LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 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-BG042717 .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 3.215 18 21 26 rvBe6 4865 7753 0.21% 0.017%
2 3.426 51 57 68 rvB 44658 72900 1.94% 0.156%
3 3.779 113 117 122 rBvV5 2621 4067 0.11% 0.009%
4 3.885 132 135 139 rvB4 3004 4034 0.11% 0.009%
5 4.049 161 163 169 rVvB3 2856 4509 0.12% 0.010%
6 5.048 330 333 340 rVvB2 2217 4239 0.11% 0.009%
7 6.217 528 532 539 rVB6 4402 9562 0.25% 0.020%
8 6.834 635 637 641 rBV3 2760 3857 0.10% 0.008%
9 7.181 688 696 710 rBV 692934 1267712 33.73% 2.706%
10 7.328 714 721 734 rVV 631080 1037852 27.61% 2.215%
11 7.416 734 736 746 rVB5 4581 9928 0.26% 0.021%

12 7.539 749 757 778 rBV 735670 1333391 35.47% 2.846%
13 8.003 826 836 848 rBV 547242 944441 25.13% 2.016%
14 8.714 948 957 982 rBV 897080 1726392 45.93% 3.685%
15 9.161 1024 1033 1053 rBvV 691897 1259231 33.50% 2.688%

16 9.566 1098 1102 1106 rVB3 2366 3840 0.10% 0.008%
17 9.883 1147 1156 1173 rVV 566869 1053104 28.02% 2.248%
18 10.436 1242 1250 1274 rBV 831277 1667691 44.37% 3.559%
19 10.636 1281 1284 1291 rVB5 2860 5200 0.14% 0.011%
20 10.800 1299 1312 1327 rBV 874469 1607500 42.77% 3.431%

21 10.935 1327 1335 1356 rVvVv 886814 1752549 46.62% 3.741%

22 11.382 1406 1411 1415 rVB4 2605 5043 0.13% 0.011%
23 12.046 1519 1524 1529 rVB4 2007 4187 0.11% 0.009%
24 12.392 1576 1583 1591 rBvV4 13614 28909 0.77% 0.062%
25 13.227 1721 1725 1729 rBV5 4029 7342 0.20% 0.016%
26 13.420 1753 1758 1764 rVB4 2273 4920 0.13% 0.011%
27 13.603 1785 1789 1794 rVB3 3407 6100 0.16% 0.013%
28 13.896 1833 1839 1843 rBV3 2395 3973 0.11% 0.008%
29 14.020 1851 1860 1876 rBV 1554243 2327728 61.93% 4.968%
30 14.131 1876 1879 1885 rVB4 2184 4271 0.11% 0.009%

31 14.308 1899 1909 1927 rBV 1964687 3170949 84.36% 6.768%
32 14.613 1951 1961 1973 rBV2 1236649 2075455 55.21% 4._.430%
33 14.836 1990 1999 2030 rBV 272509 842845 22.42% 1.799%
34 15.107 2044 2045 2054 rVBS8 3464 5764 0.15% 0.012%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 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

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

Method :
Title :

35 15.600 2122 2129 2145 rBV 2328335 3637454 96.77% 7.764%

36 15.730 2145 2151 2166 rVV 475852 791033 21.04% 1.688%

37 15.847 2166 2171 2178 rVB2 31640 52520 1.40% 0.112%
38 16.176 2220 2227 2235 rBV7 3595 9729 0.26% 0.021%
39 16.235 2235 2237 2242 rVB2 3696 4507 0.12% 0.010%
40 16.311 2242 2250 2252 rBV4 3182 6358 0.17% 0.014%
41 16.382 2258 2262 2268 rVB6 5411 8168 0.22% 0.017%
42 16.558 2285 2292 2296 rBV3 5678 8847 0.24% 0.019%
43 16.769 2316 2328 2329 rBV3 1632 4070 0.11% 0.009%
44 17.140 2387 2391 2397 rBV3 6997 10416 0.28% 0.022%

