LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample = H5080-15

Misc :

ALS Vial : 12 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\SOMO2.2-EPA-BG0100716 .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 2.997 22 27 64 rVvB 9768876 27528919 100.00% 26.958%
2 3.291 71 77 114 rVB 7184387 16699527 60.66% 16.353%
3 3.555 117 122 134 rVB 269802 457373 1.66% 0.448%
4 3.649 134 138 141 rVB5 32601 41340 0.15% 0.040%
5 4.413 262 268 283 rVB 557512 940502 3.42% 0.921%
6 4.895 348 350 357 rVBS8 12815 28236 0.10% 0.028%
7 5.241 406 409 417 rVB10 14005 33288 0.12% 0.033%
8 5.359 420 429 436 rBvV3 45327 84638 0.31% 0.083%
9 5.635 473 476 483 rVB8 13904 31629 0.11% 0.031%
10 7.221 740 746 756 rBV5 38678 94822 0.34% 0.093%

11 7.415 770 779 794 rVB 668663 1312778 4.77% 1.286%
12 7.603 803 811 823 rBV 483812 830587 3.02% 0.813%
13 7.809 837 846 858 rBv2 599191 1131294 4_.11% 1.108%
14 8.291 920 928 942 rVB 467717 872229 3.17% 0.854%
15 8.978 1037 1045 1054 rBvV 836469 1491321 5.42% 1.460%

16 9.313 1096 1102 1110 rVB1O 15883 31691 0.12% 0.031%
17 9.466 1115 1128 1135 rBV 664524 1246668 4_.53% 1.221%
18 9.530 1135 1139 1154 rVvB2 122579 217604 0.79% 0.213%
19 10.188 1242 1251 1260 rVB2 586772 1041833 3.78% 1.020%
20 10.359 1277 1280 1291 rVB9 14044 35409 0.13% 0.035%

21 10.723 1329 1342 1351 rBV 867091 1564588 5.68% 1.532%
22 11.117 1402 1409 1417 rBV 632470 1185595 4_.31% 1.161%
23 11.246 1424 1431 1443 rBV2 519326 986755 3.58% 0.966%

24 11.851 1529 1534 1538 rBV7 19730 29335 0.11% 0.029%
25 12.680 1669 1675 1682 rVB7 20670 37429 0.14% 0.037%
26 13.496 1810 1814 1820 rVB9 19284 35820 0.13% 0.035%
27 13.555 1820 1824 1832 rBV9 15394 43194 0.16% 0.042%
28 13.772 1857 1861 1870 rVB6 28554 57991 0.21% 0.057%

29 14.301 1936 1951 1955 rBV 1769074 2772224 10.07% 2.715%
30 14.348 1955 1959 1966 rVB 1666972 2447194 8.89% 2.396%

31 14.601 1995 2002 2015 rVB 1733729 2849194 10.35% 2.790%
32 14.765 2021 2030 2036 rBV5 31902 60305 0.22% 0.059%
33 14.906 2046 2054 2061 rVB2 1141068 1846382 6.71% 1.808%
34 15.065 2073 2081 2092 rBV 1005567 1599073 5.81% 1.566%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample = H5080-15

Misc :

ALS Vial : 12 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\SOMO2.2-EPA-BG0100716.-M
Title = SVOA CALIBRATION

35 15.265 2111 2115 2120 rVB6 19554 32168 0.12% 0.032%
36 15.376 2129 2134 2140 rVB9 19534 37391 0.14% 0.037%
37 15.441 2140 2145 2153 rBV9 17535 41197 0.15% 0.040%
38 15.670 2178 2184 2187 rBV5 30857 52205 0.19% 0.051%

39 15.711 2187 2191 2196 rVB2 108098 139932 0.51% 0.137%
40 15.894 2213 2222 2229 rBV 2399990 3888372 14.12% 3.808%

41 15.993 2229 2239 2250 rBVY 977434 1475573 5.36% 1.445%
42 16.123 2250 2261 2272 rVBS8 55499 175303 0.64% 0.172%

43 16.328 2293 2296 2303 rVB6 30706 54492 0.20% 0.053%
44 16.393 2303 2307 2310 rBV6 19031 29236 0.11% 0.029%
45 16.569 2327 2337 2347 rBV2 120252 249436 0.91% 0.244%
46 16.745 2362 2367 2374 rVB2 13591 32109 0.12% 0.031%
47 16.910 2388 2395 2400 rBV10 20679 50840 0.18% 0.050%
48 17.074 2420 2423 2431 rVB10 17436 27946 0.10% 0.027%
49 17.362 2467 2472 2478 rBVY 186494 267371 0.97% 0.262%
50 17.415 2478 2481 2487 rVB7 27084 45551 0.17% 0.045%

