LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317.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 7.004 659 666 681 rBV 541349 1040709 14.19% 1.492%
2 7.175 688 695 708 rBV 409938 688869 9.40% 0.987%
3 7.375 722 729 745 rBV 584821 1032858 14.09% 1.480%
4 7.845 801 809 819 rBV 715513 1201944 16.39% 1.723%
5 8.551 922 929 946 rBV 684169 1265344 17.26% 1.813%
6 9.010 1000 1007 1022 rBV 544411 980589 13.37% 1.405%
7 9.734 1123 1130 1141 rBV 450218 823492 11.23% 1.180%
8 10.269 1211 1221 1235 rBV 745036 1415990 19.31% 2.029%
9 10.645 1278 1285 1299 rVB 1065728 1837357 25.06% 2.633%
10 10.792 1302 1310 1330 rBvV 399736 916462 12.50% 1.313%

11 13.898 1829 1838 1842 rBV 1549295 2210643 30.15% 3.168%
12 13.945 1842 1846 1853 rVB 297682 464825 6.34% 0.666%
13 14.186 1880 1887 1905 rBV 1671236 2716660 37.05% 3.893%
14 14.492 1932 1939 1948 rBV2 1637488 2595140 35.39% 3.719%
15 14.698 1968 1974 1989 rBV 264719 647543 8.83% 0.928%

16 14.898 2003 2008 2016 rVB4 35805 93057 1.27% 0.133%
17 15.480 2101 2107 2114 rBV 2316204 3405055 46.44% 4 _880%
18 15.610 2123 2129 2137 rBV 538437 800100 10.91% 1.147%
19 15.721 2142 2148 2154 rVB5 36197 73478 1.00% 0.105%
20 16.898 2342 2348 2353 rBV 86789 135502 1.85% 0.194%

21 17.239 2399 2406 2409 rBV 2294181 3381220 46.12% 4._.846%
22 17.280 2409 2413 2417 rVV 792582 1204477 16.43% 1.726%
23 17.333 2417 2422 2434 rVB2 2573229 3842362 52.40% 5.507%
24 17.645 2468 2475 2481 rBV2 62318 134898 1.84% 0.193%
25 18.115 2549 2555 2559 rBvV 673786 997138 13.60% 1.429%

26 18.157 2559 2562 2569 rVB 197887 309000 4.21% 0.443%
27 18.304 2581 2587 2591 rBV3 149397 304317 4._.15% 0.436%
28 18.339 2591 2593 2598 rVB 113402 156967 2.14% 0.225%
29 18.610 2635 2639 2643 rBV 98944 135710 1.85% 0.194%
30 18.657 2643 2647 2652 rVB2 217502 307110 4._.19% 0.440%

31 19.027 2704 2710 2715 rBV2 167027 345583 4.71% 0.495%
32 19.168 2729 2734 2744 rBV2 146488 303057 4._.13% 0.434%
33 19.292 2745 2755 2761 rBV 1582427 2323802 31.69% 3.330%
34 19.392 2767 2772 2777 rBV 531056 689503 9.40% 0.988%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM100317 .M
Title = SVOA CALIBRATION
35 19.439 2778 2780 2785 rVB 62550 81553 1.11% 0.117%

36 19.539 2792 2797 2806 rVB 939077 1162740 15.86% 1.666%
37 19.627 2806 2812 2815 rBV 4003066 5740191 78.29% 8.227%
38 19.656 2815 2817 2825 rVV 1688992 1858289 25.34% 2.663%
39 19.727 2825 2829 2835 rVB 116073 177719 2.42% 0.255%
40 19.892 2854 2857 2865 rVB4 57164 108695 1.48% 0.156%

41 19.980 2866 2872 2878 rBV3 131547 352875 4.81% 0.506%
42 20.115 2891 2895 2896 rBV2 100542 126970 1.73% 0.182%
43 20.304 2924 2927 2931 rVB2 163931 216431 2.95% 0.310%
44 20.445 2948 2951 2955 rBVY 143110 187457 2.56% 0.269%
45 20.492 2956 2959 2962 rVvB2 102339 126449 1.72% 0.181%

46 20.580 2971 2974 2981 rBV2 409878 505748 6.90% 0.725%
47 20.892 3024 3027 3033 rBVY 247455 341137 4._.65% 0.489%
48 21.103 3059 3063 3066 rBV2 435189 531201 7.24% 0.761%
49 21.192 3075 3078 3084 rVB 203914 248608 3.39% 0.356%
50 21.409 3109 3115 3119 rBV 4497314 7332121 100.00% 10.508%

51 23.027 3385 3390 3395 rBvV 728903 1573088 21.45% 2.255%
52 23.527 3471 3475 3478 rBV 370476 604693 8.25% 0.867%

