LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG080217 .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 3.823 36 40 47 rVB4 9874 15622 1.03% 0.099%
2 4.217 104 107 110 rBVv4 2082 3077 0.20% 0.019%
3 4.705 186 190 194 rBV5 1978 4029 0.26% 0.026%
4 4.904 221 224 229 rBv4 2544 3587 0.24% 0.023%
5 5.028 242 245 249 rBV5 2449 3630 0.24% 0.023%
6 5.369 302 303 313 rvB4 3060 7197 0.47% 0.046%
7 5.633 346 348 352 rBV5 1895 2180 0.14% 0.014%
8 6.103 425 428 431 rBvV2 2658 2648 0.17% 0.017%
9 6.391 473 477 480 rVB3 1979 2817 0.19% 0.018%
10 6.620 513 516 519 rBV3 1735 2609 0.17% 0.017%
11 7.231 617 620 624 rBV3 1585 2402 0.16% 0.015%
12 7.360 640 642 647 rVB2 1782 2268 0.15% 0.014%

13 7.495 657 665 678 rBvV 181435 334602 21.99% 2.120%
14 7.660 686 693 705 rvB 133089 225230 14.80% 1.427%
15 7.877 721 730 742 rVB 165838 306707 20.16% 1.943%

16 8.007 750 752 759 rvB2 1630 2251 0.15% 0.014%
17 8.130 771 773 777 rBV3 1927 2679 0.18% 0.017%
18 8.342 803 809 819 rvB 124935 225564 14.82% 1.429%
19 9.041 919 928 940 rBV 224393 422434 27 .76% 2.676%

20 9.240 958 962 968 rBv4 1081 2636 0.17% 0.017%
21 9.511 998 1008 1019 rBV 182319 345602 22.71% 2.190%
22 9.658 1030 1033 1036 rBv4 1530 2156 0.14% 0.014%
23 10.057 1097 1101 1106 rBV5 1433 2531 0.17% 0.016%
24 10.145 1113 1116 1122 rVB3 1122 2195 0.14% 0.014%
25 10.233 1122 1131 1144 rBV 154305 302603 19.89% 1.917%
26 10.551 1182 1185 1192 rVB3 1562 2846 0.19% 0.018%
27 10.780 1213 1224 1240 rBV 229727 453698 29.82% 2.874%
28 10.933 1247 1250 1258 rVB5 1534 2334 0.15% 0.015%
29 11.003 1258 1262 1265 rVB 1869 2690 0.18% 0.017%
30 11.038 1265 1268 1270 rBV2 2521 2581 0.17% 0.016%

31 11.162 1277 1289 1298 rVB 197144 361084 23.73% 2.288%
32 11.297 1301 1312 1325 rBV 231901 451568 29.68% 2.861%
33 11.514 1344 1349 1353 rVB3 1240 2802 0.18% 0.018%
34 11.567 1353 1358 1361 rBV3 1461 2159 0.14% 0.014%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

35 11.673 1375 1376 1384 rVB4 1751 3190 0.21% 0.020%
36 11.790 1388 1396 1399 rVB3 1878 4002 0.26% 0.025%
37 11.908 1415 1416 1423 rBvV4 1433 2273 0.15% 0.014%
38 12.143 1447 1456 1458 rBV5 1946 4316 0.28% 0.027%
39 12.396 1492 1499 1500 rVB3 1651 3447 0.23% 0.022%
40 12.613 1532 1536 1541 rBV4 1501 2584 0.17% 0.016%
41 12.731 1551 1556 1565 rBV5 4181 7666 0.50% 0.049%
42 13.036 1607 1608 1615 rBV2 1792 2842 0.19% 0.018%
43 13.306 1647 1654 1657 rBV2 1946 4052 0.27% 0.026%
44 13.553 1690 1696 1699 rBV2 2240 3737 0.25% 0.024%
45 13.676 1711 1717 1719 rVB4 1939 2795 0.18% 0.018%
46 14.100 1784 1789 1792 rBV3 1891 3122 0.21% 0.020%

47 14.340 1822 1830 1842 rBVY 539740 823955 54.15% 5.220%
48 14.652 1871 1883 1893 rBVY 511388 855163 56.20% 5.418%
49 14.951 1927 1934 1945 rBV2 353262 590688 38.82% 3.742%
50 15.151 1958 1968 1987 rBV2 169574 376369 24.73% 2.384%

51 15.327 1996 1998 2000 rBV2 2307 2232 0.15% 0.014%
52 15.410 2009 2012 2014 rVB3 2467 2518 0.17% 0.016%
53 15.533 2029 2033 2035 rBV3 2264 3056 0.20% 0.019%
54 15.709 2059 2063 2066 rBV2 2530 3268 0.21% 0.021%

