LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 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-BG113016.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 3.104 36 45 77 rVB 28780026 66787354 100.00% 33.877%
2 3.368 84 90 102 rVB5 40558 71121 0.11% 0.036%
3 4.637 296 306 313 rBV5 45222 116358 0.17% 0.059%
4 5.307 414 420 432 rVB2 61786 119202 0.18% 0.060%
5 5.530 450 458 467 rVB 49760 95672 0.14% 0.049%
6 7.387 764 774 785 rBV 489361 905902 1.36% 0.460%
7 7.563 795 804 813 rBV 314456 557191 0.83% 0.283%
8 7.775 832 840 842 rBV 430895 774225 1.16% 0.393%
9 7.804 842 845 853 rVB 541861 889862 1.33% 0.451%
10 8.245 912 920 931 rVB2 316417 578344 0.87% 0.293%

11 8.768 993 1009 1015 rBV 576833 1446417 2.17% 0.734%
12 8.815 1015 1017 1025 rVB3 61930 94423 0.14% 0.048%
13 8.944 1031 1039 1050 rBV 553886 1020012 1.53% 0.517%
14 9.073 1050 1061 1072 rVB 731609 1322534 1.98% 0.671%
15 9.337 1095 1106 1113 rBV3 264409 493687 0.74% 0.250%

16 9.426 1113 1121 1124 rVV 416110 850917 1.27% 0.432%
17 9.467 1124 1128 1138 rVB 816403 1457964 2.18% 0.740%
18 9.713 1160 1170 1182 rBV 1070549 1839679 2.75% 0.933%
19 10.178 1233 1249 1263 rBV4 619769 1888927 2.83% 0.958%
20 10.683 1328 1335 1353 rVB2 627510 1876871 2.81% 0.952%

21 10.947 1372 1380 1392 rVB7 39939 109480 0.16% 0.056%
22 11.077 1392 1402 1406 rBV 424543 846255 1.27% 0.429%
23 11.124 1406 1410 1417 rVvVv 370958 642502 0.96% 0.326%
24 11.206 1417 1424 1437 rVB2 238940 475145 0.71% 0.241%
25 12.322 1605 1614 1629 rBV 1062121 1900456 2.85% 0.964%

26 12.563 1648 1655 1665 rBV 670064 1181032 1.77% 0.599%
27 12.927 1709 1717 1726 rVB 1372810 2334632 3.50% 1.184%
28 13.068 1732 1741 1751 rVB3 591038 968758 1.45% 0.491%
29 13.303 1772 1781 1787 rBV 785685 1335623 2.00% 0.677%
30 13.703 1837 1849 1856 rBV 1498917 2374445 3.56% 1.204%

31 13.956 1885 1892 1900 rBV 1071689 1785218 2.67% 0.906%
32 14.255 1937 1943 1952 rBV 1196344 1817144 2.72% 0.922%
33 14.349 1952 1959 1967 rVvVv 472984 769186 1.15% 0.390%
34 14.437 1967 1974 1982 rVB 1021184 1554537 2.33% 0.789%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 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\SOMO2.2-EPA-BG113016.M
SVOA CALIBRATION

Method
Title

35 14.567 1985 1996 1998 rBV 1209986 2111350 3.16% 1.071%

36 14.596 1998 2001 2013 rVB 1755368 2534271 3.79% 1.285%
37 14.866 2036 2047 2053 rBV 827898 1288641 1.93% 0.654%
38 14.931 2053 2058 2066 rVB 186175 301750 0.45% 0.153%
39 15.066 2071 2081 2094 rBV3 1592350 3309786 4._.96% 1.679%
40 15.225 2099 2108 2111 rBV 1269184 2043521 3.06% 1.037%

41 15.260 2111 2114 2123 rVB2 829715 1219738 1.83% 0.619%
42 15.501 2144 2155 2163 rBV2 230049 427634 0.64% 0.217%
43 15.654 2174 2181 2188 rBV 1973425 2921138 4._.37% 1.482%
44 15.853 2204 2215 2220 rBV 1667785 2583300 3.87% 1.310%
45 15.906 2220 2224 2229 rVVv2 381089 609569 0.91% 0.309%

46 15.965 2229 2234 2243 rVB 698546 1071633 1.60% 0.544%
47 16.106 2247 2258 2271 rVB 2638647 4091603 6.13% 2.075%
48 16.341 2292 2298 2308 rBV2 136992 256516 0.38% 0.130%
49 16.764 2363 2370 2376 rVV5 41436 84759 0.13% 0.043%
50 16.840 2376 2383 2388 rVV3 636826 957516 1.43% 0.486%