45 17.351 2419 2427 2437 rBV2 1429985 2149398 57.18% 4._.588%

46 17.451 2437 2444 2462 rVV 2357061 3563645 94.81% 7.606%

47 17.751 2490 2495 2498 rBV4 4081 6118 0.16% 0.013%
48 17.945 2525 2528 2532 rBV3 3090 4276 0.11% 0.009%
49 18.279 2574 2585 2587 rBV9 3615 10661 0.28% 0.023%
50 18.920 2689 2694 2695 rBV5 3123 4881 0.13% 0.010%
51 18.979 2700 2704 2708 rBvV4 3634 5371 0.14% 0.011%
52 19.055 2711 2717 2722 rBV7 2584 4846 0.13% 0.010%
53 19.372 2764 2771 2779 rVB 24700 39908 1.06% 0.085%
54 19.449 2779 2784 2788 rBV7 4414 5630 0.15% 0.012%
55 19.513 2792 2795 2797 rBV4 4110 5063 0.13% 0.011%
56 19.619 2807 2813 2824 rBV2 23545 44120 1.17% 0.094%
57 19.731 2824 2832 2846 rBV 2583868 3701173 98.46% 7.900%
58 20.001 2871 2878 2881 rVB5 3906 7350 0.20% 0.016%
59 20.083 2889 2892 2894 rBV4 3820 4243 0.11% 0.009%
60 20.324 2928 2933 2936 rBV6 7028 10672 0.28% 0.023%
61 20.406 2945 2947 2954 rVB7 5454 11935 0.32% 0.025%
62 20.465 2955 2957 2961 rBV5 5922 5916 0.16% 0.013%
63 20.665 2988 2991 2997 rBVS 7889 12151 0.32% 0.026%
64 20.847 3019 3022 3023 rBV3 5712 6526 0.17% 0.014%
65 20.859 3023 3024 3031 rVv7 5748 10428 0.28% 0.022%
66 21.035 3051 3054 3058 rBV6 4456 6528 0.17% 0.014%
67 21.158 3071 3075 3082 rVB7 10914 14046 0.37% 0.030%
68 21.229 3083 3087 3089 rBV5 6336 9210 0.25% 0.020%
69 21.476 3124 3129 3131 rBV6 4900 8576 0.23% 0.018%

70 21.599 3142 3150 3161 rBV 1295433 2226460 59.23% 4.752%
71 21.770 3175 3179 3184 rVBS8 10201 16038 0.43% 0.034%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 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-BG042717 .M

Title = SVOA CALIBRATION

72 22.357 3274 3279 3285 rBvV4 26600 65786 1.75% 0.140%
73 22.404 3285 3287 3301 rVB4 19452 58846 1.57% 0.126%
74 23.033 3388 3394 3405 rVB3 45888 86816 2.31% 0.185%
75 23.520 3475 3477 3479 rVB3 5577 5032 0.13% 0.011%
76 23.656 3497 3500 3506 rBV7 7750 16478 0.44% 0.035%

77 23.814 3520 3527 3537 rVB 71213 149873 3.99% 0.320%
78 24.543 3639 3651 3675 rBV2 1197325 3758892 100.00% 8.023%
79 24.760 3675 3688 3721 rVB2 750671 2625358 69.84% 5.603%
80 25.829 3860 3870 3880 rBV3 114181 332449 8.84% 0.710%

81 26.111 3912 3918 3921 rBVS 15396 29475 0.78% 0.063%
82 27.146 4078 4094 4105 rBV3 109094 406614 10.82% 0.868%
83 28.720 4351 4362 4380 rVB3 72819 303209 8.07% 0.647%
84 29.037 4415 4416 4421 rBvV4 5963 8947 0.24% 0.019%
85 29.437 4482 4484 4487 rBV4 6674 8263 0.22% 0.018%

86 30.647 4674 4690 4703 rVB5 60852 301042 8.01% 0.643%

Sum of corrected areas: 46852589
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

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

Abundance
2500000

2000000

1500000

1000000

500000

0‘3.213-43 338805

TIC: BG026983.D

; 11.38 12.0512.39
350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Time-->
Abundance TIC: BG026983.D
2500000 15.60 17.45 1973
2000000 14.31
14.02
1500000 17.35
21.60
14.61
1000000
500000 5.73
14.84
ol 132312603.98. 13 J\;S.ll 5.851135%56.7717.14 | 17.75.9418.28 1530984 9850 20(DCRIPRAA0 PBBRALI A gL77 2238
R e A R e e e U e A e e =
Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG026983.D
2500000
2000000
1500000
24.54
1000000
24.76
500000
25.83 27.15
. 23.03 HzgakBl A 26.11 A 28,729 0429.44 30,65
T T T T T T T T T T T T T T T e T o T e T T T T T T T T T
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\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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.
25.83 2.53 ng/ul 332449 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 1-lodoundecane 282 C11H23lI 004282-44-4 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Eicosane 282 C20H42 000112-95-8 76
Abundance Scan 3870 (25.829 min): BG026983.D (-3860) (-) m/z 57.05 100.00%
5%.0
5000
e PS5 5550 26,00 2620
141.1 193.0 . . . .
Y || b did iy o, 2302 2810 3410 38414160 77777 00 61.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000

