysene-di2 21.154
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803
4 Oxalic acid, pentadecyl propyl e... 342 C20H3804
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S

Abundance Scan 3064 (20.859 min): BM032432.D\data.ms (-3059) (-
57.1

1000382-54-3 93
1000383-11-5 91
1000382-90-3 91
1000309-26-8 91
1000309-12-7 87

m/z 57.10 100.00%

111.1 — =
‘l‘ 207.1 2670 20.50 21.00
ol d bbbl 5007 267.0 327.03849 4751y, 43,10 67.02%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 = —
20.50 21.00
m/z 71.10 64.77%
111.0
AL 1690 2520 350
\\\‘\\\\‘\\\1‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
JLJ‘“‘ =5
20.50 21.00
5000 m/z 85.10  45.15%
111.0
LU, . 168.0224.0 297.0
A e e e S e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P ==
57.0 20.50 21.00
m/z 55.10 43.18%
5000
‘1110
Ay, 1960 2690 = -
m/z--> 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.706 6.33 ng/ul 1367750 Chrysene-d12 21.154
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3208 (21.706 min): BM032432.D\data.ms (-3204) - m/z 57.10 100.00%

57.1
5000
—j\‘—\/\‘ \ =
‘ ‘ 1”1 160.2 21.50 22.00
ol I 141092 2531 3411 4291 4911 ... 7119 6g.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 et = k
21.50 22.00
m/z 43.05 57.78%
13.0
J \‘ l‘\ j\]." H‘ d‘ 116\9\0 2250 33\80
\\\‘\\\\‘!\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
— —
21.50 22.00
5000 m/z 85.05 50.69%
m \i‘ h \\ | 1 \9\0|22.5028103380
R o B B A ma s e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- J\”rﬂ ‘ =
57.0 21.50 22.00
m/z 55.10 25.68%
- 4/\f_/\/JLL
113.0 239.0
LT e0.0 232059, 63520
H_m‘uH‘m“HH‘m“Hu‘mwm‘mwu —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 4 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.353 2.21 ng/ul 439930  Perylene-di2 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 Hexacosanal 380 C26H520 026627-85-0 94
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 3318 (22.353 min): BM032432.D\data.ms (-3315) (- m/z 57.10 100.00%
57.1

- L/Ljvt
oo 2%
208.1 267.0 : :
,mu‘“ Mw'u poteh i odL 4180 4761y, 8y 10 77.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171302: 1,19-Eicosadiene
58.0
5000 = =
22.00 22.50
109.0 m/z 43.10 76.79%
’\\J\‘\“\}h \‘h!l\“lj}s\e\f()\‘\\2\\59\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158580: Oxirane, hexadecyl-
82.0
= T
22.00 22.50
5000 m/z 55.10 65.04%
il
CAMUTE pmoasso
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal — T
57.0 22.00 22.50
m/z 96.10 62.88%
362.0
‘ | H |\ \\ ‘1800 25003060 |
— ——

m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 5 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.430 5.27 ng/ul 1047490 Perylene-di2 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 1,19-Eicosadiene 278 C20H38 014811-95-1 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90

Abundance Scan 3501 (23.430 min): BM032432.D\data.ms (-3496) (- m/z 57.10 100.00%
57.1

5000 mw
' 1 és‘sd
208.1 282.1 ’
o_muwukf'hlwm,m‘,‘?H‘w"?"99‘7:’”4?99“”5“‘?‘ m/z 82.10 80.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 T
23.50
m/z 43.10 76.37%
[|| 520 2500

[TriryT \‘HH‘\\H’\H\’\H\‘H\\‘HH‘HH‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene

3 -
o .
Py =

23.50

5000 m/z 55.10 61.87%

PP 1040 2780

‘\\\ ‘\\\\“‘\\\\‘l\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

s

Abundance #287971: Hexacosanal
57.0 23.50
m/z 96.05 59.62%
362.0
L || 182.0 250.0 \
Ras _m_m_m,‘H‘,m“HH“m‘uwmwm“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.730 4.92 ng/ul 978509  Perylene-d12 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 1,3-Propanediol, eicosyl ethyl e... 384 C25H5202 1000406-35-5 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3552 (23.730 min): BM032432.D\data.ms (-3547) - m/z 57.10 100.00%