51 16.905 2388 2394 2402 rVB2 1747767 2728305 4_.09% 1.384%
52 17.252 2440 2453 2465 rBV 1368054 2206628 3.30% 1.119%
53 17.610 2505 2514 2517 rBV 1123209 1818842 2.72% 0.923%
54 17.651 2517 2521 2525 rVV 1857606 2866780 4._.29% 1.454%
55 17.704 2525 2530 2542 rVB2 1879318 3062527 4_.59% 1.553%

56 18.533 2664 2671 2680 rVB 2544573 3259094 4._.88% 1.653%
57 19.837 2886 2893 2909 rBV2 226550 425105 0.64% 0.216%
58 19.978 2909 2917 2930 rBV2 2683640 5812650 8.70% 2.948%
59 20.184 2945 2952 2962 rBV 477533 670386 1.00% 0.340%
60 20.818 3048 3060 3070 rBV 60280 268423 0.40% 0.136%

61 20.988 3081 3089 3098 rVvB2 176279 283754 0.42% 0.144%
62 21.788 3219 3225 3231 rVB3 117637 213660 0.32% 0.108%
63 21.882 3231 3241 3253 rBV2 3155797 7545170 11.30% 3.827%
64 22.234 3295 3301 3315 rBV5 228486 504540 0.76% 0.256%
65 22.451 3329 3338 3347 rBV 3509192 6186215 9.26% 3.138%

66 22.640 3363 3370 3384 rBV5 265962 699797 1.05% 0.355%
67 23.004 3424 3432 3443 rVB 1539753 2866851 4._.29% 1.454%
68 23.397 3490 3499 3505 rBV2 160214 341459 0.51% 0.173%
69 24.020 3594 3605 3608 rBV2 32954 95046 0.14% 0.048%
70 24.214 3627 3638 3654 rVB 1705515 4716411 7.06% 2.392%

71 25.078 3772 3785 3792 rBV 1350966 4071362 6.10% 2.065%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 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\SOMO2.2-EPA-BG113016.M
SVOA CALIBRATION

Method :
Title :
72 25.148 3792 3797 3805 rvVv 853096 2323840 3.48% 1.179%
73 25.236 3805 3812 3817 rvv2 355827 928406 1.39% 0.471%
74 25.313 3817 3825 3838 rvB2 738770 2269713 3.40% 1.151%
75 26.259 3977 3986 3998 rVB2 36693 135864 0.20% 0.069%

76 26.423 4003 4014 4026 rBv4 327097 1069162 1.60% 0.542%
77 27.857 4245 4258 4274 rBV3 345554 1336341 2.00% 0.678%
78 29.308 4484 4505 4525 rVB2 1307928 6178110 9.25% 3.134%
79 29.590 4536 4553 4568 rBv4 221727 1033288 1.55% 0.524%
80 30.466 4680 4702 4724 rBV2 596207 3118189 4.67% 1.582%

81 31.676 4888 4908 4930 rVB6 177026 1016245 1.52% 0.515%

Sum of corrected areas: 197145963
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG024948.D
310

2.5e+07

2e+07

1.5e+07

1e+07

5000000

3.37 464 53553 7305080 824 GHEPOLEAP ! 1018 10, Ofeggre 153,56

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG024948.D

2.5e+07

2e+07

1.5e+07

1e+07

5000000 o1gg 2245

2119222 2.6

I8 13. 40844
o %330 @96 R 018 208299

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: BG024948.D

2.5e+07
2e+07
1.5e+07
1le+07

5000000

23.00 24.21 2 29.31
23.40  24.09 %ﬁl 262642 27.86 N\ 29.59 30.47 31.68

e L L T RS T R

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:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 unknown-01 Concentration Rank 1

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

3.10 2309.61 ng/ul 66787400 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-Methoxvdiacetamide 131 C5H9NO3 128459-09-6 40
2 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 39
3 Methanethioamide. N.N-dimethvl- 89 C3H7NS 000758-16-7 38
4 Thiazole. tetrahvdro- 89 C3H7NS 000504-78-9 38
5 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 9

