LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN012921\
Data File : BN013546.D

Aca On 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BNO12921MA.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 3.158 8 12 19 rVB 68267 88972 0.97% 0.118%
2 3.769 112 116 119 rVB3 6772 11637 0.13% 0.015%
3 3.858 128 131 135 rVB3 17635 21039 0.23% 0.028%
4 4.746 279 282 290 rVB3 11751 19876 0.22% 0.026%
5 6.734 614 620 630 rVB2 272020 490005 5.34% 0.652%
6 6.905 643 649 665 rBV 966541 1519752 16.56% 2.021%
7 7.093 675 681 694 rBY 1097357 1654744 18.03% 2.201%
8 7.199 695 699 706 rVB5 6491 12625 0.14% 0.017%
9 7.557 754 760 768 rVvV 992831 1536874 16.74% 2.044%
10 7.634 768 773 777 rVB5 7027 12464 0.14% 0.017%
11 7.793 795 800 806 rVB5 7784 16291 0.18% 0.022%

12 8.257 871 879 886 rBvV 781811 1224728 13.34% 1.629%
13 8.699 945 954 963 rBV 1170432 1859149 20.25% 2.473%
14 9.151 1026 1031 1035 rVB3 16532 23901 0.26% 0.032%
15 9.410 1068 1075 1085 rBvV 938117 1478744 16.11% 1.967%

16 9.946 1158 1166 1177 rBV 1429149 2333322 25.42% 3.104%
17 10.316 1222 1229 1237 rBV 1344062 2251231 24.53% 2.994%
18 10.457 1247 1253 1260 rBV 81665 138810 1.51% 0.185%

19 11.910 1495 1500 1506 rVB 26308 40725 0.44% 0.054%
20 12.545 1604 1608 1611 rVB5 6427 10329 0.11% 0.014%
21 12.798 1647 1651 1658 rVB6 11628 19175 0.21% 0.026%
22 13.034 1686 1691 1696 rBV2 15703 22032 0.24% 0.029%
23 13.098 1697 1702 1706 rBV3 9602 14070 0.15% 0.019%

24 13.610 1783 1789 1794 rBV 2816817 3818400 41.60% 5.079%
25 13.651 1794 1796 1803 rVB 151321 196647 2.14% 0.262%

26 13.881 1828 1835 1843 rBV 3567582 4930665 53.71% 6.558%
27 14.122 1871 1876 1878 rBV3 10645 14635 0.16% 0.019%
28 14.192 1881 1888 1898 rBV 2081237 3044874 33.17% 4 _.050%
29 14.392 1916 1922 1927 rBV 237650 331965 3.62% 0.442%
30 14.434 1927 1929 1934 rVB4 9302 11614 0.13% 0.015%

31 14.634 1957 1963 1967 rVV8 5760 9635 0.10% 0.013%
32 15.192 2051 2058 2070 rVB 4410449 6194387 67.48% 8.239%
33 15.310 2072 2078 2092 rBV 1368456 1872396 20.40% 2.490%
34 15.428 2092 2098 2103 rVB 52782 75510 0.82% 0.100%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN012921\
Data File : BN013546.D

Aca On 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 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_N\METHODS\SOM-EPA-BNO12921MA_M
Title = SVOA CALIBRATION

35 15.975 2187 2191 2197 rVB5 14431 24935 0.27% 0.033%
36 16.110 2209 2214 2218 rBV7 4723 10128 0.11% 0.013%
37 16.192 2224 2228 2236 rBV7 7463 13287 0.14% 0.018%
38 16.622 2298 2301 2306 rVB5 9303 11335 0.12% 0.015%
39 16.728 2314 2319 2323 rBV4 12721 20214 0.22% 0.027%

40 16.939 2349 2355 2365 rBV 2388296 3457886 37.67% 4 _599%

41 17.039 2366 2372 2384 rBV2 5493725 7589796 82.68% 10.095%
42 17.863 2507 2512 2521 rBV 218151 348625 3.80% 0.464%

