LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 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-BN101720.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 3.140 23 26 33 rvB 64228 85176 1.16% 0.130%
2 3.757 128 131 134 rBV4 7154 8945 0.12% 0.014%
3 3.852 144 147 150 rBvV2 19847 24232 0.33% 0.037%
4 4.210 205 208 213 rvB4 9921 12970 0.18% 0.020%
5 5.269 383 388 391 rBvV4 7798 12401 0.17% 0.019%
6 5.557 432 437 441 rBV 19702 28296 0.39% 0.043%
7 5.634 448 450 453 rVB3 7126 8117 0.11% 0.012%
8 6.775 634 644 655 rBV 254987 426493 5.83% 0.651%
9 6.940 665 672 683 rBV 786251 1196943 16.35% 1.827%
10 7.134 696 705 715 rBV 924303 1431109 19.55% 2.184%
11 7.598 777 784 792 rBV 924480 1458843 19.93% 2.227%
12 7.669 792 796 800 rVvB4 12656 18545 0.25% 0.028%
13 8.298 897 903 914 rBV 694243 1108275 15.14% 1.692%
14 8.422 921 924 932 rVBY 5326 8103 0.11% 0.012%
15 8.692 964 970 973 rBV5 11844 19751 0.27% 0.030%

16 8.745 973 979 986 rvvV 1019332 1634376 22.33% 2.495%
17 8.916 1002 1008 1012 rVB7 12186 21655 0.30% 0.033%
18 9.457 1093 1100 1115 rBV 904528 1491956 20.38% 2.277%
19 9.992 1184 1191 1201 rBV 1270333 2071276 28.30% 3.162%
20 10.369 1247 1255 1262 rBV 1269595 2099821 28.69% 3.205%

21 10.516 1273 1280 1288 rBV 74124 142972 1.95% 0.218%

22 11.963 1522 1526 1536 rBv4 17140 32860 0.45% 0.050%
23 12.522 1617 1621 1626 rBV6 15176 21970 0.30% 0.034%
24 12.845 1671 1676 1680 rBV6 4993 9797 0.13% 0.015%
25 13.063 1708 1713 1722 rBVS 8283 15936 0.22% 0.024%
26 13.469 1776 1782 1789 rVB5 4794 9483 0.13% 0.014%

27 13.657 1807 1814 1819 rBV 2513233 3353562 45.82% 5.119%
28 13.698 1819 1821 1828 rVB 103863 134411 1.84% 0.205%
29 13.927 1852 1860 1871 rBV 2848702 3987286 54.48% 6.086%

30 14.151 1892 1898 1903 rVB6 9198 14520 0.20% 0.022%
31 14.239 1906 1913 1921 rBV 2054418 2977651 40.68% 4.545%
32 14.327 1924 1928 1932 rVB2 16688 20149 0.28% 0.031%
33 14.445 1943 1948 1960 rBV 194102 361357 4.94% 0.552%
34 14.669 1982 1986 1993 rBV5 9478 14709 0.20% 0.022%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 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-BN101720.M
Title = SVOA CALIBRATION
35 14.927 2024 2030 2033 rBV2 16753 25950 0.35% 0.040%

36 15.233 2075 2082 2093 rBV 3567234 5063328 69.18% 7.728%
37 15.363 2097 2104 2115 rBV 1475791 1935701 26.45% 2.955%

38 15.474 2119 2123 2129 rVB2 44007 59171 0.81% 0.090%
39 15.610 2142 2146 2151 rVB5 11349 17673 0.24% 0.027%
40 16.021 2211 2216 2220 rVV3 14082 16667 0.23% 0.025%
41 16.586 2310 2312 2316 rBV3 5984 7920 0.11% 0.012%
42 16.669 2323 2326 2331 rBV4 5315 8461 0.12% 0.013%
43 16.769 2337 2343 2347 rBV4 10282 18231 0.25% 0.028%

44 16.986 2371 2380 2387 rBV 2439495 3268151 44.65% 4.988%
45 17.086 2390 2397 2411 rVV 4363538 5957022 81.39% 9.093%

46 17.663 2490 2495 2500 rBV 358920 433308 5.92% 0.661%
47 17.898 2529 2535 2543 rBVY 862601 1117447 15.27% 1.706%

48 19.021 2722 2726 2731 rBV2 46538 69600 0.95% 0.106%
49 19.186 2749 2754 2765 rBVY 581340 816406 11.15% 1.246%
50 19.274 2765 2769 2774 rVV 59141 94205 1.29% 0.144%
51 19.339 2777 2780 2782 rVVv4 19637 26971 0.37% 0.041%
52 19.386 2782 2788 2795 rVV 5057622 6730582 91.96% 10.273%
53 19.927 2876 2880 2882 rBvV4 24792 37584 0.51% 0.057%
54 19.951 2882 2884 2889 rVB6 24539 31795 0.43% 0.049%
55 20.327 2945 2948 2952 rBV2 62942 68936 0.94% 0.105%