Abundance Scan 44 (3.098 min): BG024948.D (-36) (-) m/z 73.20 100.00%
43 1B
5000
300 320 340
0 o ) JOL 135165 207235268 302 Sad3ra Alr o >11539 m/z 43.15 82.45%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13819: N-Methoxydiacetamide
43 8
5000 LB L N
300 320  3.40
5 m/z 89.20 81.04%
T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
300 320 340
5000 89 m/z 41.15 59.70%
L S I B W W WL B I B /\\
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2184: Methanethioamide, N,N-dimethyl- —
89 3.00 320 3.40
44 m/z 45.10 56.63%
5000 /\
15
0|'“'J'“'|"' DN I SN BRI S S SRR SN SR T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 unknown-02 Concentration Rank 19

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

3.37 2.46 ng/ul 71121 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-(methvithio)- 104 C5H12S 010359-64-5 33
2 Ethane. 1.l1-bis(methvithio)- 122 C4H10S2 007379-30-8 9
3 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 9
4 Octadecane. 1.l1-dimethoxv- 314 C20H4202 014620-55-4 9
5 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 9

Abundance Scan 90 (3.368 min): BG024948.D (-84) (-) m/z 75.10 100.00%
3
5000 a1 j\\
| R e
103 142 210 3.00 3.20 3.40 3.60 3.80
o 181210235 267 311 355382 415 459 492 /7 73 05 53 60%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4811: Butane, 2-(methylthio)-
41 75
5000 A I LA L
104 300 320 340 3.60 3.80
15 m/z 41.10 38.27%
0 LR R AR RS RE RS s a eaa
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
75
129 300 320 3.40 3.60 3.80
5000 47 m/z 47.05 37 .35%
L S L L L UL WL UL WL IR ﬂK
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4789: Propane, 1,1-dimethoxy- L B
75 3.00 320 3.40 3.60 3.80
m/z 45.10 36.20%
5000 29
0 ‘1 103
mz> 0 50 100 150 200 250 300 350 400 450 ' 300 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 unknown-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

464 4.02 ng/ul 116358  1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Silicic acid. diethvl bis(trimet... 296 C10H2804Si3 003555-45-1 40
2 3.3-Diisopropoxv-1.1.1.5.5.5-hex... 324 C12H3204Si3 018082-56-9 37
3 7.7.9.9.11.11-Hexamethvl-3.6.8.1... 384 C14H3606Si3 1000375-89-1 37

4 Pvridine. 1.2.3.6-tetrahvdro-1-m... 207 C12H14CIN 005048-08-8 35
5 5-Methyl-2-trimethylsilyloxy-ace... 222 C12H1802Si 097389-69-0 35
Abundance Scan 306 (4.637 min): BG024948.D (-296) (-) m/z 73.05 100.00%
207
5000
281 341
253 387415 495 549 4.40 4.60 4.80 5.00
(o} m/z 207.10 88.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140472: Silicic acid, diethy! bis(trimethylsilyl) ester
207
5000 440 4.60 4.80 5.00
281 - - - -
231 m/z 43.10 77.51%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
207
EE EAammEmesmos S S
440 4.60 4.80 5.00
5000 m/z 45.00 45 .78%
43 309
73 133 177 267
o) RIS M VARV MO A S8 G L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204122: 7,7,9,9,11,11-Hexamethyl-3,6,8,10,12,15-hexaoxa-7...
73 207 440 4.60 4.80 5.00
m/z 192.90 41 .99%
5000
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.31 4.12 ng/ul 119202 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 37
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 36

Abundance Scan 421 (5.313 min): BG024948.D (-414) (-) m/z 43.10 100.00%
a3
5000
101
5.00 5.20 5.40 5.60
o,...'.",-1.7.3.‘.,l..l?l.,l‘?o...z,‘?g..?‘}g. 23 32%63% M6 52 Tnsz 59.10 74.58%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR RSN SAREE RARRERRRRE

5.00 5.20 5.40 5.60
m/z 101.00 21.70%

15 ‘ 101
0 ‘ i )
AT e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
5.00 5.20 5.40 5.60
5000 m/z 58.10 13.24%
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8346: 2-Hexanol, 2-methyl-
59 5.00 5.20 5.40 5.60
m/z 49.00 10.44%
5000
101
v
- e R R M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Benzene, chloro- Concentration Rank 16

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

5.53 3.31 ng/ul 95672 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 87
2 Benzene. chloro- 112 C6H5CI 000108-90-7 86
3 Benzene. chloro- 112 C6H5CI 000108-90-7 53
4 Benzene. chloro- 112 C6H5CI 000108-90-7 47
5 Hydrazine, phenylsulfinyl- 154 C6H6N20S 017420-03-0 12

