LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample : PB96200BL

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\SOMO02.2-EPA-BG011817 .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 3.508 109 114 121 rVB5 20792 37537 0.97% 0.100%
2 3.967 187 192 197 rBvV5 7002 17479 0.45% 0.047%
3 4.008 197 199 205 rBvV6 6504 9479 0.25% 0.025%
4 4_.155 219 224 226 rBv4 5718 10811 0.28% 0.029%
5 4.290 243 247 250 rVB3 7305 8811 0.23% 0.024%
6 4.396 261 265 267 rBV2 7603 6413 0.17% 0.017%
7 4.607 296 301 303 rVB5 4979 8722 0.23% 0.023%
8 4.824 334 338 343 rVB5 4920 7515 0.19% 0.020%
9 4.977 362 364 368 rBV3 6647 8563 0.22% 0.023%
10 5.776 498 500 506 rvB4 8124 12106 0.31% 0.032%
11 5.829 506 509 516 rBv4 5999 15241 0.40% 0.041%
12 5.929 522 526 529 rVB4 6653 7194 0.19% 0.019%
13 6.182 567 569 574 rBvV4 5065 6853 0.18% 0.018%
14 6.605 635 641 644 rBV6 4868 7626 0.20% 0.020%
15 6.846 676 682 685 rBV6 4720 8682 0.23% 0.023%
16 7.163 733 736 740 rBV3 4765 8653 0.22% 0.023%
17 7.222 744 746 752 rVB6 6230 9300 0.24% 0.025%

18 7.339 760 766 785 rvV 356882 726340 18.84% 1.943%
19 7.492 785 792 806 rVB 280033 507483 13.16% 1.358%
20 7.709 821 829 846 rBV 372502 698288 18.11% 1.868%

21 8.179 901 909 921 rBvV2 272962 524637 13.61% 1.404%

22 8.508 961 965 968 rBvV2 8450 8719 0.23% 0.023%
23 8.579 971 977 978 rVB5 4350 6241 0.16% 0.017%
24 8.691 995 996 1004 rVB3 4591 8067 0.21% 0.022%
25 8.896 1023 1031 1048 rBV2 443283 914943 23.73% 2.448%
26 9.231 1086 1088 1093 rVB5 4919 6304 0.16% 0.017%
27 9.360 1102 1110 1122 rBV 411201 798879 20.72% 2.137%
28 9.519 1133 1137 1141 rVVv4 4717 7411 0.19% 0.020%
29 9.560 1141 1144 1149 rVB5 4922 9429 0.24% 0.025%
30 9.619 1150 1154 1158 rVB5 5917 8343 0.22% 0.022%
31 9.678 1158 1164 1166 rBV5 7142 10248 0.27% 0.027%
32 10.089 1226 1234 1250 rBV2 377787 736859 19.11% 1.972%
33 10.283 1266 1267 1272 rBV3 4886 6238 0.16% 0.017%
34 10.430 1289 1292 1297 rVB3 4752 7844 0.20% 0.021%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample : PB96200BL

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\SOMO02.2-EPA-BG011817.M
Title = SVOA CALIBRATION
35 10.483 1297 1301 1303 rBV2 4959 6456 0.17% 0.017%

36 10.635 1320 1327 1354 rVV 446178 979563 25.40% 2.621%
37 11.005 1381 1390 1406 rVB 427097 790525 20.50% 2.115%
38 11.152 1406 1415 1432 rBV2 442875 1008542 26.15% 2.698%

39 11.793 1518 1524 1526 rBV5 5511 10795 0.28% 0.029%
40 12.233 1595 1599 1603 rVB3 4877 9041 0.23% 0.024%
41 12.410 1624 1629 1630 rBV2 5946 8922 0.23% 0.024%
42 12.621 1658 1665 1674 rBV5 8510 21828 0.57% 0.058%
43 13.015 1727 1732 1736 rVB3 4399 8500 0.22% 0.023%
44 13.385 1792 1795 1799 rVB3 5273 7875 0.20% 0.021%
45 13.920 1882 1886 1889 rBV3 4103 6746 0.17% 0.018%
46 14.084 1907 1914 1917 rBV 5697 11668 0.30% 0.031%
47 14.131 1920 1922 1927 rVB4 5328 8901 0.23% 0.024%