51 17.644 2510 2520 2528 rBV2 1566503 2489775 9.04% 2.438%
52 17.744 2530 2537 2548 rVB 2786328 4438755 16.12% 4._.347%
53 17.985 2573 2578 2586 rBV5 65815 135644 0.49% 0.133%
54 18.097 2593 2597 2603 rBV6 36438 53594 0.19% 0.052%
55 18.379 2639 2645 2648 rBV7 18498 30328 0.11% 0.030%

56 18.490 2659 2664 2676 rBV 537903 843539 3.06% 0.826%
57 18.784 2709 2714 2716 rBV6 25694 37441 0.14% 0.037%
58 19.654 2850 2862 2866 rBV6 64664 185555 0.67% 0.182%
59 19.748 2871 2878 2887 rBV2 382489 544185 1.98% 0.533%

60 19.901 2900 2904 2910 rVB3 41496 62255 0.23% 0.061%
61 20.012 2915 2923 2932 rBV 3487789 5361332 19.48% 5.250%
62 20.617 3025 3026 3030 rBv4 26012 31686 0.12% 0.031%
63 20.753 3047 3049 3055 rBV7 31130 69100 0.25% 0.068%

64 21.534 3176 3182 3190 rBV4 209921 337778 1.23% 0.331%
65 21.945 3245 3252 3259 rBV 1626034 2884649 10.48% 2.825%

66 24.360 3659 3663 3671 rVB10 50557 131730 0.48% 0.129%

67 25.153 3785 3798 3819 rvB2 1722180 5119848 18.60% 5.014%

68 25.394 3828 3839 3855 rVB 933308 2971026 10.79% 2.909%

69 26.604 4043 4045 4056 rVB 54480 124028 0.45% 0.121%
Sum of corrected areas: 102118137
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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:\HPCHEMI\BNA G\DATA\BG101116\
BG024275.D

11 Oct 2016 21:31

UM/SJ

H5080-15

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

0!

Abundance TIC: BG024275.D
1.5e+07
1e+07)|3:00
3.29
5000000
356 4.41 7.4260.81 8.29 898 94
0 5 A 4.8953865.63 7220 A A A793Q; 11.85 126
L s B e L B e , A i
Time-> 3.00 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG024275.D
1.5e+07
le+07
5000000

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: BG024275.D
1.5e+07
1e+07
5000000
25.15
25 39
24.36 26.60
05— R R

I I 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\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716.M
Quant Title : SVOA CALIBRATION

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: Cyclic3.00 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.00 631.23 ng/ul 27528900 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 78
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
4 Cvclohexane 84 C6H12 000110-82-7 64
5 Cyclohexane 84 C6H12 000110-82-7 64

Abundance Scan 28 (3.003 min): BG024275.D (-22) (-) m/z 56.10 100.00%
96
5000
84 2.90 3.00 3.10 3.20 3.30 3.40
Ol fl 4L 120147 193221250281 327355 401 438 490 531 | "m/z 41.10 66.95%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1494: Cyclopentane, methyl-
56
5000
2.90 3.00 3.10 3.20 3.30 3.40
m/z 69.10 56.19%
“ 84
0,.Wﬂpﬂuﬂ,..”,............ e —
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
84
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 55.10 44 _87%
27
L S S L B B B B L B WA
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1487: 1-Pentene, 2-methyl-
56 2.90 3.00 3.10 3.20 3.30 3.40
m/z 39.10 34 .69%
5000
27 | 84
0 .‘... B
miz-> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 4

R.T. EstConc Area Relative to ISTD R.T.

3.56 10.49 ng/ul 457373 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 64
2 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 53
3 Heptane 100 C7H16 000142-82-5 50
4 Oxirane. pentvl- 114 C7H140 005063-65-0 50
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 40

Abundance Scan 123 (3.561 min): BG024275.D (-117) (-) m/z 43.10 100.00%
43
5000 71 4%
100 3.20 3.40 3.60 3.80
Ol prrrbhdn | 249 208236 276 331367 419447476505532  m/z 41.05  63.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3972: Heptane
43
5000 71
3.20 3.40 3.60 3.80
m/z 57.10 49_75%
100
0 &?'I'”'I”"P""'” NI S B LN SR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
3.20 3.40 3.60 3.80
5000 m/z 71.10 44 .66%
29
0 87115 161
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3970: Heptane
43 3.20 3.40 3.60 3.80
m/z 56.05 26 .00%
5000 71
15 100
0 Ph'lh'”l'”'l”""""” DR SRR SRR SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 1,3,5-Cycloheptatriene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.41 21.57 ng/ul 940502 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Cvcloheptatriene 92 C7H8 000544-25-2 91
2 Toluene 92 C7HS8 000108-88-3 90
3 1.3.5-Cvcloheptatriene 92 C7H8 000544-25-2 90
4 Toluene 92 C7H8 000108-88-3 90
5 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26CI2Mo2 035625-66-2 83

