LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 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-BM121318MA.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 3.105 32 37 46 rBV 21006 30826 0.79% 0.085%
2 3.369 77 82 84 rBvV4 3386 4130 0.11% 0.011%
3 3.699 133 138 143 rBvV 5194 6729 0.17% 0.018%
4 3.899 167 172 179 rBvV6 5333 9859 0.25% 0.027%
5 4.675 300 304 307 rBV 6759 9927 0.25% 0.027%
6 4.704 307 309 312 rVB2 5226 4895 0.13% 0.013%
7 5.940 515 519 524 rBV 4494 8391 0.21% 0.023%
8 6.704 643 649 664 rBV2 441051 883099 22.61% 2.426%
9 6.863 670 676 686 rBV 393819 601994 15.41% 1.654%
10 7.046 701 707 718 rBV 498238 816610 20.91% 2.244%

11 7.510 780 786 795 rBV 422331 689130 17.65% 1.893%
12 8.228 901 908 922 rBV 604760 1028833 26.34% 2.827%
13 8.669 976 983 992 rBV 487867 811025 20.77% 2.228%
14 9.051 1043 1048 1056 rBvV2 12037 18494 0.47% 0.051%
15 9.381 1097 1104 1113 rBV 425043 723270 18.52% 1.987%

16 9.910 1188 1194 1204 rBV 563132 1035076 26.50% 2.844%
17 10.275 1249 1256 1267 rBV 655314 1056688 27.06% 2.903%
18 10.439 1277 1284 1305 rBV 395838 909114 23.28% 2.498%
19 11.910 1529 1534 1538 rBV2 5658 11336 0.29% 0.031%
20 13.592 1813 1820 1825 rBV 1254072 1874028 47.99% 5.149%

21 13.639 1825 1828 1840 rVB 159732 227333 5.82% 0.625%
22 13.857 1858 1865 1880 rBV 1451389 2150690 55.07% 5.909%
23 14.169 1911 1918 1928 rVB2 816471 1277298 32.71% 3.509%
24 14.410 1953 1959 1973 rBV 321429 655112 16.77% 1.800%
25 14.621 1992 1995 1999 rVB3 3784 4487 0.11% 0.012%

26 15.027 2061 2064 2069 rVB4 4225 6046 0.15% 0.017%
27 15.169 2082 2088 2102 rBV 1710038 2401522 61.49% 6.598%
28 15.321 2108 2114 2123 rBV 513824 797043 20.41% 2.190%

29 15.410 2126 2129 2136 rVB 21242 27451 0.70% 0.075%
30 16.080 2239 2243 2247 rVB3 3139 4029 0.10% 0.011%
31 16.316 2276 2283 2285 rBV3 2568 4211 0.11% 0.012%
32 16.368 2289 2292 2296 rBvV4 3556 4623 0.12% 0.013%
33 16.715 2344 2351 2353 rBV3 5409 9426 0.24% 0.026%

34 16.927 2381 2387 2395 rBV2 1174508 1611501 41.26% 4.427%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 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
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

35 17.027 2397 2404 2418 rVB2 1814264 2692339 68.94% 7.397%

36 17.710 2516 2520 2525 rBV2 5056 7162 0.18% 0.020%
37 17.839 2536 2542 2551 rBV 248945 360813 9.24% 0.991%
38 18.127 2588 2591 2595 rBV3 3238 5646 0.14% 0.016%
39 18.280 2615 2617 2620 rVB3 3871 3980 0.10% 0.011%
40 18.315 2620 2623 2625 rBV2 4257 4938 0.13% 0.014%
41 18.662 2679 2682 2683 rBV2 3263 4248 0.11% 0.012%
42 18.709 2688 2690 2693 rBV4 5192 5825 0.15% 0.016%
43 18.768 2698 2700 2703 rBV3 5657 5513 0.14% 0.015%
44 18.892 2718 2721 2724 rBV4 4156 6896 0.18% 0.019%
45 18.974 2729 2735 2738 rBV2 20568 36242 0.93% 0.100%
46 19.133 2757 2762 2769 rBV2 141245 213359 5.46% 0.586%
47 19.221 2774 2777 2783 rVB 20487 30767 0.79% 0.085%
48 19.339 2790 2797 2804 rBV 2297231 3222086 82.50% 8.852%
49 19.398 2804 2807 2813 rVB5 22705 27169 0.70% 0.075%
50 19.874 2886 2888 2890 rBV2 6192 6116 0.16% 0.017%
51 19.992 2906 2908 2909 rBV2 5495 4205 0.11% 0.012%
52 20.286 2956 2958 2962 rVB2 26811 27576 0.71% 0.076%
53 20.398 2974 2977 2981 rVB5 18779 24143 0.62% 0.066%
54 20.433 2981 2983 2986 rBvV4 10710 13580 0.35% 0.037%

