LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030321\
Data File : BM028973.D

Aca On : 03 Mar 2021 12:35

Operator : CG/JU

Sample : M1546-02

Misc :

ALS Vial : 7 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\SOM-EPA-BM022721MA.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 3.122 20 23 27 rV 3242 3810 1.26% 0.126%
2 3.269 44 48 52 rvB 312 411 0.14% 0.014%
3 6.869 657 660 662 rBB 438 533 0.18% 0.018%
4 6.951 670 674 684 rBB 11024 16551 5.48% 0.549%
5 7.104 695 700 710 rBB 47850 74259 24.58% 2.465%
6 7.298 728 733 743 rBB 57113 86296 28.56% 2.865%
7 7.769 807 813 822 rBB 54312 82445 27.29% 2.737%
8 8.128 871 874 876 rBB 456 517 0.17% 0.017%
9 8.498 932 937 948 rBB 33295 51244 16.96% 1.701%
10 8.939 1007 1012 1023 rBB 66549 106682 35.31% 3.541%
11 9.304 1071 1074 1078 rBB 1208 1463 0.48% 0.049%
12 9.663 1129 1135 1143 rBB 58471 90799 30.05% 3.014%

13 10.198 1221 1226 1238 rBB 74797 119967 39.71% 3.982%
14 10.563 1282 1288 1297 rBB 69005 114114 37.77% 3.788%

15 10.739 1314 1318 1323 rBB 895 1271 0.42% 0.042%
16 11.798 1495 1498 1500 rBB 472 390 0.13% 0.013%
17 12.169 1558 1561 1564 rBB 5565 739 0.24% 0.025%
18 13.845 1841 1846 1852 rBV 135478 175269 58.01% 5.818%
19 13.892 1852 1854 1858 rVB 895 1005 0.33% 0.033%

20 14.121 1887 1893 1902 rBB 157241 217694 72.06% 7.227%

21 14.427 1940 1945 1951 rBB 101304 139875 46.30% 4.643%

22 14.686 1985 1989 1997 rBB 3599 5623 1.86% 0.187%
23 15.427 2109 2115 2121 rBB 186360 255951 84.72% 8.496%
24 15.568 2135 2139 2147 rBB 56633 75630 25.03% 2.511%
25 15.662 2153 2155 2159 rBB 851 950 0.31% 0.032%
26 16.386 2276 2278 2281 rBB 653 525 0.17% 0.017%

27 17.174 2406 2412 2418 rBB 111890 146176 48.39% 4._.852%
28 17.274 2423 2429 2440 rBB 207936 276067 91.38% 9.164%

29 17.833 2521 2524 2527 rVB 226 366 0.12% 0.012%
30 17.939 2538 2542 2543 rVB 661 659 0.22% 0.022%
31 18.056 2559 2562 2569 rVVv2 3980 5239 1.73% 0.174%
32 18.380 2615 2617 2620 rBV2 274 323 0.11% 0.011%
33 18.539 2640 2644 2650 rBV2 2216 3110 1.03% 0.103%
34 18.668 2664 2666 2669 rVB 333 379 0.13% 0.013%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030321\
Data File : BM028973.D

Aca On : 03 Mar 2021 12:35

Operator : CG/JU

Sample : M1546-02

Misc :

ALS Vial : 7 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\SOM-EPA-BM022721MA_.M
Title = SVOA CALIBRATION

35 18.803 2683 2689 2694 rBV 14072 16600 5.49% 0.551%
36 18.892 2701 2704 2707 rVvV 4033 4029 1.33% 0.134%
37 18.915 2707 2708 2713 rVB2 568 534 0.18% 0.018%
38 18.956 2713 2715 2719 rBV 1010 1092 0.36% 0.036%
39 19.045 2727 2730 2731 rBV 397 332 0.11% 0.011%
40 19.092 2736 2738 2740 rBVY 285 365 0.12% 0.012%
41 19.203 2751 2757 2759 rBV3 1404 2058 0.68% 0.068%
42 19.315 2773 2776 2777 rBV 514 469 0.16% 0.016%
43 19.339 2777 2780 2783 rVV 1884 1833 0.61% 0.061%
44 19.374 2783 2786 2788 rVV 538 583 0.19% 0.019%
45 19.403 2788 2791 2792 rVV3 393 451 0.15% 0.015%
46 19.439 2794 2797 2802 rVVv2 2735 3678 1.22% 0.122%
47 19.503 2805 2808 2812 rBV3 800 1474 0.49% 0.049%
48 19.562 2812 2818 2824 rVV 228013 295461 97.80% 9.808%
49 19.603 2824 2825 2828 rVVv2 584 603 0.20% 0.020%
50 19.627 2828 2829 2832 rVV2 545 5563 0.18% 0.018%
51 19.674 2836 2837 2839 rVB 541 367 0.12% 0.012%
52 19.880 2870 2872 2873 rBV2 617 345 0.11% 0.011%
53 19.915 2876 2878 2880 rBV2 668 795 0.26% 0.026%
54 19.968 2885 2887 2891 rVB3 1088 1150 0.38% 0.038%
55 20.009 2891 2894 2895 rBV3 806 749 0.25% 0.025%
56 20.139 2914 2916 2917 rBV2 671 362 0.12% 0.012%
57 20.656 3002 3004 3007 rBV3 1149 914 0.30% 0.030%
58 21.044 3066 3070 3075 rBV 16285 20050 6.64% 0.666%