53 23.580 3478 3484 3489 rVV2 2802142 5111092 69.71% 7.325%
54 23.727 3503 3509 3516 rBV 2397572 4607153 62.84% 6.603%

Sum of corrected areas: 69774971
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM012032.D
5000000
4000000
3000000
2000000
1000000 1065
7.85 8.55 10.27
i I G W v
O e A L B W B o R
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM012032.D
5000000
19.63
4000000
3000000
17.33
15.48 17.24
2000000
13.96-4-1914.49
1000000 17.p8
5.61
' 5.72 16.90 17.64
O o B B B L e o e e I o e LA B
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: BM012032.D
2141
5000000
4000000 23.58
3.73
3000000
2000000 23.03
23|%
21.10
1000000 20,8611
O L L B L W B B A a2
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:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 1
R.T. EstConc Area Relative to ISTD R.T.
18.12 5.90 ng/ul 997138 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 68
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 68
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
Abundance Scan 2556 (18.121 min): BM012032.D (-2549) (-) m/z 73.05 100.00%
430 73.0
192.1
5000
256.2 R NS IR B
227.1 17.80 18.00 18.20 18.40
o Ly .". |~ 220 w50 T3 05 83.710
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
17.80 18.00 18.20 18.40
Hgm 157.0 155 02130 256.0 m/z 41.05 80.70%
o I hl‘\ .H““. \\h\l‘\ ﬁ‘”“.“l I\ ; .‘ .‘. | .‘ —— “. —— ———
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
17.80 18.00 18.20 18.40
5000 256.0 m/z 60.00 80.11%
129.0
213.0
101.0 157.0 185.0
O
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #54750: Phenanthrene, 2-methyl-  mam s e R
192.0 17.80 18.00 18.20 18.40
m/z 55.10 68.70%
5000
94.0 165.0
0l27.0 63.0 | 139.0 | |
m/z--> 55 160 1%0 200 250 360 3%0 1fso 1500 1850 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Phenanthrene, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.03 2.04 ng/ul 345583 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 94
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 91
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 91
4 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 90
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90
Abundance Scan 2710 (19.027 min): BM012032.D (-2704) (-) m/z 206.10 100.00%
206.1
5000
43.0 945 126.0 1520 177-9 18.80 19.00 19.20 19.40
‘ 730 1220 265.0 m/z 191.05  48.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 LB SRS SULEILN UL B
18'80 19.00 19.20 19.40
101.0 m/z 189.00 28.54%
0k 27:0_51.0 76\0\‘ Lk 139.0 16\50 h\ \‘
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
206.0
18180 10.00 10.20 19.40
5000 m/z 205.05 23.58%
102.0
ol 27.0 510 76.0 1390 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66238: di-p-Tolylacetylene A LR e I e
206.0 18.80 19.00 19.20 19.40
m/z 207.00 21.59%
5000

39.0 760 1020 1390 1650 | ”M

O et e ey e e il e e S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM100917\
Data File : BM012032.D

Aca On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample : 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM100317_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.54 3.17 ng/ul 1162740 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 96
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 81
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 41

Abundance Scan 2797 (19.539 min): BM012032.D (-2792) (-) m/z 56.05 100.00%
56.0
5000 257.2
129.1
3.1 208.0 LA BN AN U
171.1 19.20 19.40 19.60 19.80
o 2841312234101 s> 5710 63.53%
m/z--> 50 100 150 200 250 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
19.20 19.40 19.60 19.80
29.0 m/z 41.05 54 _.05%
3.0 129.0 257.0
0 [l ‘h \H‘ \M‘\ Wl ‘ 157'0‘18\5'021\3'0 ‘ \“ 283.0 312'0
m/z--> 55 160 150 200 250 300
Abundance
56.0
19.20 19.40 19.60 19.80
5000 m/z 43.05 49 .58%
29.0
o p3.0 129.0 157.0185.02130 2270 312.0
m/z--> 55 160 1éo 200 2%0 360
Abundance #154930: Hexadecanoic acid, butyl ester
56.0 19.20 19.40 19.60 19.80
m/z 257.20 41.16%
5000
29.0‘ 30 129.0 257.0
ol ]JJF,{,\LI{ || 157018502130 | .\- 220320 S | W
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM100917\
Data File : BM012032.D

Acq On : 10 Oct 2017 02:52

Operator : SJ/JU

Sample - 15414-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM100317_.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 18.12 5.9 ng/ul 997138 4 17.24 3381220 20.0
Phenanthrene, 2,5... 19.03 2.0 ng/ul 345583 4 17.24 3381220 20.0
Hexadecanoic acid... 19.54 3.2 ng/ul 1162740 5 21.41 7332120 20.0
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