LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

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\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 3.272 70 74 82 rvB2 41450 62708 0.85% 0.054%
2 3.354 83 88 99 rvB7 25497 60733 0.82% 0.052%
3 4.130 214 220 227 rVB4 38330 66021 0.89% 0.057%
4 4_.359 253 259 271 rVB 42211 77198 1.04% 0.066%
5 5.634 464 476 484 rBV3 23152 67048 0.90% 0.058%
6 5.840 504 511 526 rBV3 25344 76312 1.03% 0.066%
7 7.385 765 774 793 rVB 520161 1092604 14.74% 0.939%
8 7.549 793 802 813 rBV 342695 590537 7.97% 0.508%
9 7.767 830 839 850 rBV 435338 827207 11.16% 0.711%
10 8.237 910 919 930 rBV 395678 728267 9.82% 0.626%
11 8.942 1030 1039 1051 rBV 543099 1049179 14.15% 0.902%
12 9.071 1051 1061 1067 rvv3 39875 83823 1.13% 0.072%
13 9.412 1112 1119 1130 rBV 488730 945175 12.75% 0.813%
14 9.541 1135 1141 1147 rVB7 23215 54054 0.73% 0.046%

15 10.141 1233 1243 1252 rBV2 456425 849352 11.46% 0.730%

16 10.681 1326 1335 1349 rVB 618371 1190121 16.06% 1.023%
17 11.063 1391 1400 1406 rBV 550964 1031018 13.91% 0.887%

18 11.116 1406 1409 1415 rVvv4 52212 85268 1.15% 0.073%
19 11.198 1415 1423 1441 rVvV2 192349 448279 6.05% 0.385%
20 12.702 1672 1679 1683 rBV2 50201 99689 1.34% 0.086%

21 12.749 1683 1687 1695 rVB 79024 121775 1.64% 0.105%
22 12.914 1709 1715 1721 rBV2 52987 86853 1.17% 0.075%
23 13.689 1842 1847 1855 rVB2 131972 225427 3.04% 0.194%
24 14.248 1935 1942 1947 rBV 1108956 1656609 22.35% 1.424%
25 14.294 1948 1950 1955 rVB 76656 91547 1.23% 0.079%

26 14.483 1974 1982 1987 rVB2 133447 186742 2.52% 0.161%
27 14.559 1987 1995 2003 rBV 1106416 1866585 25.18% 1.605%
28 14.700 2012 2019 2024 rBvV4 49024 67561 0.91% 0.058%
29 14.859 2034 2046 2053 rVB2 871691 1567874 21.15% 1.348%
30 15.058 2070 2080 2090 rBV 452029 885519 11.95% 0.761%

31 15.223 2099 2108 2120 rVB9 67791 188245 2.54% 0.162%
32 15.646 2166 2180 2185 rVV3 93241 221154 2.98% 0.190%
33 15.846 2202 2214 2227 rBV 1594709 2662407 35.92% 2.289%
34 15.969 2228 2235 2243 rVV 458790 738728 9.97% 0.635%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

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:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

35 16.075 2243 2253 2254 rVV7 33815 84531 1.14% 0.073%
36 16.110 2254 2259 2268 rVB 186467 293449 3.96% 0.252%
37 16.357 2294 2301 2312 rBV 28298 86803 1.17% 0.075%
38 16.504 2321 2326 2334 rBV3 156225 271564 3.66% 0.234%
39 16.656 2345 2352 2356 rBV6 30978 59260 0.80% 0.051%
40 16.709 2356 2361 2366 rVB5 48358 89427 1.21% 0.077%
41 16.768 2366 2371 2376 rBV5 47973 68586 0.93% 0.059%

42 16.886 2383 2391 2398 rBV5 48445 139188 1.88% 0.120%
43 16.950 2398 2402 2411 rBV 508091 762989 10.29% 0.656%
44 17.074 2419 2423 2428 rBY 145380 186747 2.52% 0.161%
45 17.220 2442 2448 2451 rBVY 571820 811228 10.94% 0.698%

46 17.262 2451 2455 2464 rVvV 2310040 3410388 46.01% 2.932%

47 17.326 2464 2466 2474 rVB6 60869 98606 1.33% 0.085%
48 17.414 2478 2481 2486 rBVY 37105 57529 0.78% 0.049%
49 17.473 2486 2491 2494 rVB6 49996 80788 1.09% 0.069%
50 17.514 2494 2498 2499 rBV 67802 82799 1.12% 0.071%