Abundance Scan 458 (5.530 min): BG024948.D (-450) (-) m/z 112.00 100.00%
112
77
5000
50
T T T T T
520 540 5.60 5.80
471
Ob bl R 199 193220 270 307 415  A7498 833 | hsz 77.00  77.99%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6348: Benzene, chloro-
112
77
5000
520 540 5.60 5.80
50 m/z 50.10 34.11%
0??..M..‘““..,....,.... e ——
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
112
520 5.40 5.60 5.80
5000 77 m/z 114.00 31.11%
50
L S L B S B B L S B SRR
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6347: Benzene, chloro-
112 520 5.40 5.60 5.80
m/z 51.10 28.24%
5000 [
5
ol 18
miz--> 0 5'0 1(')0 1&1,0 200 250 300 3&'30 4(')0 4&'30 5(')0 ! 5.'20 5.110 5.%0 5.130 '
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Benzaldehyde dimethyl acetal Concentration Rank 3

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

9.71 43.48 ng/ul 1839680 Naphthalene-d8 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 94
2 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 91
3 Benzoin methvl ether 226 C15H1402 003524-62-7 80
4 Benzaldehvde dimethvl acetal 152 C9H1202 001125-88-8 72
5 Benzeneacetic acid, .alpha.-meth... 166 C9H1003 007021-09-2 72

Abundance Scan 1169 (9.708 min): BG024948.D (-1160) (-) m/z 121.10 100.00%
121
5000 77
51 J 940 9.60 9.80 10.00
ob o fud L[] 280 104001 260 316 351 411 48T T 9705 41.78%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #26003: Benzaldehyde dimethyl acetal
121
5000 T T T T T T T T
9.40 9.60 9.80 10.00
" m/z 91.10 24.81%
27 °t J‘ | | 152
L S L L UL UL B WL B B
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
121
940 9.60 9.80 10.00
5000 7 m/z 105.10 16.05%
29
152
L S A I DL UL B UL B S
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #82851: Benzoin methyl ether R mE i
121 9.40 9.60 9.80 10.00
m/z 51.05 13.82%
5000 77
51
ol 27 | | \ 165
mz> 0 50 100 150 200 250 300 350 400 450 ' 9.40 9.60 9.80 10.00

SOM02.2-EPA-BG113016.M Thu Dec 01 15:16:56 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Parachlorophenol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.59 ng/ul 109480 Naphthalene-d8 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Parachlorophenol 128 C6H5CIO 000106-48-9 94
2 Parachlorophenol 128 C6H5CIO 000106-48-9 94
3 Parachlorophenol 128 C6H5CIO 000106-48-9 94
4 Phenol. 3-chloro- 128 C6H5CIO 000108-43-0 93
5 Parachlorophenol 128 C6H5CIO 000106-48-9 90
Abundance Scan 1380 (10.947 min): BG024948.D (-1372) (-) m/z 128.00 100.00%
148
65
5000
100
38 182 10.60 10.80 11.00 11.20
21 283313341373 465 548 : : : :
0! Aﬁ%ﬁ%ﬁwﬁﬁmﬁ m/z 65.05 67 .80%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12101: Parachlorophenol
128
5000 65
10.60 10.80 11.00 11.20
100 m/z 130.00 29.00%
0|--“‘“ U\“‘u H\ A e B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
128
10.60 10.80 11.00 11.20
5000 65 m/z 100.00 28.28%
38 100
o rr e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12100: Parachlorophenol
128 10.60 10.80 11.00 11.20
m/z 64.10 25.53%
5000 65
100
Bl
-1 e e
mz> 0 sb 160 150 200 250 300 350 400 450 500 550 10.60 10.80 11.00 11.20

SOM02.2-EPA-BG113016.M Thu Dec 01 15:16:57 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 8 unknown-04 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.56 27.91 ng/ul 1181030 Naphthalene-d8 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropvlauinoline 171 C12H13N 000135-79-5 43
2 1.2.3.4-Tetrahvdropentalene. 1.1... 171 C12H13N 1000217-18-6 43
3 2-Chloro-5-hvdroxv-2.4.6-cvclohe... 156 C7H5CIO2 007009-16-7 38
4 Quinoline. 8-propvl- 171 C12H13N 007661-53-2 38
5 Benzene, l-chloro-4-methoxy-2-me... 156 C8H9CIO 013334-71-9 32

