LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 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:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918.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 3.508 9 12 18 rVB3 8078 10611 0.27% 0.019%
2 3.596 23 27 36 rvB 64098 95177 2.38% 0.168%
3 3.896 75 78 90 rvv 26857 47103 1.18% 0.083%
4 4.420 163 167 174 rVB3 5753 10974 0.27% 0.019%
5 5.408 331 335 344 rVB2 8709 15384 0.39% 0.027%
6 5.755 387 394 402 rBV 7702 17627 0.44% 0.031%
7 6.008 432 437 443 rVB3 5808 10884 0.27% 0.019%
8 6.425 500 508 515 rBV 49873 79058 1.98% 0.139%
9 6.578 523 534 540 rVB6 7170 17556 0.44% 0.031%
10 7.355 659 666 674 rBv4 11694 23778 0.60% 0.042%

11 7.549 692 699 717 rvVv 990977 1760645 44.07% 3.100%
12 7.725 721 729 739 rBV 843173 1356968 33.97% 2.389%
13 7.819 741 745 750 rvB2 5011 9441 0.24% 0.017%
14 7.937 758 765 774 rBV 1004734 1657903 41.50% 2.919%
15 8.419 840 847 861 rBvV 964850 1574866 39.42% 2.773%

16 9.119 959 966 975 rBV 1218696 2020253 50.57% 3.557%
17 9.596 1039 1047 1056 rBV 900193 1526520 38.21% 2.687%
18 9.672 1056 1060 1067 rVvVv3 17997 34820 0.87% 0.061%
19 9.955 1102 1108 1113 rVB 24707 34848 0.87% 0.061%
20 10.325 1163 1171 1180 rBV 720466 1238716 31.01% 2.181%

21 10.866 1255 1263 1275 rBV 1130045 1921888 48.11% 3.384%
22 11.254 1322 1329 1343 rVB 1238501 2137928 53.52% 3.764%
23 11.384 1343 1351 1362 rBV 1085201 1851208 46.34% 3.259%

24 12.437 1526 1530 1536 rVB 10168 14369 0.36% 0.025%
25 12.690 1567 1573 1579 rBV2 7382 10961 0.27% 0.019%
26 12.813 1589 1594 1600 rBV 18587 27310 0.68% 0.048%
27 13.396 1687 1693 1705 rBV5 6161 15443 0.39% 0.027%
28 13.631 1728 1733 1737 rBV 9152 12933 0.32% 0.023%
29 13.831 1760 1767 1773 rBV 39496 55352 1.39% 0.097%
30 13.901 1774 1779 1784 rBV2 18564 29703 0.74% 0.052%

31 14.425 1859 1868 1872 rVV 1782360 2520179 63.08% 4._437%
32 14.472 1872 1876 1881 rVV 493640 681448 17.06% 1.200%
33 14.519 1881 1884 1892 rVB2 13630 21724 0.54% 0.038%
34 14.595 1892 1897 1901 rBV 9687 14037 0.35% 0.025%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 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:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M
Title = SVOA CALIBRATION
35 14.648 1901 1906 1907 rBV3 7724 9462 0.24% 0.017%

36 14.737 1914 1921 1929 rVB 2185016 3270636 81.87% 5.758%
37 14.890 1942 1947 1953 rBV 121869 148253 3.71% 0.261%
38 14.960 1955 1959 1965 rBV5 8975 16541 0.41% 0.029%
39 15.037 1965 1972 1980 rVB2 1603082 2456170 61.48% 4.324%
40 15.207 1995 2001 2011 rBV 785857 1166714 29.20% 2.054%

41 15.325 2017 2021 2027 rBV5 11361 21314 0.53% 0.038%
42 15.384 2027 2031 2037 rBV4 13533 24565 0.61% 0.043%
43 15.442 2037 2041 2045 rVB2 12434 17238 0.43% 0.030%
44 15.501 2045 2051 2054 rBV 22838 36626 0.92% 0.064%
45 15.572 2059 2063 2067 rVB2 13743 18968 0.47% 0.033%
46 15.725 2084 2089 2094 rBVS 4402 9500 0.24% 0.017%
47 15.784 2094 2099 2103 rBVY 44816 63627 1.59% 0.112%
48 15.831 2103 2107 2112 rVB 147129 177441 4.44% 0.312%
49 15.890 2112 2117 2121 rBV3 7877 14670 0.37% 0.026%
50 15.937 2121 2125 2132 rVBS8 7754 17470 0.44% 0.031%