51 17.555 2499 2505 2509 rVV 1790655 2546556 34.35% 2.190%
52 17.602 2509 2513 2517 rVV 978690 1519160 20.49% 1.306%
53 17.644 2517 2520 2524 rVV 236001 358798 4._.84% 0.309%
54 17.696 2524 2529 2538 rVB2 1535551 2626730 35.44% 2.259%
55 17.785 2539 2544 2548 rVBS8 32249 62328 0.84% 0.054%

56 17.843 2548 2554 2562 rBVS8 44717 146937 1.98% 0.126%
57 17.937 2563 2570 2579 rBV3 188593 432604 5.84% 0.372%
58 18.055 2579 2590 2602 rVB2 236155 631818 8.52% 0.543%
59 18.178 2602 2611 2615 rBV3 108270 256282 3.46% 0.220%
60 18.213 2615 2617 2623 rVB7 73839 93366 1.26% 0.080%

61 18.331 2630 2637 2644 rBV3 209773 507963 6.85% 0.437%
62 18.460 2650 2659 2666 rBV 4353305 7412764 100.00% 6.374%
63 18.519 2666 2669 2675 rVB2 436681 664125 8.96% 0.571%
64 18.648 2686 2691 2697 rBV2 226802 441947 5.96% 0.380%
65 18.719 2697 2703 2707 rVVv2 213680 404846 5.46% 0.348%

66 18.772 2707 2712 2718 rBV 392670 506653 6.83% 0.436%
67 18.854 2722 2726 2730 rBv4 103290 174587 2.36% 0.150%
68 18.901 2730 2734 2740 rBV2 486722 687696 9.28% 0.591%
69 19.101 2765 2768 2775 rBV9 128044 238452 3.22% 0.205%
70 19.212 2776 2787 2792 rVV 4963441 7333227 98.93% 6.305%

71 19.277 2792 2798 2806 rVB 4750750 6582317 88.80% 5.660%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

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

Z:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG113016.M
SVOA CALIBRATION

Method :
Title :
72 19.371 2806 2814 2818 rBvV2 807492 1643420 22.17% 1.413%
73 19.430 2819 2824 2827 rBV2 630354 902015 12.17% 0.776%
74 19.465 2828 2830 2833 rVB 209906 197316 2.66% 0.170%
75 19.512 2833 2838 2842 rBv4 340768 660768 8.91% 0.568%

76 19.553 2842 2845 2848 rBV2 302655 372017 5.02% 0.320%
77 19.618 2848 2856 2865 rBV5 1850085 4439775 59.89% 3.818%
78 19.718 2867 2873 2880 rBV3 3268423 4687492 63.24% 4_.031%
79 19.864 2895 2898 2901 rBV5 245405 363712 4.91% 0.313%
80 19.911 2901 2906 2911 rVB2 856337 1561712 21.07% 1.343%

81 19.976 2911 2917 2927 rBV2 2173908 4954606 66.84% 4._.260%
82 20.064 2927 2932 2937 rBV 872064 1397753 18.86% 1.202%
83 20.111 2938 2940 2942 rBV2 166294 155131 2.09% 0.133%
84 20.152 2943 2947 2955 rVB2 553043 1089136 14.69% 0.936%
85 20.223 2955 2959 2967 rBV5 543551 1345009 18.14% 1.156%

86 20.299 2969 2972 2974 rBvV4 270871 374630 5.05% 0.322%
87 20.393 2985 2988 2990 rBv4 233210 268927 3.63% 0.231%
88 20.446 2993 2997 3001 rBV2 847627 1273496 17.18% 1.095%
89 20.493 3001 3005 3011 rVB 3662035 4914498 66.30% 4.226%
90 20.552 3011 3015 3021 rBV 805126 1209005 16.31% 1.040%

91 20.681 3034 3037 3041 rVB3 429965 457189 6.17% 0.393%
92 20.740 3044 3047 3051 rBV3 482269 652005 8.80% 0.561%
93 20.793 3052 3056 3060 rBV2 530934 845290 11.40% 0.727%
94 20.940 3074 3081 3086 rBv4 1258537 2303738 31.08% 1.981%
95 21.468 3167 3171 3181 rVB2 1547956 2801407 37.79% 2.409%

96 21.909 3241 3246 3261 rVB3 1231561 3713757 50.10% 3.193%
97 22.032 3264 3267 3277 rVB3 955481 1784087 24.07% 1.534%
98 22.649 3365 3372 3382 rVB2 1285307 4332425 58.45% 3.725%
99 23.413 3496 3502 3505 rBV2 1295200 2837624 38.28% 2.440%
100 25.070 3777 3784 3791 rBV 1671916 4497835 60.68% 3.867%