43 18.804 2668 2672 2677 rVBS8 12433 14330 0.16% 0.019%
44 18.974 2694 2701 2704 rBVY 61524 85155 0.93% 0.113%
45 19.151 2727 2731 2740 rBV2 131435 203958 2.22% 0.271%
46 19.227 2740 2744 2750 rVB 49218 78915 0.86% 0.105%
47 19.345 2758 2764 2770 rBV2 6590252 8720972 95.01% 11.600%
48 19.586 2802 2805 2808 rBV5 9371 13088 0.14% 0.017%
49 19.922 2860 2862 2865 rBV4 12615 15013 0.16% 0.020%
50 20.421 2945 2947 2950 rVB2 26092 25420 0.28% 0.034%

51 20.880 3021 3025 3030 rBV2 357384 493046 5.37% 0.656%
52 20.933 3031 3034 3042 rVB 114008 165547 1.80% 0.220%
53 21.139 3064 3069 3076 rBV 3080019 3925288 42.76% 5.221%
54 21.321 3098 3100 3103 rVB2 59360 59205 0.64% 0.079%
556 21.745 3169 3172 3177 rBV3 83223 123206 1.34% 0.164%

56 22.198 3245 3249 3253 rVB 107995 139869 1.52% 0.186%
57 22.686 3328 3332 3337 rVB2 166116 218891 2.38% 0.291%
58 23.174 3408 3415 3421 rBV 5226397 9179318 100.00% 12.209%
59 23.227 3422 3424 3431 rVV 219779 312699 3.41% 0.416%
60 23.310 3431 3438 3451 rVB2 2276111 4095921 44.62% 5.448%

61 23.851 3526 3530 3537 rVB2 159577 277388 3.02% 0.369%
62 24.562 3648 3651 3661 rVB2 138174 257366 2.80% 0.342%

Sum of corrected areas: 75182024
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN012921\
Data File : BN013546.D

Aca On : 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN012921MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN013546.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN012921\
Data File : BN013546.D

Aca On : 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN012921MA_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.86 2.02 ng/ul 348625 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2512 (17.863 min): BN013546.D (-2507) (-) m/z 73.00 100.00%
43 60 73
5000 129 AMH,N&_WNwAﬁ_,}Kx\,ﬁ,WMﬁ%ﬂmw_\
97 213 i s
Lo | 143187171185 199 | o7 256 082 17.60 17.80 18.00 18.20
o} m/z 60.00 92.10%
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 B SRS SULRLSN B
ﬂmﬂmmmmm
m/z 43.05 86.53%

213
TJJ 143157171185199
04
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 57.05 72.16%
129

97 115 213
143157171185 199 | 227,,,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

60 73 17.60 17.80 18.00 18.20

43 m/z 54.95 70.64%
5000 129
29
143157 214
0

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\HPCHEMI\BNA N\DATA\BN012921\
Data File : BN013546.D

Aca On : 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN012921MA_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 Heptadecyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.88 2.51 ng/ul 493046 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 1-Heneicosvl formate
3 Heptadecvl trifluoroacetate

452 C21H35F702
340 C22H4402
352 C19H35F302

959085-66-6 94
077899-03-7 93
1000351-87-0 91

000557-61-9 91
959218-78-1 91

4 Octacosanol 410 C28H580
5 Pentafluoropropionic acid, hepta... 402 C20H35F502

Abundance Scan 3025 (20.880 min): BN013546.D (-3021) (-) m/z 57.05 100.00%
57 83
5000
20.60 20.80 21.00 21.20
191 222 251 281 327
btk 3% m/z 55.00 91.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83
5000
111 20.60 20.80 21.00 21.20
29 m/z 83.05 88.28%
169
0 I | | [189 77 210238 283 434
L L B o e o o e I LA BELANL A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 43.05 84.07%
o 139 167 106 220 266 294 327
L B B o o e o e e L [ o e o B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate B B B
57 20.60 20.80 21.00 21.20
97 m/z 97.05  77.59%
5000
29 125
o J " ;154 182 210 238 283 334
R ....,....,.... T T T
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN012921\
Data File : BN013546.D

Acq On 29 Jan 2021 19:27

Operator : CG/JU

Sample : M1274-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN012921MA_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 2.0 ng/ul 348625 4 16.94 3457890 20.0
Heptadecyl heptaf... 20.88 2.5 ng/ul 493046 5 21.14 3925290 20.0
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