51 16.019 2132 2139 2146 rBV 2587932 3727182 93.30% 6.562%
52 16.131 2152 2158 2167 rBV 717852 969126 24.26% 1.706%

53 16.237 2168 2176 2177 rBV2 33384 61784 1.55% 0.109%
54 16.331 2188 2192 2197 rVB3 10388 14472 0.36% 0.025%
55 16.378 2197 2200 2208 rVV5 13848 25335 0.63% 0.045%
56 16.448 2208 2212 2218 rVB2 18433 24582 0.62% 0.043%
57 16.642 2239 2245 2247 rBV4 12496 22939 0.57% 0.040%
58 16.684 2247 2252 2260 rVvV 113951 180376 4.52% 0.318%
59 16.866 2281 2283 2291 rVB4 9808 15911 0.40% 0.028%
60 16.966 2294 2300 2305 rVvVv 42362 63138 1.58% 0.111%
61 17.031 2306 2311 2317 rVv4 11492 26227 0.66% 0.046%
62 17.084 2317 2320 2323 rVV2 10823 13275 0.33% 0.023%
63 17.119 2323 2326 2334 rVB3 22062 37206 0.93% 0.066%
64 17.189 2334 2338 2344 rBV4 13986 21354 0.53% 0.038%
65 17.254 2344 2349 2353 rBV2 8749 12307 0.31% 0.022%
66 17.472 2382 2386 2390 rBV 67076 83286 2.08% 0.147%
67 17.525 2391 2395 2397 rBV2 14625 17512 0.44% 0.031%

68 17.760 2429 2435 2446 rBV2 1809774 2578256 64.54% 4 _539%
69 17.860 2446 2452 2461 rVB2 2615855 3750622 93.88% 6.603%
70 18.001 2473 2476 2483 rVB3 9379 17014 0.43% 0.030%
71 18.107 2487 2494 2502 rBV6 14303 40959 1.03% 0.072%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 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:\HPCHEM1I\BNA N\METHODS\SOM-EPA-BN031918.M

Title = SVOA CALIBRATION

72 18.201 2506 2510 2515 rVB 40983 52550 1.32% 0.093%
73 18.378 2536 2540 2546 rVB 31202 41144 1.03% 0.072%
74 18.507 2554 2562 2565 rBV6 8219 20250 0.51% 0.036%
75 18.601 2572 2578 2589 rBV 592474 909745 22.77% 1.602%
76 18.883 2622 2626 2629 rBV 36859 43520 1.09% 0.077%
77 18.925 2629 2633 2637 rVB3 15600 21651 0.54% 0.038%
78 19.013 2645 2648 2651 rVB4 9060 10378 0.26% 0.018%
79 19.360 2704 2707 2710 rVB 10476 11022 0.28% 0.019%
80 19.454 2718 2723 2728 rBV6 27386 56852 1.42% 0.100%
81 19.501 2728 2731 2733 rVV 37216 48784 1.22% 0.086%
82 19.525 2733 2735 2739 rVB 91445 88662 2.22% 0.156%
83 19.654 2752 2757 2761 rBV2 34101 44962 1.13% 0.079%
84 19.713 2763 2767 2769 rBV3 25674 34618 0.87% 0.061%
85 19.754 2769 2774 2783 rVB 45429 86429 2.16% 0.152%
86 19.848 2786 2790 2797 rBV 188508 282774 7.08% 0.498%
87 20.001 2814 2816 2821 rVB 27048 34679 0.87% 0.061%
88 20.066 2823 2827 2830 rVVv2 47174 63019 1.58% 0.111%

89 20.113 2830 2835 2843 rVB2 2770914 3994936 100.00% 7.033%
90 20.595 2911 2917 2921 rBV 71486 120572 3.02% 0.212%

91 20.930 2971 2974 2980 rBV3 64557 100263 2.51% 0.177%
92 21.042 2991 2993 2996 rBV2 30107 32098 0.80% 0.057%
93 21.083 2997 3000 3003 rVB 43414 44093 1.10% 0.078%
94 21.542 3074 3078 3097 rVB 570397 1048030 26.23% 1.845%
95 21.883 3130 3136 3142 rBV 1918475 2570751 64.35% 4._.526%

96 22.971 3317 3321 3327 rVB2 74379 109000 2.73% 0.192%
97 23.530 3412 3416 3421 rBV3 99228 154478 3.87% 0.272%
98 24.207 3519 3531 3544 rBV2 1759215 3966403 99.29% 6.983%
99 24.366 3550 3558 3568 rVB 1231046 2548034 63.78% 4._.486%
100 24.889 3643 3647 3656 rvVvB2 113033 231560 5.80% 0.408%