Sum of corrected areas: 116300432
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG121316\

BG025156.D

13 Dec 2016 22:09

UM/SsJ

H5990-10

12 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG113016.M
= SVOA CALIBRATION

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

3235

TIC: BG025156.D

8.94 941

llo.07 /\9 54\

7.3858.77 8.24

4.13.36 5.63.84

10.14 10681106

1,30 12;

(s
Time-->

3.00 350 400 450 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
7000000
6000000
5000000
4000000
3000000
2000000

1000000
12.91
0

TIC: BG025156.D

15.85

14.234.5?4 86
597

15.06
1369 142088 7) [15.22 15.69 45076 SeeteaL

A
T T T

20.49

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

Ol

TIC: BG025156.D
2507

23.41

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\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 1,3,5-Cycloheptatriene Concentration Rank 44

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

4_36 2.12 ng/ul 77198 1,4-Dichlorobenzene-d4 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Cvcloheptatriene 92 C7H8 000544-25-2 72
2 Toluene 92 C7HS8 000108-88-3 72
3 Toluene 92 C7H8 000108-88-3 64
4 Toluene 92 C7H8 000108-88-3 64
5 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 64

Abundance Scan 259 (4.359 min): BG025156.D (-253) (-) m/z 91.10 100.00%
911
5000
40.0 4.00 4.20 4.40 4.60
g | 1224 1909 2580 2071 354838120 L0795 10 48.80%
m/z--> 0 50 100 150 200 250 300 350
Abundance #2470: 1,3,5-Cycloheptatriene
91.0
5000 ISR SUABINREE SRR B
4.00 4.20 4.40 4.60
39.0 m/z 63.00 10.36%
"MkWNW"l""l""l"" UL UL B
m/z--> 0 50 100 150 200 250 300 350
Abundance
91.0
4.00 4.20 4.40 4.60
5000 m/z 40.05 7.97%
39.0
mz-> 0 50 100 150 200 250 300 350
Abundance #2453: Toluene LI L L L L L B B
91.0 4.00 4.20 4.40 4.60
m/z 51.05 7.75%
5000
39.0 ‘
J g
m'z--> 0 50 100 150 200 250 300 350 400 420 440 460
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.38 ng/ul 186742 Acenaphthene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 62
3 trans-.beta.-lonone 192 C13H200 000079-77-6 55
4 2-Butanone. 3-(4-tert-butvilpheno... 220 C14H2002 160875-28-5 52
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 49
Abundance Scan 1982 (14.483 min): BG025156.D (-1974) (-) m/z 177.10 100.00%
177.1
sooo| 4t
oo 1351 220.1 T e
14.20 14.40 14.60 14.80
306.0 341.1 3885 /2 41.10 51380
m/z--> 50 100 150 200 250 300 350 400
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0
5000 LA UL UL A S
135. o 14.20 14.40 14.60 14.80
95.0 m/z 135.10 28.38%
\H \M H\HM‘.‘ \‘\‘ 0
m/z--> 150 200 250 300 350 400
Abundance
177.0 220.0
14.20 14.40 14.60 14.80
so00] 410 1350 m/z 91.05 24 _35%
91.0
mz-> 50 100 150 200 250 300 350 400
Abundance #54598: trans-.beta.-lonone
177.0 14.20 14.40 14.60 14.80
m/z 39.05 23.73%
5000 43.0
91.0 135.0
I‘I\I‘I\HILHIUIJI‘hlwluwlﬂl‘l\lxlI\ ——T ———T T
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 unknown-01 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
15.22 2.40 ng/ul 188245 Acenaphthene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 25
2 Tridecanoic acid 214 C13H2602 000638-53-9 25
3 Dodecanoic acid 200 C12H2402 000143-07-7 25
4 _beta.-Methvl xvloside 164 C6H1205 1000130-04-0 22
5 4-Cyclohexene-1,2-diol 114 C6H1002 117919-55-8 22
Abundance Scan 2108 (15.223 min): BG025156.D (-2099) (-) m/z 43.10 100.00%

131.0

5000

444.3 486.2 15.00 15.20 15.40 15.60
m/z 73.05 89.90%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #61117: Dodecanoic acid
73.0

5000
129.0 15.00 15.20 15.40 15.60

‘ 200.0 m/z 60.10 82.58%
,“‘ .‘““‘.““,“.‘“.a‘l‘,‘..‘..l‘....,....,....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance

29.

