LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SFAM-EPA-BM050721.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.693 304 307 315 rVB3 25283 38263 1.52% 0.118%
2 5.963 521 523 528 rVB3 6261 8070 0.32% 0.025%
3 6.745 650 656 670 rBV 146553 326232 12.93% 1.010%
4 6.863 673 676 678 rVvVv3 6925 9230 0.37% 0.029%
5 6.904 678 683 705 rVB 127318 247840 9.83% 0.767%
6 7.092 709 715 726 rBV 186734 342749 13.59% 1.061%
7 7.398 765 767 772 rVB3 4517 6090 0.24% 0.019%
8 7 .557 787 794 808 rBV 423728 751454 29.79% 2.326%
9 8.086 881 884 887 rBV5 2963 4172 0.17% 0.013%
10 8.275 910 916 934 rBV 189458 404614 16.04% 1.253%

11 8.716 984 991 1008 rBV 160749 343515 13.62% 1.063%
12 9.128 1057 1061 1067 rVB5 4409 8222 0.33% 0.025%
13 9.433 1106 1113 1131 rBV 131212 267661 10.61% 0.829%
14 9.969 1198 1204 1227 rBV 169948 417390 16.55% 1.292%
15 10.327 1258 1265 1280 rBV 638818 1159848 45.98% 3.591%

16 10.492 1286 1293 1314 rBV 111989 345556 13.70% 1.070%

17 11.627 1481 1486 1490 rVB5 1781 3309 0.13% 0.010%
18 11.951 1535 1541 1543 rBV5 2834 5612 0.22% 0.017%
19 12.810 1684 1687 1695 rVB5 3395 6519 0.26% 0.020%
20 13.033 1722 1725 1731 rVB5 2202 4588 0.18% 0.014%
21 13.110 1731 1738 1743 rBV2 10516 18237 0.72% 0.056%
22 13.180 1748 1750 1756 rVB6 1842 3268 0.13% 0.010%
23 13.392 1779 1786 1790 rBV2 14976 34302 1.36% 0.106%
24 13.621 1819 1825 1831 rBV 559843 835548 33.12% 2.587%
25 13.668 1831 1833 1842 rVB 61063 87952 3.49% 0.272%

26 13.892 1864 1871 1884 rBV 643083 959930 38.06% 2.972%
27 14.115 1907 1909 1914 rVB4 5027 6331 0.25% 0.020%
28 14.204 1917 1924 1939 rVV 1137298 1664213 65.98% 5.152%
29 14.457 1961 1967 1989 rBV3 43615 208811 8.28% 0.646%

30 14.657 1998 2001 2011 rVB7 7063 14933 0.59% 0.046%
31 14.762 2011 2019 2025 rBV3 9124 19405 0.77% 0.060%
32 14.839 2030 2032 2036 rVB5 2845 3497 0.14% 0.011%
33 14.974 2052 2055 2059 rBV5 2388 3228 0.13% 0.010%
34 15.015 2059 2062 2064 rVV3 3691 4369 0.17% 0.014%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
Title = SVOA CALIBRATION

35 15.045 2064 2067 2069 rVv2 6902 9048 0.36% 0.028%
36 15.068 2069 2071 2077 rVB3 6091 7856 0.31% 0.024%

37 15.198 2087 2093 2109 rBV 794964 1215164 48.17% 3.762%
38 15.339 2112 2117 2131 rBV 164253 286963 11.38% 0.888%

39 15.445 2131 2135 2140 rVV3 7766 10913 0.43% 0.034%
40 15.580 2156 2158 2163 rVB5 2226 3002 0.12% 0.009%
41 15.780 2184 2192 2194 rBV6 2567 5655 0.22% 0.018%
42 15.886 2203 2210 2212 rBV5 1811 3499 0.14% 0.011%
43 15.939 2216 2219 2220 rVV2 5409 6963 0.28% 0.022%
44 15.957 2220 2222 2225 rVV4 5998 7491 0.30% 0.023%
45 15.986 2225 2227 2232 rVB6 5837 7229 0.29% 0.022%
46 16.086 2241 2244 2245 rBV2 3223 3181 0.13% 0.010%
47 16.104 2245 2247 2250 rVB3 2985 3377 0.13% 0.010%
48 16.192 2257 2262 2265 rVB 7702 11764 0.47% 0.036%
49 16.345 2286 2288 2292 rVB4 3029 3112 0.12% 0.010%
50 16.386 2292 2295 2301 rBV7 3170 5963 0.24% 0.018%
51 16.680 2340 2345 2350 rBV3 85263 126436 5.01% 0.391%
52 16.727 2350 2353 2359 rVV5 10347 19504 0.77% 0.060%
53 16.768 2359 2360 2368 rVB6 6079 9090 0.36% 0.028%
54 16.868 2372 2377 2384 rBV5 14629 26513 1.05% 0.082%