25.60 25.80 26.00 26.20
m/z 85.05 49_.43%

99.0
o280 | | /"7 1410 1830 2250 2820
iy — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
25.60 25.80 26.00 26.20
5000 m/z 43.05 39.30%
99.0 1550
0 15.0 197.0 282. 0
e e B L B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane T ah a man e e
57.0 25.60 25.80 26.00 26.20
m/z 99.10 21.30%
5000
99.0
00 | | | ” , 1410 1830 2250 281.0 337.0  394.0
L e e e
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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.
27.15 3.10 ng/ul 406614 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 4095 (27.151 min): BG026983.D (-4078) (-) m/z 57.00 100.00%
57.0
5000
9.0
155.0192.9 281.0 26.80 27.00 27.20 27.40
o bbb 115001529 23007810 seossor __ ason 00 IER G oy
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #202661: Heptacosane
57.0
5000
26.80 27.00 27.20 27.40
m/z 85.10 46.13%
015 | ‘ h‘ 1L M L 14101830225026703090 380.0
m/z-> 0 50 100 150 260 250 300 350 400 450 '
Abundance
57.0
26.80 27.00 27.20 27.40
5000 m/z 42.95 38.44%
99.0
. 141.0183.0 2250 267.0 ~ 338.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane T T T T T
57.0 26.80 27.00 27.20 27.40
m/z 99.05 20.07%
5000
9.0
o | u4141018302250 3380
m/z-> 0 55 100 150 200 250 300 3éo 400 450 ' 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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.
28.72 2.31 ng/ul 303209 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 83
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 4362 (28.720 min): BG026983.D (-4351) (-) m/z 57.10 100.00%
57.1
5000
7° 1411 28.40 28,60 28.80 29.00
: 222.0 281.0 : : .
ol .Ul Lo 38300700 pn 8431 4083 ST /7 71.05  64.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000
28.40 28.60 28.80 29.00
0.0 m/z 85.05 54 _60%
ol L[] 141018209559 28103599
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
28.40 28.60 28.80 29.00
5000 m/z 43.05 36.91%
99.0
0 1410 21002539 3090 3660
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl- e S e
7.0 28.40 28.60 28.80 29.00
m/z 69.05 19.05%
5000
9.0
oL Ll 24101830 27028103230
m/z--> 50 100 150 200 250 300 350 400 450 500 28.40 28.60 28.80 29.00 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051617\
Data File : BG026983.D

Aca On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
30.65 2.29 ng/ul 301042 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane., 2-methvl- 296 C21H44 001560-84-5 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 4690 (30.647 min): BG026983.D (-4674) (-) m/z 57.00 100.00%

30. 40 30 60 30. 80 31. 00
265.9300.1 357.0
o/ I— | 4291 "m/z 71.00 70.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0

5000 L L B
30. 40 30 60 30. 80 31 00

99.0 m/z 85.00 54.39%
h i u\ | 1410 1830 _ 2400

57.0
5000

141.0 175.8208'9

0150\‘ \‘ d 4
m/z--> 100 150 200 250 300 350 400
Abundance
57.0
30.40 30.60 30.80 31.00
5000 m/z 43.00 41.00%
o 99.0 141.0 183.0 2250 268.0
L o e O e L B o B o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane Al ERama pa e
57.0 30.40 30.60 30.80 31.00
m/z 55.00 20.10%
5000
99.0
ol il | ;, 141.0 1830 225.0 2670 300.0 367.0
m/z--> 50 100 150 200 250 300 350 400 30. 40 30 60 30. 80 31. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051617\
Data File : BG026983.D

Acq On : 16 May 2017 18:14

Operator : SJ/MA

Sample - PB98986BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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... 25.83 2.5 ng/ul 332449 6 24.76 2625360 20.0
(DEL) Alkane: Str... 27.15 3.1 ng/ul 406614 6 24.76 2625360 20.0
(DEL) Alkane: Str... 28.72 2.3 ng/ul 303209 6 24.76 2625360 20.0
(DEL) Alkane: Str... 30.65 2.3 ng/ul 301042 6 24.76 2625360 20.0
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