48 14.202 1927 1934 1952 rBV 1192233 1893495 49.10% 5.066%
49 14.507 1978 1986 1998 rBV 1170936 1880460 48.76% 5.031%
50 14.807 2023 2037 2045 rBvV 814276 1302275 33.77% 3.484%

51 14.919 2053 2056 2058 rBV2 5942 6638 0.17% 0.018%
52 15.042 2069 2077 2109 rBV3 317594 909030 23.57% 2.432%
53 15.424 2137 2142 2151 rVB9 5259 12674 0.33% 0.034%

54 15.800 2192 2206 2218 rBV 1607995 2535649 65.76% 6.784%
55 15.941 2224 2230 2242 rBV 519800 972551 25.22% 2.602%

56 16.035 2242 2246 2255 rVB6 25287 54445 1.41% 0.146%
57 16.323 2291 2295 2297 rBV 5256 7911 0.21% 0.021%
58 16.382 2303 2305 2309 rBv4 5621 6875 0.18% 0.018%
59 16.476 2318 2321 2325 rBV3 5693 9101 0.24% 0.024%
60 16.570 2335 2337 2343 rVB4 4286 7483 0.19% 0.020%
61 16.634 2343 2348 2350 rVB2 4776 6739 0.17% 0.018%
62 16.752 2361 2368 2373 rBV6 5664 10978 0.28% 0.029%
63 16.998 2403 2410 2412 rBV2 4102 7077 0.18% 0.019%
64 17.116 2424 2430 2432 rBvV4 7142 7651 0.20% 0.020%
65 17.169 2436 2439 2443 rBV3 4990 7960 0.21% 0.021%
66 17.351 2463 2470 2475 rVB4 5390 10187 0.26% 0.027%
67 17.422 2480 2482 2486 rVB2 7075 7749 0.20% 0.021%
68 17.480 2486 2492 2494 rBV6 4741 9141 0.24% 0.024%

69 17.557 2494 2505 2514 rVV2 1186208 1801771 46.72% 4.821%
70 17.657 2514 2522 2540 rVB 1891535 3040873 78.86% 8.136%

71 18.174 2607 2610 2614 rVB4 7121 7904 0.20% 0.021%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample : PB96200BL

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\SOMO02.2-EPA-BG011817.M

Title = SVOA CALIBRATION

72 18.608 2678 2684 2685 rBV3 8079 13615 0.35% 0.036%
73 18.632 2686 2688 2693 rVB4 5709 7472 0.19% 0.020%
74 18.743 2702 2707 2709 rBV3 5997 8119 0.21% 0.022%
75 19.073 2760 2763 2766 rBV3 5116 6742 0.17% 0.018%
76 19.266 2794 2796 2803 rVBS8 5957 7312 0.19% 0.020%
77 19.496 2834 2835 2840 rVB5 7097 7615 0.20% 0.020%
78 19.578 2840 2849 2854 rBV4 30810 62913 1.63% 0.168%
79 19.613 2854 2855 2858 rBV3 8530 6942 0.18% 0.019%
80 19.684 2866 2867 2870 rBV3 5893 6230 0.16% 0.017%
81 19.742 2874 2877 2881 rVB4 9070 15408 0.40% 0.041%
82 19.778 2881 2883 2884 rBV2 14605 11174 0.29% 0.030%
83 19.825 2886 2891 2896 rVB2 24812 44888 1.16% 0.120%
84 19.936 2902 2910 2921 rBV 2509399 3774181 97.87% 10.098%
85 20.230 2953 2960 2961 rVB6 7512 13223 0.34% 0.035%
86 20.453 2995 2998 3000 rBV3 10219 11942 0.31% 0.032%
87 20.835 3060 3063 3070 rVB9 15346 25728 0.67% 0.069%
88 20.894 3070 3073 3076 rBV5 11202 15149 0.39% 0.041%
89 21.846 3229 3235 3252 rVB 1232303 2332903 60.50% 6.242%
90 21.963 3252 3255 3260 rBV6 23372 36532 0.95% 0.098%
91 23.162 3457 3459 3463 rBV5 13879 17204 0.45% 0.046%