55 16.951 2384 2391 2402 rBV 1377579 1991368 78.95% 6.165%

56 17.045 2402 2407 2422 rVB 900616 1389084 55.07% 4 _300%

57 17.251 2439 2442 2443 rBV2 4973 4813 0.19% 0.015%
58 17.462 2474 2478 2480 rBvV4 5958 8016 0.32% 0.025%
59 17.503 2483 2485 2489 rVB5 4249 5289 0.21% 0.016%
60 17.633 2504 2507 2512 rVB6 3739 5949 0.24% 0.018%
61 17.745 2518 2526 2532 rBV6 21553 54170 2.15% 0.168%
62 17.798 2532 2535 2541 rBV5 12366 20456 0.81% 0.063%
63 17.856 2541 2545 2554 rBV 135538 215619 8.55% 0.668%
64 18.109 2584 2588 2590 rBV5 2455 3321 0.13% 0.010%
65 18.162 2592 2597 2600 rBV5 12203 21822 0.87% 0.068%
66 18.356 2626 2630 2631 rBV3 2912 4139 0.16% 0.013%
67 18.580 2664 2668 2669 rBv4 5195 7004 0.28% 0.022%
68 18.609 2669 2673 2679 rVB2 16246 25362 1.01% 0.079%
69 18.792 2700 2704 2709 rVB 18075 21566 0.85% 0.067%
70 18.986 2733 2737 2739 rBV3 10435 15583 0.62% 0.048%
71 19.145 2760 2764 2769 rBvV4 35625 54340 2.15% 0.168%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
Title = SVOA CALIBRATION

72 19.233 2776 2779 2784 rVB 10716 11926 0.47% 0.037%
73 19.345 2792 2798 2807 rBV 1373968 1901826 75.40% 5.888%
74 19.874 2885 2888 2891 rBV5 14181 19331 0.77% 0.060%

75 20.862 3051 3056 3066 rBV 409705 719086 28.51% 2.226%

76 21.133 3097 3102 3115 rBV 1774212 2448492 97.07% 7.580%
77 21.297 3128 3130 3137 rVB 46636 51545 2.04% 0.160%
78 21.721 3198 3202 3215 rBV2 222187 497028 19.70% 1.539%
79 22.162 3273 3277 3281 rBV2 141322 181449 7.19% 0.562%
80 22.644 3354 3359 3364 rBV 1301624 1873565 74.28% 5.800%

81 22.691 3364 3367 3378 rVB3 192918 372669 14.77% 1.154%
82 23.150 3439 3445 3458 rBV3 1095197 2522458 100.00% 7.809%
83 23.291 3462 3469 3481 rVB2 1310940 2509078 99.47% 7.768%
84 23.797 3549 3555 3563 rBV 1309688 2478779 98.27% 7.674%
85 23.885 3565 3570 3584 rVB3 271137 683203 27.08% 2.115%

86 24.509 3670 3676 3684 rVB 282180 603830 23.94% 1.869%
87 25.332 3809 3816 3825 rBV 513026 1241965 49.24% 3.845%

Sum of corrected areas: 32301812
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO50721\

- BM029887.D

- 07 May 2021 22:10

- CG/JIU

- M2129-08

- 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M

Quant Title :

TIC Library :

SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029887.D
1500000
1000000
10.33
500000 7.56
- 6.75.96;* 827 872 943 %97 |houo
0\«\N¢V“““*-_' 5.96 M&J 7.4 8.0 9.13 |\ 11.6
L e o o T A B e e e e e e L HL A o i iy S e RS
Time-->  3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM029887.D
1500000 16.95 19.34
14.20
1000000 17.04
15.20
13.89
13.62
500000
oL1L1:95 12.a88818.397%°7) 14, LE%& smaamms;mﬁﬁgi 17. 2574 BB 58116, 4858 0. 1304 19.87
L L o o e o e o e e e i e e e e e e e e e e e I
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM029887.D
21{13
22 64 23.29 23.80
1500000 23,16
1000000 25,33
500000 21.72 22.16
Ol T T e T e
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 25,50 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\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.86 2.17 ng/ul 215619 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2546 (17.862 min): BM029887.D (-2541) (-) m/z 73.05 100.00%
43 60 73
5000 129
7 213 I RN R e
11| gg 10778 g0 gy 226 17.60 17.80 18.00 18.20
0 m/z 60.00 88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L BN BN BULRLN U
17.60 17.80 18.00 18.20
m/z 43.10 88.21%
Tml 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 60 73