55 20.868 3053 3057 3063 rBV 182387 229541 5.88% 0.631%

56 21.139 3098 3103 3112 rBV 1556455 2172854 55.64% 5.970%
57 21.309 3128 3132 3135 rBV5 27890 48892 1.25% 0.134%
58 21.727 3201 3203 3205 rBV2 39250 40201 1.03% 0.110%
59 23.168 3441 3448 3458 rBV 2188424 3905358 100.00% 10.730%
60 23.303 3465 3471 3482 rVB 1279026 2278830 58.35% 6.261%

61 23.797 3551 3555 3560 rBv4 83545 145378 3.72% 0.399%
62 25.597 3854 3861 3872 rVB4 450591 1160320 29.71% 3.188%

Sum of corrected areas: 36398203
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018142.D
2000000
1500000
1000000
8.23 9.91 10.27
500000 6.7955%° 751 8.67 0.38 10.44
0b3:103.37 3.78.90 4.68 5.94 {\AA }\ A 9.05 A J\
e e e e ) e e e e e e e
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: BM018142.D
19.34
2000000
17.03
15.17
1500000 13.86
13.59 164
1000000
14.17
500000 532
18.64 e 17,84 19.1
ol11.91 B\ L l\g.ez 15. 41 16.GE£32716.72}UL 17.1&18@22%@@40 1997 %80
e e o I e B e R s e e e B e e e =
Time->  12.00 12.50 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
Abundance TIC: BM018142.D
2317
2000000
21.14
03.30
1500000
1000000
25.60
500000 J\A 23.80 “
20.87
__J\J 131 21.73 NA_~ A
O e I e o I
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\HPCHEMI\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.
17.84 4.48 ng/ul 360813 Phenanthrene-d10 16.93
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2542 (17.839 min): BM018142.D (-2536) (-) m/z 73.00 100.00%

157.1 1851 17160 17.80 18.00 18 20

m/z 60.00 73 .13%

73.0
43.1
5000 129.1
. 213.2

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

Abundance #92228: n-Hexadecanoic acid
43.0 73.0

m/z 43.10 68.41%

5000 2560 TT T T T LI L B
) 17. 60 17. 80 18. OO 18 20
. 213.0
L1l 1970 | 1850
“.”|hﬂ '
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0

17.60 17.80 18.00 18.20

5000 730 m/z 55.10 66.79%
97.0 129.0 256.0
I . \ H M 15201710 19402139 257.0' )
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20
m/z 57.10 61.79%
5000 129.0
970 199.0 242.0
=S O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.87 2.11 ng/ul 229541 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3057 (20.868 min): BM018142.D (-3053) (-) m/z 83.05 100.00%
5000
281.1
182.2 20.60 20.80 21.00 21.20
223.12438 32113561 177 57.05 89.87%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000
20.60 20.80 21.00 21.20
1950 m/z 97.05 89.82%
||, 1530 196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0 20.60 20.80 21.00 21.20
5000 m/z 55.05 88.84%
97.0
“ \ i J‘ b 15401830 224.0252.0
m/z--> 55 100 150 200 2%0 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester T T T T T T
43.0 20.60 20.80 21.00 21.20
69.0 m/z 69.10 76 .30%
97.0
5000
’ 23.0
| M ‘ ‘ f “l “\%5? 01810 22402500 5970
m/z--> 50 100 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121318\
Data File : BM018142.D

Aca On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.60 10.18 ng/ul 1160320 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 50
2 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 46
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 46
4 Guaia-3.9-diene 204 C15H24 000489-83-8 45
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 45
Abundance Scan 3861 (25.597 min): BM018142.D (-3854) (-) m/z 204.20 100.00%
204.2
135.1
5000
2520 25.40 25.60 25.80 26.00
(o m/z 135.10 60.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 R DA DU SN BN
25.20 25.40 25.60 25.80 26.00
J m/z 121.10 45 _.50%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #58887: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...
93.0 135.0
o 25.20 25.40 25.60 25.80 26.00
5000 ' m/z 69.10 42 .84%
204.0
”I"m'I'L”IJ"'I"”I""I"”I""I"”I""I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58594: 2,5,5,8a-Tetramethy!-6,7,8,8a-tetrahydro-5H-naphth... I o e e
135.0 204.0 25.20 25.40 25.60 25.80 26.00
' m/z 133.05 42 .26%
e T WWM\/*A/\/\NWN\\M
Jl'm'l'"'I'”'I""I'”'I""I'”'I R DA DU SN BN
m/z--> 50 100 150 200 250 300 350 400 450 25.20 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121318\
Data File : BM018142.D

Acq On : 13 Dec 2018 23:07

Operator : JU/SJ

Sample : J6271-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121318MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.84 4.5 ng/ul 360813 4 16.93 1611500 20.0
Trichloroacetic a... 20.87 2.1 ng/ul 229541 5 21.14 2172850 20.0
1,1,4a-Trimethyl-_... 25.60 10.2 ng/ul 1160320 6 23.30 2278830 20.0
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