Abundance Scan 1654 (12.557 min): BG024948.D (-1648) (-) m/z 156.10 100.00%
136
5000 115
78
52 L 12.20 12,40 12.60 12.80
Ofrrr ekl f 4207 249 348 409 5161 "m/z 115.00  46.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39076: 6-1sopropylquinoline
156
5000 R LA LR R
12.20 12.40 12.60 12.80
m/z 158.10 35.39%
51 77 128
0}§”W”w”|'w'ﬁ“"w"'"'w"”l"“l'”'l'“'l”'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
156
12.20 12.40 12.60 12.80
5000 m/z 78.10 31.93%
129
39
. 7103
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28745: 2—Ch|0ro—5—hydr0xy 2,4,6—cyc|oheptatrien—l—0ne LIS L L L B B B
156 12.20 12.40 12.60 12.80
m/z 171.10 29.46%
128
5000 64
0"'bﬁh'lb"'w"'w"'""w"'w"'w"'w"'w" N AR BN SR
mz-> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80

SOM02.2-EPA-BG113016.M Thu Dec 01 15:16:58 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.93 55.18 ng/ul 2334630 Naphthalene-d8 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
Abundance Scan 1717 (12.927 min): BG024948.D (-1709) (-) m/z 142.10 100.00%
142
5000 115
63 l 1260 12.80 13.00 13.20
Ol ptbn g e L EP3 262 328 366 413 449 488517 m/z 141.10 91.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19233: Naphthalene, 2-methyl-
142
5000 SR AR A SRR AR
115 12.60 12.80 13.00 13.20
m/z 115.10 48.16%
0 ??Wii'“w“" LRI DAL SR S LA SR LI SR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
142
1260 12.80 13.00 13.20
5000 115 m/z 139.10 12.94%
o7 63
G L B I B L W S L B RS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19239: Naphthalene, 2-methyl- R e
142 12.60 12.80 13.00 13.20
m/z 143.05 12.03%
5000
115
o 39 71
mz-> 50 100 150 200 250 300 350 400 450 500 12.60 12.80 13.00 13.20

SOM02.2-EPA-BG113016.M Thu Dec 01 15:16:59 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 11.94 ng/ul 769186 Acenaphthene-d10 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. .alpha.-methvl-3... 178 C12H180 054518-11-5 32
2 1-(3-Ethoxvphenvl)acetone 178 C11H1402 023037-47-0 25
3 Carbonodithioic acid. 0.S-bis(1l-... 178 C7H140S2 019615-06-6 9
4 Benzeneethanamine 121 C8H11N 000064-04-0 9
5 Benzeneethanamine 121 C8H11N 000064-04-0 9
Abundance Scan 1959 (14.349 min): BG024948.D (-1952) (-) m/z 43.05 100.00%
43
5000 178
77 W"”I'”'Hk"l”"ﬁ
121 14.00 14.20 14.40 14.60
ok had Ll .Ll.‘”.l. 207 246 208 347 429 488 528 | 17 178.10  36.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44058: Benzeneethanol, .alpha.-methyl-3-(1-methylethyl)-
43
5000 LN RN BRI UL
14.00 14.20 14.40 14.60
163 m/z 163.10 20.09%
‘ 91 121 ‘ ‘
0.kﬂWﬂJNNM.hW”.,.”.,.”.,.”.,”..,”..,”..,”.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
14.00 14.20 14.40 14.60
5000 178 m/z 77.05 15.43%
135
47 107
S L L L L UL WL B L AL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44339: Carbonodithioic acid, O,S-bis(1-methylethyl) ester
43 14.00 14.20 14.40 14.60
m/z 76.10 13.12%
5000
178
76
03 136
O'IW!JL}UJ'M U P S U LA UL S S
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60