Abundance Scan 268 (4.413 min): BG024275.D (-262) (-) m/z 91.05 100.00%
<l
5000
3 400 420 440 460 4.80
ol hid 140 178208236267 313 355 414 468 504535 | n7. 95,10  52.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2470: 1,3,5-Cycloheptatriene
91
5000 R VAN UL LA
4.00 420 4.40 4.60 4.80
39 m/z 39.10 14 .92%
0 I”h&ww'l"”l'”' L SN SIS SN SN B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
91
400 420 440 450 480
5000 m/z 65.10 13.84%
39
o e L B I B B WA R BN AR RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2469: 1,3,5-Cycloheptatriene R e B

9 400 420 4.40 4.60 4.80
m/z 51.05 9.17%

2 { ﬂ W\WJ\’\NV\MW

2t e e A e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 400 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 _beta.-D-Ribopyranoside, me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

7.22 2.17 ng/ul 94822 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 Hexanoic acid 116 C6H1202 000142-62-1 53
5 D-Fucose 164 C6H1205 003615-37-0 53

Abundance Scan 746 (7.221 min): BG024275.D (-740) (-) m/z 60.10 100.00%
5000
272 307356 422 477 528 6.80 7.00 7.20 7.40 7.60
0 m/z 73.00 66 .69%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33912: .beta.-D-Ribopyranoside, methyl
60
5000
6.80 7.00 7.20 7.40 7.60
m/z 41.10 51.11%
Gil
0 ..JWN‘J§?}}§}ﬁF....,.... NI S S S SN S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
6.80 7.00 7.20 7.40 7.60
5000 m/z 43.20 38.43%
129
29
87 172
L S L B WL S WL S S W B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8070: Hexanoic acid
60 6.80 7.00 7.20 7.40 7.60
m/z 45.00 25.50%
5000
“ 87
O T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 Hexanoic acid, 2-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

9.53 4.99 ng/ul 217604 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 53
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 45
3 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 45
4 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 45
5 1-Methyl-1-silacyclopentan-1-ol 116 C5H120Si 1000216-84-4 40

Abundance Scan 1139 (9.530 min): BG024275.D (-1135) (-) m/z 73.00 100.00%
7B
5000
41
| 1?1|133 193223253 304 338 401 463 497 9:20 940 _9.60 9.80
o} i e e B L e e et m/z 88.10 59.14%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20866: Hexanoic acid, 2-ethyl-
73
41
5000
o1 9.20 9.40 9.60 9.80
m/z 57.05 36.34%
Y iM%“'Iw'}%?”"I""""I"'W""I”"I""I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
88
9.20 9.40 9.60 9.80
5000 5 m/z 41.10 33.85%
29 116
0 144
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20862: Hexanoic acid, 2-ethyl-
7B 9.20 9.40 9.60 9.80
m/z 55.10 31.27%
5000 a1
ﬁ 01
ol b
mz-> 0 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.00 ng/ul 249436 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 80
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
3 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 2337 (16.569 min): BG024275.D (-2327) (-) m/z 57.05 100.00%
5000
13 16.20 16.40 16.60 16.80
o 141 179208 241 281 315343 401 439468 549 m/z 43.05 74 64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38327: Undecane, 3-methyl-
57
5000 85 USRS
16.20 16.40 16.60 16.80
29 m/z 71.05 47 _.72%
0,....,.1..3}?.. e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 41.10 43.26%
113141
0 170
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- e N AR
57 16.20 16.40 16.60 16.80
m/z 85.10 41_.14%
5000 85
28
183
o 13 195 310
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 16,20 1640 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.36 2.15 ng/ul 267371 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 58
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 53
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53