59 21.339 3115 3120 3126 rBV 128295 149348 49.43% 4.958%
60 23.397 3463 3470 3477 rBV 175441 302110 100.00% 10.029%
61 23.532 3487 3493 3502 rVB 84082 149798 49.58% 4.973%

Sum of corrected areas: 3012435
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO030321\

BM028973.D

03 Mar 2021 12:35

CG/JuU

M1546-02

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM028973.D
200000
150000
100000
894 10.20 4/ 56
7.30 7.77 9.66
50000 7.10
8.50
6.9
0332 6.97 8.13 9.30 10.74
A o i e kL e e S et
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM028973.D
19,56
17.27
200000 15.43
14.12
150000
13.84
17.47
100000 14.43
15.57
50000
0:8012.17 13.89 14.69 .66 16.39 s e L TR,
e U M mam e R e e
Time--> nm1%omm1%omm1uomm 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM028973.D
23.40
200000
150000 21.34
03.53
100000
50000
D.66
r+r— 7
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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\BM030321\
Data File : BM028973.D

Aca On : 03 Mar 2021 12:35

Operator : CG/JU

Sample : M1546-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
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 2,4,4-Trimethyl-1-pentanol,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.80 2.27 ng/ul 16600 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 50
2 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 50
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 47
4 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 38
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 36
Abundance Scan 2688 (18.797 min): BM028973.D (-2683) (-) m/z 57.10 100.00%
g7
5000 97 13
41
207 18.40 18.60 18.80 19.00 19.20
o} m/z 97.10 43.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57
i
5000 LRI PR SRR SN B
97 18.40 18.60 18.80 19.00 19.20
41 m/z 55.00 35.52%
oL 15 81 119 150 %% 107 227 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
18.40 18.60 18.80 19.00 19.20
5000 m/z 113.10 35.36%
97 113
o 81 152168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate B o e e
57 18.40 18.60 18.80 19.00 19.20
m/z 41.10 26.83%
5000
41 97
119
oL15 1 ‘M |, 81 ‘ \ 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030321\
Data File : BM028973.D

Aca On : 03 Mar 2021 12:35

Operator : CG/JU

Sample : M1546-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_M
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 Octacosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.04 2.69 ng/ul 20050 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 87
2 Octacosvl acetate 452 C30H6002 018206-97-8 83
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 80
5 17-Pentatriacontene 491 C35H70 006971-40-0 80
Abundance Scan 3069 (21.039 min): BM028973.D (-3066) (-) m/z 43.00 100.00%
ile]
60 %7
5000
207 I UL UL
|1T5 2T3 20.80 21.00 21.20 21.40
) B I I e e — m/z 55.00 93.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
97
A |
5000 U AU SR BRI B
20.80 21.00 21.20 21.40
125 m/z 57.10 88.43%
0? ]dﬁmmmmmmzmm
m/z--> §0 160 1éo 260 2éo 360 3éo 460 4éo
Abundance
43 97
69 20.80 21.00 21.20 21.40
5000 m/z 41.00 66.11%
125
ol15 153 181 200 250 278 306 334 364 392 437
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #224391: Heptacosy! acetate B B A A
43 20.80 21.00 21.20 21.40
97 m/z 97.00 66.11%
69
5000
125
ol15, . } Ll‘A1§3‘181 209 236 264 292 320 350 378 423
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030321\
Data File : BM028973.D

Acq On : 03 Mar 2021 12:35

Operator : CG/JU

Sample - M1546-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM022721MA_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]
2,4,4-Trimethyl-1_... 18.80 2.3 ng/ul 16600 4 17.17 146176 20.0
Octacosanol 21.04 2.7 ng/ul 20050 5 21.34 149348 20.0
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