SOM02.2-EPA-BG113016.M Thu Dec 01 15:16:59 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 Quinoline, 7-chloro-4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.50 6.64 ng/ul 427634 Acenaphthene-d10 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline. 7-chloro-4-methvl- 177 C10H8CIN 040941-53-5 94
2 Quinoline. 7-chloro-2-methvl- 177 C1O0H8CIN 004965-33-7 94
3 4-Carbethoxv-3-chloropvrrolidine 177 C7H12CINO2 1000255-97-9 94
4 6-Chloro-2-methvlauinoline 177 C10H8CIN 000092-46-6 94
5 1H-Pyrrole, 1-(4-chlorophenyl)- 177 C1OH8CIN 005044-38-2 87
Abundance Scan 2155 (15.501 min): BG024948.D (-2144) (-) m/z 177.00 100.00%
117
5000
115142 B A W A G A W
63 89 15.20 15.40 15.60 15.80
39
b ppbit g o gy ) 207237 282 340 41l 490 | Th777179.00  29.30%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #43238: Quinoline, 7-chloro-4-methyl-
177
5000 S AR BN SRR RS
142 15.20 15.40 15.60 15.80
115 m/z 142.10 26.26%
57 89 ‘ ‘
0 “"WMM“M'M'WF'”'|""w"'|"”|""|“"|"'w
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
177
15.20 15.40 15.60 15.80
5000 m/z 115.10 26.08%
115142
75
15 50
O L L L UL S B B S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #43420: 4-Carbethoxy-3-chloropyrrolidine
177 15.20 15.40 15.60 15.80
m/z 178.00 10.85%
5000
115142
5 76 j
0""ﬁku"i””'i'”'|"'w""w"'|”"|'”'|"”| L DAL B B B
m/z-> 0 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80

SOM02.2-EPA-BG113016.M Thu Dec 01 15:17:00 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 12 unknown-06 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.34 2.82 ng/ul 256516 Phenanthrene-d10 17.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Chloro-2.4I1H.3HTauinazolinedione 196 C8H5CIN202 001640-60-4 40
2 Naphthalene. 2.7-dichloro- 196 C10H6CI2 002198-77-8 40
3 Naphthalene. 1.5-dichloro- 196 C10H6CI2 001825-30-5 37
4 Naphthalene. 1.4-dichloro- 196 C10H6CI2 001825-31-6 32
5 2-Amino-3-chloro-5-trifluorometh... 196 C6H4CIF3N2 079456-26-1 30
Abundance Scan 2298 (16.341 min): BG024948.D (-2292) (-) m/z 196.00 100.00%
43 196
126
99
5000 ]\h_
75 5100 16190 1640 1660
153 16.00 16.20 16.40 16.60
o 221 253281 313 361 427 499 m/z 43.05 86 . 43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #58569: 6-Chloro-2,4[1H,3H]quinazolinedione
196
153
5000 AR AR AR AR
16.00 16.20 16.40 16.60
63 125 m/z 126.00 64.72%
98
Ouulu‘...luuuuluuuu L e e e MRt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
196
16.00 16.20 16.40 16.60
5000 m/z 99.00 52 .58%
63 98 126 161
S L L U S W UL WL BRI B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57806: Naphthalene, 1,5-dichloro- Wil , LW R
196 16.00 16.20 16.40 16.60
m/z 198.00 43.69%
5000
126
51 75 161
o°-—-—t——r—trrt-—-—————r
m/z--> 55 160 1éo 200 2éo 360 3éo 460 4%0 560 16.00 16.20 16.40 16.60

SOM02.2-EPA-BG113016.M Thu Dec 01 15:17:01 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 13 unknown-07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.84 10.53 ng/ul 957516 Phenanthrene-d10 17.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thienol2.3-blthiophen-2-amine. N... 211 C10H13NS2 134662-66-1 43
2 Benzenamine. 4-methoxv-N-(phenvl... 211 C14H13NO 000783-08-4 38
3 2-Acetvl-4-methoxv-6-nitrophenol 211 C9HONO5 090564-25-3 38
4 9-Methvl-1.4.5.8-tetraza-phenant... 196 C11H8N4 062088-23-7 35
5 4-Hydroxy-9-fluorenone 196 C13H802 001986-00-1 30

Abundance Scan 2383 (16.840 min): BG024948.D (-2376) (-) m/z 196.10 100.00%

196

5000 58 169
90 139 LB B i
16.60 16.80 17.00 17.20
ol 345 409 458 494 536 m/z 211.20 73.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70073: Thieno[2,3-b]thiophen-2-amine, N,N-diethyl-
196
5000 154 LA I L L L LB L LB
16.60 16.80 17.00 17. 20
2 12 m/z 58.10 48.44Y%
77, |
ol b
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
196
T T
16.60 16.80 17.00 17.20
5000 m/z 169.10 41 .98%
39 77 167
115
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70533: 2-Acetyl-4-methoxy-6-nitrophenol
196 16.60 16.80 17.00 17.20
m/z 154.10 30.53%
43
5000
164
79 122
o,.l?w.p.u.i..x,u..t..,.\.\.. e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.60 16.80 17.00 17.20