Sum of corrected areas: 56800930
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA N\DATA\BN031918\

BNO00474.D

20 Mar 2018 03:23

JussJ

J1933-21

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance

2500000
2000000
1500000
1000000

500000

0
o p

TIC: BNOO0474.D

9.12

755 7.94
7.73

8.42

3.90 442 5.41 5.756.01 6.4358 7.3

11.25
10.87 1.38

9.60
10.33

.67 9.95

Time--> 3.50

400 450 500 550 600 650 700 750 800 850 9.00

9.50 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

ol 12

Time-->

TIC: BNOO0474.D
16.02

14.74

14.42 17.7

15.04

15.21

16.13

/- B

13.418.68380

43212981

12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

17.86

20111

19.00 19.50 20.00 20.50

Abundance

2500000

2000000

1500000

1000000

500000
2

TIC: BNOO0474.D

21.88
24.21

24.37

21.54

23.53 24.89

J

22.97
A

N

Time-->

21.00 2150 22.00 2250 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:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.60 7.06 ng/ul 909745 Phenanthrene-d10 17.76
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2578 (18.601 min): BNO00474.D (-2572) (-) m/z 73.05 100.00%
73
43 60
5000 129
97 115 157 213 """""" """
143157171185, 007", 256 081 1820 1840 1860 1880 1900
O i m/z 60.00 78.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 R AR B N
mmmmmmmmmm
213 m/z 43.10 72.02%
0

“'w T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
60 o 18.20 18.40 18.60 18.80 19.00
5000 7 m/z 57.10 64.38%
0 87 1011151%9143157171185199 213297 242 2>°
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid N L B B e e e B
43 o 73 18.20 18.40 18.60 18.80 19.00
m/z 55.10 57 .90%
50001 29
129
256
| | ‘ 143157171185199 213557
o 1 199 e g e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_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 2 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.85 2.20 ng/ul 282774 Chrysene-di12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91

Abundance Scan 2790 (19.848 min): BNO00474.D (-2786) (-) m/z 73.05 100.00%

5000

L

19 60 19. 80 20 00 20 20
(o} m/z 43.10 74 .27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73

5000 LA L L L L L L LB
19 60 19. 80 20 00 20 20
m/z 60.10 70.84%
on.wﬂ”wh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 P T
19.60 19.80 20.00 20.20
5000 m/z 57.10 67.59%
129 284
27 9 115 185 241
o 155171 213 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid Al maEEE RS S
43 19.60 19.80 20.00 20.20

m/z 55.10 61.77%

5000

2
1 | b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19 60 19. 80 20 00 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN031918\
Data File : BN0O00474.D

Aca On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample : J1933-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN031918_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 Trichloroacetic acid, hexad... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.54 8.15 ng/ul 1048030 Chrysene-di12 21.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 90
Abundance Scan 3078 (21.542 min): BN000474.D (-3074) (-) m/z 83.10 100.00%
57
5000 111 J\
N TN AR DU I
3 J 139 21.20 21.40 21.60 21.80
o i A3 o167 .15?920.7. 239257 281 3% sz 57.10  95.44%
m/z--> 50 100 150 250 300 350
Abundance #152927: T||ch|oroacet|c aC|d, hexadecy! ester
3
69
5000 A AR LA BN
21120 21.40 21.60 21.80
125 m/z 55.10 87.55%
0‘2 “““‘”‘“‘..].-9|6.2.2‘}.|....|....|.
m/z--> 50 200 250 300 350
Abundance
57 83
21.20 21.40 21.60 21.80
5000 m/z 69.10 85.79%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester L B
43 21.20 21.40 21.60 21.80
m/z 97.10 85.77%
69
5000 97
oLl ‘ || 1'% 150169 195 224 252
m/z--> 50 100 150 200 250 300 350 21120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN031918\
Data File : BN0O00474.D

Acq On : 20 Mar 2018 03:23

Operator : JU/SJ

Sample - J1933-21

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918_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 18.60 7.1 ng/ul 909745 4 17.76 2578260 20.0
Octadecanoic acid 19.85 2.2 ng/ul 282774 5 21.88 2570750 20.0
Trichloroacetic a... 21.54 8.2 ng/ul 1048030 5 21.88 2570750 20.0
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