Abundance Scan 2472 (17.362 min): BG024275.D (-2467) (-) m/z 57.10 100.00%
g7
5000 85
111 17.00 17.20 17.40 17.60
154
Ok ”ﬁ, KBl 222246 282 327 899427 462491 | n,57 4310  68.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #38335: Undecane, 3-methyl-
57
5000 LA SRR BRI L
85 17.00 17.20 17.40 17.60
29 m/z 85.10 38.37%
ob i1 | 112141170
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
17.00 17.20 17.40 17.60
5000 85 m/z 71.05 35.73%
29
0 112141 4193
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7640: Hexane, 2,4-dimethyl-
43 17.00 17.20 17.40 17.60
m/z 41.05 32.19%
5000
85
0 ” 114
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.49 6.78 ng/ul 843539 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2664 (18.490 min): BG024275.D (-2659) (-) m/z 73.10 100.00%
5000
129
157185213
1 256 18.20 18.40 18.60 18.80
of wchly I.l.., 205 31 395 439 56 'm/z 43.05 90.14%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
48
5000 256
129 18.20 18.40 18.60 18.80
213 m/z 60.10 85.06%
Wb
OIIIIH\ H‘ ‘“‘H‘“‘:“lu‘u‘u||‘|||||||||||||||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60

18.20 18.40 18.60 18.80
5000 129 m/z 55.05 74 .80%

157185213 256

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 57.10 73.24%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80

SOMO2 .2-EPA-BG0100716.-M Wed Oct 12 15:10:49 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 10 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.75 4_.37 ng/ul 544185 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2878 (19.748 min): BG024275.D (-2871) (-) m/z 43.05 100.00%
284 NN SN SUURRE
19.40 19.60 19.80 20.00
ol 341370 416 445 475 511 m/z 55.10 92 .31%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 U SRR SRR
185 241 19.40 19.60 19.80 20.00
m/z 57.10 89.60%
\\ \\ | ‘\HQH 157 ‘ 213
fo) ‘;“,““.“.‘.‘“.“‘,‘“‘:“‘.“‘l :‘I" I ‘I .‘.“. |- .‘. e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.40 19.60 19.80 20.00
5000 129 m/z 73.05 88.16%
185 241 284
. 9 157 | 213
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 560
Abundance #131258: Octadecanoic acid L o e B
4 19.40 19.60 19.80 20.00
m/z 60.00 87.41%
5000 j\‘
0 15\ [ .
miz--> 0 50 19.'40 19.|60 19.I80 20.'00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101116\
Data File : BG024275.D

Aca On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample : H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.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 11 Bromoacetic acid, hexadecyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.53 2.34 ng/ul 337778 Chrysene-di12 21.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
5 3-Hexadecene, (2)- 224 C16H32 034303-81-6 87
Abundance Scan 3181 (21.528 min): BG024275.D (-3176) (-) m/z 57.10 100.00%
g7
5000 o1
207 A A i %
25 265 21.20 21.40 21.60 21.80
163 331
oA A AL P'l Nea il ,~|:-~. — .2.9,6. P 309001430463 506536 | /7 55.05  97.76%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #191698: Bromoacetic acid, hexadecyl ester
43
83
5000 IR BRI SRR IR
2120 21.40 21.60 21.80
‘ m/z 43.05 84.53%
141
0 ..LW ,.L. %H m.%§8196224 N
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o7 21.20 21.40 21.60 21.80
5000 m/z 83.05 71.21%
29 125
0 154 196224 269 320
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e EEREREE R
57 21.20 21.40 21.60 21.80
97 m/z 69.10 58.87%
5000
25
29 169
. ¥ 210 255 406
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG101116\
Data File : BG024275.D

Acq On : 11 Oct 2016 21:31

Operator : UM/SJ

Sample - H5080-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG0100716 .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: Cyc... 3.00 631.2 ng/ul 27528900 1 8.29 872229 20.0
(DEL) Alkane: Str... 3.56 10.5 ng/ul 457373 1 8.29 872229 20.0
1,3,5-Cycloheptat. ... 4.41 21.6 ng/ul 940502 1 8.29 872229 20.0
-beta.-D-Ribopyra. .. 7.22 2.2 ng/ul 94822 1 8.29 872229 20.0
Hexanoic acid, 2-... 9.53 5.0 ng/ul 217604 1 8.29 872229 20.0
(DEL) Alkane: Str... 16.57 2.0 ng/ul 249436 4 17.64 2489780 20.0
(DEL) Alkane: Str... 17.36 2.1 ng/ul 267371 4 17.64 2489780 20.0
n-Hexadecanoic acid 18.49 6.8 ng/ul 843539 4 17.64 2489780 20.0
Octadecanoic acid 19.75 4.4 ng/ul 544185 4 17.64 2489780 20.0
Bromoacetic acid,... 21.53 2.3 ng/ul 337778 5 21.95 2884650 20.0
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