:

17.60 17.80 18.00 18.20
5000 29 256 m/z 41.10 85.07%
129

97 115 213
143157171185 199 | 227,

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107547: n-Hexadecanoic acid B

43 g0 73 17.60 17.80 18.00 18.20
m/z 57.05 75.68%

50001 29
A 1l 143157171185 199213507

e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 5.87 ng/ul 719086 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3056 (20.862 min): BM029887.D (-3051) (-) m/z 57.05 100.00%
g7
83
5000
111
139 207 20.60 20.80 21.00 21.20
ol A AN hy P TIT 2 2er  sm a5 o TasTes T 9587

m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene
43 97
69
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_ﬁ

5000
20.60 20.80 21.00 21.20
125 m/z 55.05 86.64%

NECTR RN | L 154 182 210 238 266
e e e L
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
57
83

20.60 20.80 21.00 21.20

5000 111 m/z 83.10 72.36%
29
o 139 182 210 o955 356
L o e o e e L e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester L e e e ]
57 20. 60 20 80 21. 00 21. 20
83 m/z 69.05 65.29%
5000 111
29 169
ol .,.l..‘.x,..‘t.l?g,.t..?lf’. N NN M R PR “SSUS S
m/z--> 50 100 150 200 250 300 350 400 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.72 4.06 ng/ul 497028 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3202 (21.721 min): BM029887.D (-3198) (-) m/z 57.10 100.00%

57
5000 85

113 21 40 21.60 21.80 22.00
141169 208
ob A ] L 160, 208230 282 323 367 401429 475 | ns7 43.05  73.55%

1 T T
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141433: Pentadecane, 8-hexyl-
43
71

5000 CRTTETITT T
21,40 21.60 21.80 22.00

m/z 71.10 64 .71%

99 196
o J,]llfKAQS | 225252280
I L B B A o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

21.40 21.60 21.80 22.00
5000 85 m/z 85.10 46 .72%

154
0 113 183211239 281
I o o L LA o o o o B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

21.40 21.60 21.80 22.00
m/z 55.10 29.50%

- \/J#J\/
| 113141160197 225253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22 .64 14.93 ng/ul 1873570 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3358 (22.638 min): BM029887.D (-3354) (-) m/z 57.10 100.00%

5000 85

13 22. 40 22 60 22. 80 23 00
141169
A 1[,111 o7 239267295 341369 429461 S03 549 | sz 71.10  65.53%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 |||||||||||||||||||

22. 40 22 60 22. 80 23 00
m/z 43.05 65.32%

13
o f} 141169197 239267296323352
B B N e B s = .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
DS
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 46.71%
29
. 11314116019705053 205323 367
o & & S S-S S LA LI
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane e LIV . S

22. 40 22 60 22. 80 23. OO
m/z 55.10 23.94%

5000
13141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Fumaric acid, 2-chloroethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.69 2.97 ng/ul 372669 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-chloroethvl hexa... 402 C22H39CI04 1000330-62-2 83
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 80
3 1-Nonadecene 266 C19H38 018435-45-5 76
4 9-Nonadecene 266 C19H38 031035-07-1 64
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 53
Abundance Scan 3367 (22.691 min): BM029887.D (-3364) (-) m/z 55.10 100.00%
55 83
5000
22.40 22.60 22.80 23.00
I 3P 3eralr 415 | hz5783.10 98.65%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212942: Fumaric acid, 2-chloroethyl hexadecy! ester
55,83 179
5000
22.40 22.60 22.80 23.00
m/z 43.10 92 _.57%
29 224251280 20 202
0‘
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
22.40 22,60 22.80 23.00
5000 111 m/z 57.10 89.10%
266
o 139168 210238
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene R LR b
43 97 22.40 22.60 22.80 23.00
69 m/z 97.10 88.23%
5000
125
MELERE NN ‘J]1§4182210238266
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.80 19.76 ng/ul 2478780 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3555 (23.797 min): BM029887.D (-3549) (-) m/z 57.10 100.00%
g7
5000 85 j\/\‘
R Eae e
113 111 23.40 23.60 23.80 24.00 24.20
oL A LU ITI, 11109107 225 253 281 323 355379 415 461 | 7nT7110  65.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 LRI PN SUNRIU B
23.40 23.60 23.80 24.00 24.20
% 210 m/z 43.10 62 .84%
o Ly 127 155 182 " 239 267 296 323
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
23.40 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 47 .40%
0 13 134 163011030 281
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141433: Pentadecane, 8-hexyl- e e  RLRRRREEE
43 23.40 23.60 23.80 24.00 24.20
- m/z 55.10 23.42%
5000
9 196
ol b4 i M7 155 | 225 252 280 A JUN\
rrprrrrrrrrtryrrrryr¢rrrryrrrryrrrrr.frrrrfrrr1rrrri —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 450 23.40 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.89 5.45 ng/ul 683203 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 94
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 92
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 3571 (23.891 min): BM029887.D (-3565) (-) m/z 57.10 100.00%