SOM02.2-EPA-BG113016.M Thu Dec 01 15:17:02 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 14 unknown-08 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.45 16.40 ng/ul 6186220 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-(3-indolvimethvl... 306 C19H18N202 304669-02-1 46

2 2-Dimethvlamino-3-methvl(phenvl)... 306 C19H18N202 134614-10-1 41

3 Phenothiaphosphine. 2.8.10-trime... 306 C15H1503PS 024059-97-0 35

4 Pvridol2.3-blauinolin-5-one. 7-c... 306 C18H11CIN20 069750-07-8 30
5 Acetamide, 2-[(4,5-dihydro-6-met... 306 C13H14N403S 1000317-32-8 30

Abundance Scan 3338 (22.451 min): BG023948.D (-3329) (-) m/z 306.10 100.00%
306

5000

22.20 22.40 22.60 22.80

0 | 343 380 418446477 ' m/z 291.10 65.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149770: Benzoic acid, 4-(3-indolylmethyleneamino)-, propy...
306
263
5000 41 LI L L L L L L L L L

142 219 22.20 22.40 22.60 22.80
m/z 263.10 45.80%
“ 65 89 116 ‘ 165191
0 ..}L.“‘.‘“.H‘l“,”‘.““l“‘ i \‘u “\ .“‘ e
m/z--> 50 100 150 2 O 50 300 350 400 450
Abundance
306
e
22.20 22.40 22.60 22.80
5000 m/z 58.10 43.63%
45
) 710459153 188 229 262
L e B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149219: Phenothiaphosphine, 2,8,10-trimethyl-, 5,5,10-tri... e aEamas mo
306 22.20 22.40 22.60 22.80
m/z 264.10 40.04%
5000
91 121 169 i 258
m/z--> 50 100 15 5 300 350 400 450 22.20 22.40 22.60 22.80

SOM02.2-EPA-BG113016.M Thu Dec 01 15:17:03 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.24 8.18 ng/ul 928406 Perylene-di12 25.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Tricosane 324 C23H48 000638-67-5 93
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3813 (25.242 min): BG024948.D (-3805) (-) m/z 57.10 100.00%
57
5000 85 J\
127155183 25.00 25.20 25.40 25.60
Obrrd I 17205185211 204204320 358 415 489 848 | o7 77,10 56.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57
5000 LR UL BRI I B
85 25.00 25.20 25.40 25.60
29 m/z 43.10 54 .62%
o 1) ‘h "H13141169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
500 25120 25,40 2560
5000 85 m/z 85.10 46.00%
324
113141169197 239267295
O rm e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129499: Nonadecane, 9-methyl- R AREmEE TSRS
25.00 25.20 25.40 25.60
m/z 55.10 27 .49%
5000
140, o
o 197 239267
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

26.42 9.42 ng/ul 1069160 Perylene-d12 25.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 4013 (26.417 min): BG024948.D (-4003) (-) m/z 57.10 100.00%

5000

)

26 20 26. 40 26. 60 26. 80

13141

191 225
ol 264 313341 388 443 m/z 43.05 56 . 85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 |||||||||||||||||||
85 26 20 26. 40 26. 60 26. 80
m/z 71.10 56.33%
29
o ||| 113141169197205253281 323351380
T A T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
26.20 26.40 26. 60 26.80
5000 85 m/z 85.05 41 .59%
113 155
183 295
o A S R R a e m S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane e e e e

26 20 26. 40 26. 60 26. 80
m/z 55.05 23.77%

5000 a5
| 113141169197 225253281 309337365394

m/z--> 50 100 150 200 250 300 350 400 450 500 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

27 .86 11.78 ng/ul 1336340 Perylene-d12 25.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hexacosane 366 C26H54 000630-01-3 81
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Hentriacontane 437 C31H64 000630-04-6 68
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64

Abundance Scan 4259 (27.863 min): BG024948.D (-4245) (-) m/z 57.10 100.00%

5000

A

99 LB e

27. 60 27. 80 28 00 28. 20
155 207
o 239 282 323 383 421454 512543 m/z 71.10 61.54%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194492: Hexacosane
57

5000 L B e e
27. 60 27. 80 2800 28. 20

99 266 m/z 43.05 57.35

L L 8 72s 2er som |
BEERE r B R e e e E REARERAREEEE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