92 23.297 3477 3482 3490 rVB4 63202 117980 3.06% 0.316%
93 24.125 3616 3623 3631 rVB4 98493 222788 5.78% 0.596%
94 25.007 3761 3773 3783 rBV2 1293600 3856195 100.00% 10.318%
95 25.107 3784 3790 3799 rVB5 142057 346374 8.98% 0.927%

96 25.236 3801 3812 3825 rBV2 682123 2218865 57.54% 5.937%
97 26.276 3981 3989 4000 rVB3 132781 421012 10.92% 1.126%
98 27.680 4218 4228 4240 rVB3 138006 488771 12.67% 1.308%
99 29.366 4506 4515 4529 rVBS8 82985 347650 9.02% 0.930%
100 31.417 4855 4864 4881 rVBS8 73434 357051 9.26% 0.955%

Sum of corrected areas: 37375215
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG025603.D
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Abundance TIC: BG025603.D
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Abundance TIC: BG025603.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 6
R.T. EstConc Area Relative to ISTD R.T.
24.13 2.01 ng/ul 222788 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Heptacosane 380 C27H56 000593-49-7 64
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 64
4 Hexacosane 366 C26H54 000630-01-3 64
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 64
Abundance Scan 3624 (24.131 min): BG025603.D (-3616) (-) m/z 57.10 100.00%
57.1
5000
141.0 191 1 282.0 3820 23.80 24.00 24.20 24.40
Ol by .h Lotk oo G290 20203252 9020 4290 4912 | ns7 43.05  68.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane
57.0
5000
23.80 24.00 24.20 24.40
m/z 71.10 57.57%
oL L “h“J‘4}?}8302250267030903520
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 41.33%
0 990 1410 1830 225.0267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194499: Eicosane, 7-hexyl-
7.0 23.80 24.00 24.20 24.40
m/z 55.10 24 _.12%
5000
9.0
ol i 14101820 5550 28103550
s oh un e T 35 s Sp o s o 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 5
R.T. EstConc Area Relative to ISTD R.T.
25.11 3.12 ng/ul 346374 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 89
4 Nonadecane 268 C19H40 000629-92-5 86
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 72
Abundance Scan 3791 (25.112 min): BG025603.D (-3784) (-) m/z 57.10 100.00%
57.1
5000
V5321650 2070 2910 07 assossoursy | 2480 2900 2550 2500
Ot o e m/z 43.10 83.34Y%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000
24.80 25.00 25.20 25.40
m/z 71.10 67.74%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
24.80 25.00 25.20 25.40
5000 m/z 85.10 33.78%
99.0 225.0
0l20 141.0 183.0 268.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94354: Hexadecane, 2-methyl-
7.0 24.80 25.00 25.20 25.40
m/z 55.10 26 .79%
5000
9.0 197.0
o L] 2m00
m/z--> 0 50 100 150 200 250 300 350 400 450 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 Sulfurous acid, butyl tride... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.28 3.79 ng/ul 421012 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 80
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetracosane. 9-octvl- 451 C32H66 055401-54-2 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 3990 (26.282 min): BG025603.D (-3981) (-) m/z 57.10 100.00%

5000

26.00 26.20 26.40 26.60
m/z 43.10 70.22%

0 41.1 196.2239.3282.9324.6365.3408.9 466.1511.6

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161090: Sulfurous acid, butyl tridecy! ester