55 15.944 2095 2103 2115 rVB 733007 1155947 75.97% 7.324%

56 16.056 2115 2122 2139 rBV 208323 374445 24 _.61% 2.372%

57 16.179 2139 2143 2153 rVB5 9069 19278 1.27% 0.122%
58 16.638 2220 2221 2226 rBV2 1790 2593 0.17% 0.016%
59 16.726 2231 2236 2240 rBV2 1848 2998 0.20% 0.019%
60 16.849 2254 2257 2261 rBV3 2127 3039 0.20% 0.019%
61 16.937 2268 2272 2277 rVB4 2169 4360 0.29% 0.028%
62 17.008 2281 2284 2290 rBV3 2006 4531 0.30% 0.029%
63 17.114 2300 2302 2305 rVB3 2279 2324 0.15% 0.015%
64 17.490 2363 2366 2368 rBV3 2613 3153 0.21% 0.020%
65 17.566 2374 2379 2384 rBV4 1813 2702 0.18% 0.017%

66 17.701 2394 2402 2410 rBV 533970 802249 52.72% 5.083%
67 17.801 2412 2419 2430 rVB 872833 1344159 88.34% 8.516%

68 17.901 2430 2436 2441 rBV5 2650 5497 0.36% 0.035%
69 17.960 2441 2446 2450 rBv4 1738 4054 0.27% 0.026%
70 18.048 2456 2461 2463 rVB3 1716 2623 0.17% 0.017%
71 18.071 2463 2465 2471 rBV5 2710 4241 0.28% 0.027%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

72 18.171 2478 2482 2486 rBV5 4097 5811 0.38% 0.037%
73 18.224 2489 2491 2494 rVB3 1853 2139 0.14% 0.014%
74 18.342 2508 2511 2514 rVB4 3054 3035 0.20% 0.019%
75 18.383 2516 2518 2522 rVB 3297 2815 0.18% 0.018%
76 18.441 2522 2528 2530 rVB7 2832 4119 0.27% 0.026%
77 18.459 2530 2531 2537 rBV5 2631 4601 0.30% 0.029%
78 18.547 2537 2546 2549 rBV9 3889 9344 0.61% 0.059%
79 18.606 2553 2556 2559 rVB4 2811 3525 0.23% 0.022%
80 18.706 2571 2573 2578 rVB4 3162 3445 0.23% 0.022%
81 18.747 2578 2580 2584 rBV4 2638 4092 0.27% 0.026%
82 18.841 2594 2596 2601 rVB4 2417 3823 0.25% 0.024%
83 18.906 2601 2607 2608 rBV5 3481 5354 0.35% 0.034%
84 19.023 2626 2627 2633 rVB3 4213 4901 0.32% 0.031%
85 19.076 2633 2636 2639 rBV5 2666 3322 0.22% 0.021%
86 19.211 2656 2659 2662 rBV5 3397 5226 0.34% 0.033%
87 19.305 2672 2675 2677 rBV3 4324 5395 0.35% 0.034%
88 19.605 2723 2726 2728 rBvV4 4474 3682 0.24% 0.023%
89 19.628 2728 2730 2731 rBV2 4188 3247 0.21% 0.021%
90 19.716 2740 2745 2750 rVB2 10963 20933 1.38% 0.133%
91 19.951 2783 2785 2792 rVB4 8071 15984 1.05% 0.101%

92 20.075 2800 2806 2816 rVB 1062222 1521658 100.00% 9.641%
93 22.031 3131 3139 3152 rVB 505759 932640 61.29% 5.909%
94 23.583 3399 3403 3410 rVB2 26400 42605 2.80% 0.270%
95 24.452 3545 3551 3560 rVB4 41002 92718 6.09% 0.587%

96 25.292 3683 3694 3712 rVB2 488006 1492724 98.10% 9.457%
97 25.533 3718 3735 3746 rVB3 271469 1021657 67.14% 6.473%
98 26.702 3926 3934 3947 rVB4 59285 202138 13.28% 1.281%
99 28.177 4176 4185 4201 rVB5 59121 219806 14.45% 1.393%
100 29.957 4479 4488 4503 rVB6 43665 192756 12.67% 1.221%

Sum of corrected areas: 15783981
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG081617\

BG028372.D

16 Aug 2017 15:32

SJ/Ju

PB101492BL

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

Time-->

038242 4.70.8903 5.3%5.63 _ 6.106.39.62
4.00 450 5.00 550

TIC: BG028372.D

7.23

6.00 6.50 7.00 7.50 8.00 850 9.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

.3335814ld

TIC: BG028372.D

17.80

15.94

14'34[4.65 17.1

14.95
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Time-->

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 20.50 21.00 21.50 22.00 22.50

Abundance

1000000

800000

600000

400000

200000

TIC: BG028372.D

25.29

25.53

28.18

AN

26.70

A ..