57
97
5000

125 (B

167 207 265 308 415 23. 60 23. 80 24, 00 24, 20
ol ,....,..l.+,u.a.-. R38R0, S8 340 387dAIS 461891 9 | "m/z 43.10 84.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene
43

5000

1 m/z 55.10 80.96%

o Jl 1 139167196224 267295322 462490
L e e e R st &
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

57 197

23 60 23.80 24.00 24.20

M 23. 60 23. 80 24. 00 24. 20

5000 m/z 97.05  75.38%
125
29 153
o 181210238266 308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174181: Cyclodocosane, ethyl-
57 23.60 23.80 24.00 24.20
97 m/z 83.10 74.31%
5000
29
125
0 | 153181209237 278 1 336
A o o B e o o e e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .51 4.81 ng/ul 603830 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3676 (24.509 min): BM029887.D (-3670) (-) m/z 57.10 100.00%

- Ww/b

24 20 24.40 24.60 24.80
141169197 281
o 225253 311341 386417 462489 535 m/z 71.10 63.48%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000
24.20 24.40 24.60 24.80
m/z 43.10 62.44%

o 113141169197 225253282
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57

24.20 24 40 24. 60 24.80

5000 o m/z 85.10 46.36%
29
o 113141169197 225 253281309337 365 394
L L I s B B B B B N R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane S N L L B N B |
57 24.20 24.40 24.60 24.80

m/z 55.10 22 .82%

5000 85
2 N34
| ﬁ | [+ 169197 225253281309 337 365394

(LB MR B A O L s B SRSt SN

m/z--> 50 100 150 200 250 300 350 400 450 500 24 20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO50721\
Data File : BM029887.D

Aca On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

25.33 9.90 ng/ul 1241970 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3816 (25.332 min): BM029887.D (-3809) (-) m/z 57.10 100.00%

5[
5000
99

25.00 25.20 25.40 25.60

141 197
okl bl 28, 197 200 205 356 a16 a6L 849 inT 71 10 70.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
5000

25.00 25.20 25.40 25.60
m/z 43.10 64.04%

141 183 225 268

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—r
25.00 25.20 25.40 25.60
5000 m/z 85.10 50.76%
99
ol 26 141 183 225 296
T T [ T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 25.00 25.20 25.40 25.60
m/z 55.10 24 .37%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.20 25.40 25.60

F
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM0O50721\
Data File : BM029887.D

Acq On : 07 May 2021 22:10

Operator : CG/JU

Sample : M2129-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
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]
n-Hexadecanoic acid 17.86 2.2 ng/ul 215619 4 16.95 1991370 20.0
(DEL) Alkane: Str... 20.86 5.9 ng/ul 719086 5 21.13 2448490 20.0
(DEL) Alkane: Str... 21.72 4.1 ng/ul 497028 5 21.13 2448490 20.0
(DEL) Alkane: Str... 22.64 14.9 ng/ul 1873570 6 23.29 2509080 20.0
Fumaric acid, 2-c... 22.69 3.0 ng/ul 372669 6 23.29 2509080 20.0
(DEL) Alkane: Str... 23.80 19.8 ng/ul 2478780 6 23.29 2509080 20.0
(DEL) Alkane: Str... 23.89 5.5 ng/ul 683203 6 23.29 2509080 20.0
(DEL) Alkane: Str... 24.51 4.8 ng/ul 603830 6 23.29 2509080 20.0
(DEL) Alkane: Str... 25.33 9.9 ng/ul 1241970 6 23.29 2509080 20.0
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