27.60 27. 80 28.00 28.20

o

5000 m/z 85.10 38.28%
99
0.2 141 183 225 267 309 366
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane LI e Yo
517 27. 60 27. 80 2800 28. 20

m/z 55.05 22 .09%

5000
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
St S SR Rl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.60 27.80 28.00 28.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

29.59 9.11 ng/ul 1033290 Perylene-d12 25.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 87
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 81
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 4553 (29.590 min): BG024948.D (-4536) (-) m/z 57.05 100.00%

5000

29.20 29.40 29.60 29.80 30.00
m/z 43.10 56.69%

o 13141169197205253281309 342371 414 456 504 549
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #235973: Hexatriacontane
57
5000
85 29.20 29.40 29.60 29.80 30.00
29 m/z 71.05 52_.59%
ol | L‘ ﬂ }41;69197225253281309337 379 421449477506
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
29.20 29.40 29.60 29.80 30.00
5000 a5 m/z 85.15 36.53%
113 182
o 141 211239267 309337364392
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
29.20 29.40 29.60 29.80 30.00
m/z 55.05 19.44%
5000

| 13141169197225253281309338
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 29.20 29.40 29.60 29.80 30.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG113016\
Data File : BG024948.D

Aca On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
31.68 8.95 ng/ul 1016250 Perylene-d12 25.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 80
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 80
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
4 Tetratetracontane 619 C44H90 007098-22-8 62
5 Tetratetracontane 619 C44H90 007098-22-8 62
Abundance Scan 4909 (31.682 min): BG024948.D (-4888) (-) m/z 57.05 100.00%

57
85
5000

13
141 183 22151 283 303356 401 31.40 31.60 31.80 32.00
bt b b L (221 SRS 323990 A0 499 5065 "m/z 71.05  72.50%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
57
85

5000 L e R R
31 40 31 60 31 80 32. 00

m/z 43.05 66.19%

Oty T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
31.40 31.60 31.80 32.00
5000 m/z 85.10 52.20%
85
29
113139]_69 221
O T T T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
5[7 31.40 31.60 31.80 32.00
m/z 55.05 27 .97%
5000 85
13
0 fddlﬂl}§9197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 31.40 31.60 31.80 32.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG113016\
Data File : BG024948.D

Acq On : 30 Nov 2016 16:22

Operator : UM/SJ

Sample : H5716-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.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]
unknown-01 3.10 2309.6 ng/ul 66787400 1 8.25 578344 20.0
unknown-02 3.37 2.5 ng/ul 71121 1 8.25 578344 20.0
unknown-03 4.64 4.0 ng/ul 116358 1 8.25 578344 20.0
2-Pentanone, 4-hy... 5.31 4.1 ng/ul 119202 1 8.25 578344 20.0
Benzene, chloro- 5.53 3.3 ng/ul 95672 1 8.25 578344 20.0
Benzaldehyde dime... 9.71 43.5 ng/ul 1839680 2 11.07 846255 20.0
Parachlorophenol 10.95 2.6 ng/ul 109480 2 11.07 846255 20.0
unknown-04 12.56 27.9 ng/ul 1181030 2 11.07 846255 20.0
Naphthalene, 1-me... 12.93 55.2 ng/ul 2334630 2 11.07 846255 20.0
unknown-05 14.35 11.9 ng/ul 769186 3 14.87 1288640 20.0
Quinoline, 7-chlo... 15.50 6.6 ng/ul 427634 3 14.87 1288640 20.0
unknown-06 16.34 2.8 ng/ul 256516 4 17.61 1818840 20.0
unknown-07 16.84 10.5 ng/ul 957516 4 17.61 1818840 20.0
unknown-08 22.45 16.4 ng/ul 6186220 5 21.90 7545170 20.0
(DEL) Alkane: Str... 25.24 8.2 ng/ul 928406 6 25.31 2269710 20.0
(DEL) Alkane: Str... 26.42 9.4 ng/ul 1069160 6 25.31 2269710 20.0
(DEL) Alkane: Str... 27.86 11.8 ng/ul 1336340 6 25.31 2269710 20.0
(DEL) Alkane: Str... 29.59 9.1 ng/ul 1033290 6 25.31 2269710 20.0
(DEL) Alkane: Str... 31.68 8.9 ng/ul 1016250 6 25.31 2269710 20.0
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