23.58 24.45
A

29.96
AN

AW

07

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.70 3.96 ng/ul 202138 Perylene-di12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 80
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 80
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 72
4 Docosane 310 C22H46 000629-97-0 72
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 72
Abundance Scan 3934 (26.702 min): BG028372.D (-3926) (-) m/z 57.10 100.00%
51.1

141.21g822 248.9 26. 40 26 60 26. 80 27. OO

...,...F",.‘l..m...~.‘,........3??.5..,...3.9,9.1...,...??5.‘.3 m/z 71.10 53.63%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164579: Tricosane
57.0

5000 L L e e e
F 26.40 26.60 26.80 27.00
H\ h h‘ u‘

m/z 43.10 40.63%

Ly 0 1970 530 40
\ 1 l il il

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R EEEEE R ]
26.40 26.60 26.80 27.00
5000 m/z 85.10 30.90%

99.0 169.0 2210

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #105897: Heptadecane, 3-methyl- R Bt S S A

57.0 26.40 26.60 26.80 27.00
m/z 41.10 21.21%

5000
25.0
141.0 1830 ™

et N B A

m/z--> 50 100 150 200 250 300 350 400 450 500 26. 40 26 60 26. 80 27. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.18 4_.30 ng/ul 219806 Perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Eicosane 282 C20H42 000112-95-8 70
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 68
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 4185 (28.177 min): BG028372.D (-4176) (-) m/z 57.10 100.00%

57.1
5000

99.1 I T TT I Trorr I TTTrT I TTrrr I 1
208.9044.1282.0 4003 4752 27.80 28.00 28.20 28.40
341.0 m/z 43.10 73.45%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000 [TT I [rrrr[rrrr[rrrrpr1
27.80 28.00 28.20 28.40
m/z 71.10 59.96%
99.0
|1 290 1410 1830 2250 2820
T L I e A B A W B o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R R AREE R R TR R S
27.80 28.00 28.20 28.40
5000 m/z 85.10 29.92%

141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129491: Eicosane L e e e e U
7.0 27.80 28.00 28.20 28.40
m/z 55.10 22.42%
5000
| J | 290 1410 1830 2250 2820

m/z--> 50 100 150 200 250 300 350 400 450 27. 80 28. 00 28 20 28. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081617\
Data File : BG028372.D

Aca On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

29.96 3.77 ng/ul 192756 Perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 58
2 Tetracosane 338 C24H50 000646-31-1 52
3 Nonacosane 408 C29H60 000630-03-5 50
4 Eicosane 282 C20H42 000112-95-8 46
5 Pentadecane 212 C15H32 000629-62-9 43

Abundance Scan 4488 (29.957 min): BG028372.D (-4479) (-) m/z 57.10 100.00%

57.1
5000

29.60 29.80 30.00 30.20
m/z 43.10 49.63%

152.0 205.0243.1 283.0 326.9 407.6

475.1

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane
57.0
5000 LA L L L L LB L L B

29.60 29.80 30.00 30.20
99.0 m/z 71.10 25.80%

| ‘\ h‘ h }41048?0 225.0 267.0 338.0
..|||| T LA L L L I L  L L L L  LB

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
AR R R RS SRR
29.60 29.80 30.00 30.20
5000 m/z 85.15  24.04%
99.0

1410 1830 2050 o670  338.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215179: Nonacosane AR RE B .’T"f“.N
57.0 29.60 29.80 30.00 30.20
m/z 55.10 18.85%
5000
99.0
l H 141 0 183.0 225.0 267.0 309.0 351.0 408.0

m/z--> 50 100 150 200 250 300 350 400 450 29 60 29. 80 30 00 30.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081617\
Data File : BG028372.D

Acq On : 16 Aug 2017 15:32

Operator : SJ/JU

Sample : PB101492BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
(DEL) Alkane: Str... 26.70 4.0 ng/ul 202138 6 25.53 1021660 20.0
(DEL) Alkane: Str... 28.18 4.3 ng/ul 219806 6 25.53 1021660 20.0
(DEL) Alkane: Str... 29.96 3.8 ng/ul 192756 6 25.53 1021660 20.0
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