5000
26.00 26.20 26.40 26.60

m/z 71.10 51.47%

9.0

0,.... R
m/z--> 0 5 100 150 200 250 300 350 400 450 500
Abundance
43.0
26.00 26.20 26.40 26.60
5000 m/z 85.10 33.22%
85.0
. 127016902110253029503380
T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425:; Heneicosane
57.0 26.00 26.20 26.40 26.60
m/z 55.10 23.09%
5000
9.0
0154‘ JJ141018302250 2960
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 1
R.T. EstConc Area Relative to ISTD R.T.
27 .68 4.41 ng/ul 488771 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Octadecane 254 C18H38 000593-45-3 92
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 89
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 4228 (27.680 min): BG025603.D (-4218) (-) m/z 57.10 100.00%
57.1
5000
9.1 207.0
1412 282.1 27.40 27.60 27.80 28.00
o bbb dte L PBPT 3281 3828 4312 4750 | TR0 61 53%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane
57.0
5000
27.40 27.60 27.80 28.00
9.0 m/z 43.10 55.64%
0 14. O‘ L ‘ “\ H u‘ \‘ 141 0 183 0 225 0 296 0
m/z--> 6 50 100 1éo 260 2éo 360 3%0 460 4%0 '
Abundance
57.0
27.40 27.60 27.80 28.00
5000 m/z 85.10 36.12%
99.0
o 141.0 183.0 254.0
m/z--> 6 éo 160 1éo 260 2%0 360 3%0 460 4%0 '
Abundance #141425: Heneicosane
57.0 27.40 27.60 27.80 28.00
m/z 55.05 28.99%
5000
9.0
0154‘ | 141.0183.0225.0  296.0
m/z--> 6 éo 160 1éo 260 2éo 360 3%0 460 4%0 ' 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.37 3.13 ng/ul 347650 Perylene-d12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heneicosane 296 C21H44 000629-94-7 89
3 Octadecane 254 C18H38 000593-45-3 89
4 Eicosane 282 C20H42 000112-95-8 89
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 4516 (29.372 min): BG025603.D (-4506) (-) m/z 57.10 100.00%
57.1
5000

29.00 29.20 29.40 29.60

1488 2090 2669 3271 4042 4751 5304
Ot : m/z 43.10 61.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57.0
5000
29.00 29.20 29.40 29.60
90 m/z 85.10 41 .84%
Olsd ‘H“ J‘141018302250 296.0
N L o o o T AL e e o o o o e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
29.00 29.20 29.40 29.60
5000 m/z 71.10 37.41%
99.0
0l15.0 141.0183.0225.0  296.0
I L o o o e R LALALII I A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
29.00 29.20 29.40 29.60
m/z 56.10 15.11%
5000

141.0183.0 254.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 29.00 29.20 29.40 29.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG012417\
Data File : BG025603.D

Aca On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample = PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .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 6 _.beta.-D-Mannothiofuranosid... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.42 3.22 ng/ul 357051 Perylene-di12 25.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-D-Mannothiofuranoside. S-... 364 C18H3605S 1000159-17-5 64
2 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 52
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 52
4 Oxalic acid. butvl 6-ethvloct-3-... 286 C16H3004 1000309-34-2 52
5 Oxalic acid, decyl isohexyl ester 314 C18H3404 1000309-33-3 52
Abundance Scan 4865 (31.423 min): BG025603.D (-4855) (-) m/z 57.10 100.00%
51.1
5000
7.1 191.1 248.8 " 31120 31,40 31.60 31.80
1411 02.7333.1 3943 459.1 : : : :
0 .”.,.J}h‘““W":H....“.%. S LSO U85 05 46.84%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #192992: .beta.-D-Mannothiofuranoside, S-dodecy!-
85.0
5000
43.0 145.0 31.20 31.40 31.60 31.80
‘ m/z 71.10 41.21%
257.0
oh bl L] B0 0 a0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85.0
31.20 31.40 31.60 31.80
5000 m/z 43.10 40.66%
29.0
128.0
L S L U UL S UL L LS WL UL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83041: Pentadecane, 4-methyl- B L LA ma A T
71.0 31.20 31.40 31.60 31.80
m/z 41.10 25.09%
5000
183.0
29. 113.0
0 X N i ‘ | 226 0
mz-> 0 50 100 150 260 250 300 350 400 450 500 31.20 31.40 31.60 31.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012417\
Data File : BG025603.D

Acq On : 24 Jan 2017 11:56

Operator : UM/SJ

Sample - PB96200BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .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... 24.13 2.0 ng/ul 222788 6 25.24 2218870 20.0
(DEL) Alkane: Str... 25.11 3.1 ng/ul 346374 6 25.24 2218870 20.0
Sulfurous acid, b... 26.28 3.8 ng/ul 421012 6 25.24 2218870 20.0
(DEL) Alkane: Str... 27.68 4.4 ng/ul 488771 6 25.24 2218870 20.0
(DEL) Alkane: Str... 29.37 3.1 ng/ul 347650 6 25.24 2218870 20.0
-beta.-D-Mannothi... 31.42 3.2 ng/ul 357051 6 25.24 2218870 20.0
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