56 20.909 3043 3047 3053 rBvV 693466 885555 12.10% 1.352%
57 21.186 3089 3094 3099 rBV 2978349 3586632 49.00% 5.474%
58 23.227 3434 3441 3455 rVB 4027680 7319296 100.00% 11.172%
59 23.362 3458 3464 3470 rVB2 2047900 3654763 49.93% 5.578%

Sum of corrected areas: 65515301
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.M
SVOA CALIBRATION

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

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.66 2.65 ng/ul 433308 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 95
2 2.5-Cvclohexadien-1-one. 2.6-bis... 232 C16H240 006738-27-8 83
3 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 55
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 46
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 41
Abundance Scan 2495 (17.663 min): BN012332.D (-2490) (-) m/z 205.10 100.00%
7 205
5000
17.40 17.60 17.80 18.00
0 m/z 57.10 93.65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 LN LR BUMRURE SULRURE UL
17.40 17.60 17.80 18.00
m/z 41.00 65.33%
o.npn!,wq
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
217
175 LA AU UL SUNRN AR
17.40 17.60 17.80 18.00
5000 m/z 217.20 60 .64%
41 57
91 115133 157 201 | 233
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124431: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2... L AL s e
57 17.40 17.60 17.80 18.00
m/z 55.05 57 .60%
41
5000
205
1 175
. 109 135 159 232 261277
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.84 ng/ul 1117450 Phenanthrene-d10 16.99
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 92
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
Abundance Scan 2535 (17.898 min): BN012332.D (-2529) (-) m/z 72.95 100.00%
43
5000
129
i o 7160 17130 1800 1820
o bl 58 | o4 L 239 | 35 Thyz 43,10  84.74%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43
5000 129 U B BN B SULRA
83 17.60 17.80 18.00 18.20
ol 157 1g5 213 256 m/z 60.10 78.10%
o S P <
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 41.10 74.91%
129
97 157 213
oL26 185 239
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #72647: Tridecanoic acid T T
73 17.60 17.80 18.00 18.20
43 m/z 57.10 66.18%
5000 129
171
‘ ‘ 97 ‘ 214
NET IR N 2 D U (U | U | G
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.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 3 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.19 4 .55 ng/ul 816406 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91

Abundance Scan 2755 (19.192 min): BN012332.D (-2749) (-) m/z 43.05 100.00%
/7
5000 ﬂ\kqﬂAﬂA
18:80 19.00 19.20 19.40 19.60
0 m/z 73.00 97 .00%
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 7B
5000 129 LRI SRR BRI B
o7 18.80 19.00 19.20 19.40 19.60
185 241 o84 m/z 57.05 83.54Y%
157 207
o ."!'.||'. .l.‘.ll..'..|...‘.|....|
m/z--> 50 100 150 200 250 300
Abundance
73
43
129 18.80 19.00 19.20 19.40 19.60
5000 284 m/z 60.00 82.82%
97 185 241
0 TV 0 e A 8
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid R RRREE R e
43 7 18.80 19.00 19.20 19.40 19.60
m/z 55.10 80.57%
5000 129
97
185 241
0..2%‘.‘“ ‘.'ilt‘k‘”h.“l ‘I\il'??ﬂl“ltz}:?xll .26.7..|....| R
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012332.D

Aca On : 18 Oct 2020 15:59

Operator : CG/JU

Sample : L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.91 4.94 ng/ul 885555 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 3047 (20.909 min): BN012332.D (-3043) (-) m/z 57.05 100.00%
57 g3
5000 y l
111
139 20.60 20.80 21.00 21.20
ob— it AL J-.l.l. 0132208 201 297325355 401429 489 | ns7 43.05  96.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104186: 5-Octadecene, (E)-
55

20.60 20.80 21.00 21.20

83
5000
29
0 1 ] |

111 m/z 55.05 89.46%
l 139 168195 224 252
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 83.10 81.68%
125
153 196 224
o A s s e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate R NN S S ERRLe|
57 20.60 20.80 21.00 21.20
83 m/z 69.10 78.58%
5000
111
29
139 169 238
SENEY A LY § s i - M-
m/z--> 50 100 150 200 250 300 350 400 450 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\BN101720\
Data File : BN012332.D

Acq On : 18 Oct 2020 15:59

Operator : CG/JU

Sample - L4424-05

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.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]
7,9-Di-tert-butyl... 17.66 2.6 ng/ul 433308 4 16.99 3268150 20.0
n-Hexadecanoic acid 17.90 6.8 ng/ul 1117450 4 16.99 3268150 20.0
Octadecanoic acid 19.19 4.5 ng/ul 816406 5 21.19 3586630 20.0
(DEL) Alkane: Str... 20.91 4.9 ng/ul 885555 5 21.19 3586630 20.0
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