57.1
5000
—= —
“1 1972 23.50 24.00
o_m_m‘ Ll 1972 2661 3411 4291 5051 ./, 71.10  72.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 = ==

23.50 24.00
m/z 43.10 56.54%

" ‘ 1270 1970 267.0  365.0

‘\\'\\‘\rr\‘r\\T‘\I\\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘

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

Abundance #194590: Heneicosane
57.0

%

23.50 24.00
5000 m/z 85.10  54.80%

\ ‘ L J‘lﬁ ° 1970  296.0

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

N

Abundance #291249: 1,3-Propanediol, eicosyl ethyl ether
57.0 23.50 24.00
m/z 55.10 23.40%
5000
‘ 325.0
T e | ] UL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.806 10.45 ng/ul 2077030 Perylene-di2 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 99
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Octacosanol 410 C28H580 000557-61-9 95
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3565 (23.806 min): BM032432.D\data.ms (-3560) (- m/z 57.10 100.00%
57.1

-

5000
125.1 - =
‘ ‘ 207 12661 | 23.50 24.00
ol i £202200 7 333.14010 490.0549. /7 97.05  83.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
5000 = =
23.50 24.00
29.0 m/z 83.10 82.54%
‘\\“\ ’J‘\‘P-HB‘B.0266.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

= T
23.50 24.00
m/z 55.10 74.14%

°

5000
125.0

I LI, 195.0 264.0 378.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #308225: Octacosanol — —
51.0 23.50 24.00
m/z 43.10 73.54%
5000
125.0
L Hanﬁl95D 2920 3920

‘uu"u‘u‘uu‘w‘u‘w‘uu‘wuw‘wuw‘uu‘uu‘uu‘uu‘w

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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 8 Heptacosane, 1-chloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.124 7.73 ng/ul 1535000 Perylene-di2 23.300
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 78
2 Octadecane 254 C18H38 000593-45-3 70
3 Heptadecane 240 C17H36 000629-78-7 66
4 Eicosane 282 C20H42 000112-95-8 66
5 Pentacosane 352 C25H52 000629-99-2 64

Abundance Scan 3959 (26.124 min): BM032432.D\data.ms (-3953) (- m/z 57.10 100.00%
57.1

} 1611 303.3 26.00 26.50
31.2 . 414.4 . .
“meHN ‘MMmeﬁmknmﬁmwep‘hqﬂm‘ﬁ??&‘§4%' m/z 43.10 74.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310570: Heptacosane, 1-chloro-
57.0
5000 — —
26.00 26.50
m/z 71.10 67.53%
| ‘ } 8270 1960 273.0 3430 4140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
—— ——
26.00 26.50
5000 m/z 85.10 50.20%
127.0
B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane — —
57.0 26.00 26.50
m/z 69.10 48.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101121\
Data File : BM@32432.D

Acqg On : 11 Oct 2021 22:27
Operator : CG/JU

Sample : M4029-12

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM100521.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|
Ethanol, 2-(2-b... 10.178 2.9 ng/ul 279524 2 10.401 1945130 20.0
Carbonic acid, ... 20.859 3.5 ng/ul 759982 5 21.154 4322240 20.0
(DEL) Alkane: S... 21.706 6.3 ng/ul 1367750 5 21.154 4322240 20.0
1,19-Eicosadiene 22.353 2.2 ng/ul 439930 6 23.300 3973660 20.0
Oxirane, hexade... 23.430 5.3 ng/ul 1047490 6 23.300 3973660 20.0
(DEL) Alkane: S... 23.730 4.9 ng/ul 978509 6 23.300 3973660 20.0
(DEL) Alkane: S... 23.806 10.4 ng/ul 2077030 6 23.300 3973660 20.0
Heptacosane, 1-... 26.124 7.7 ng/ul 1535000 6 23.300 3973660 20.0
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