73.0

15.00 15.20 15.40 15.60

m/z 55.05 69.74%
5000 29.0 0

129.0 171.0 214.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #61121: Dodecanoic acid A e e S
73.0 15.00 15.20 15.40 15.60
m/z 57.15 64.84%
5000
29. 129.0 200.0
,H .J‘.J',U.’.z,\....,....,....,....,....,....,...., R Ml
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.

15.65 2.82 ng/ul 221154 Acenaphthene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 58
2 Hexadecane 226 C16H34 000544-76-3 53
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 50
4 1-l1odo-2-methvlundecane 296 C12H251 073105-67-6 47
5 Decane, 2-methyl- 156 C11H24 006975-98-0 47

Abundance Scan 2181 (15.652 min): BG025156.D (-2166) (-) m/z 57.10 100.00%

1

5000

15.40 15.60 15.80 16.00
m/z 43.05  75.02%

9.2 1490 ,075247.0 303.0 370.8 420.4459.3 508.4

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

Abundance #38315: Dodecane
57.0
5000 LA L L L L L L LB
15.40 15.60 15.80 16.00
F m/z 71.10 70.11%
8.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R REES EE SRR RS S S
15.40 15.60 15.80 16.00
5000 m/z 41.05 45 .15%
99.0
15.0 141.0183.0 226.0
T e e o B e o o T LA e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117655: Heptadecane, 2,6-dimethyl- B e B
57.0 15.40 15.60 15.80 16.00
m/z 85.10 32.15%
5000
113.0 182.0 253.0
R o AL I e e e o o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 1,2-Benzenediol, 3,5-bis(1,... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
16.11 3.74 ng/ul 293449 Acenaphthene-d10 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 3.5-bis(1.1-dim... 222 C14H2202 001020-31-1 80
2 1.4-Dimethvl-1.4-dihvdro-2.3-aqui... 222 C10H10N2S2 058175-06-7 80
3 5.6.7-Trimethoxv-1-indanone 222 C12H1404 038472-90-1 80
4 1.4-Benzenediol. 2.5-bis(1l.1-dim... 222 C14H2202 000088-58-4 80
5 1,2-Benzenediol, 3,5-bis(l,1-dim... 222 C14H2202 001020-31-1 72
Abundance Scan 2259 (16.110 min): BG025156.D (-2254) (-) m/z 207.10 100.00%
207.1
57.0
5000
111.0 1651 15.80 16.00 16.20 16.40
b oty | (2478 3410 4294 52850 757 05 81.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79218: 1,2-Benzenediol, 3,5-bis(1,1-dimethylethyl)-
207.0
5000 RN SRR B
57.0 15.80 16.00 16.20 16.40
m/z 222.15 74.61%
15q \‘ “:‘l.08 014?0 i 1
mz-> 0 50 100 150 260 250 300 350 400 450 500
Abundance
207.0
15.80 16.00 16.20 16,40
5000 m/z 41.10 27 .97%
510 1020 1600
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #78796: 5,6, 7-Trimethoxy-1-indanone e
207.0 15.80 16.00 16.20 16.40
m/z 208.10 13.03%
5000 165.0
150 9901070 |
s 5 e "zc')d' 250 300 350 400 450 500 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
16.50 3.58 ng/ul 271564 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Tridecane 184 C13H28 000629-50-5 80
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 80
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 74
Abundance Scan 2325 (16.498 min): BG025156.D (-2321) (-) m/z 57.05 100.00%
571.0
5000
85.1
1271 240.3 16.20 16.40 16.60 16.80
 — ,I. Mo irim, 1652 2081 <000 2830 3812 m/z 43.10 80.50%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
5000 N R B
85.0 16.20 16.40 16.60 16.80
29.0 ' m/z 71.05 53.84%
JJMWJAQMumwmwmmn
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 41.05 35.58%
29.0
112.0141.0 184.0
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane T
57.0 16.20 16.40 16.60 16.80
m/z 85.10 35.51%
5000
85.0
29.0
“ \“ ‘ | J i 1\1143.0w141'0 184.0
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:20 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 Undecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.95 10.04 ng/ul 762989 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2402 (16.950 min): BG025156.D (-2398) (-) m/z 73.10 100.00%

1

5000
129.1 1852

228.2 16.60 16.80 17.00 17.20
298.4 376.3 468.1 512.8 m/z 60.10 99 _37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50052: Undecanoic acid
60.
5000 L L i o
129.0 16.60 16.80 17.00 17.20
J : m/z 43.10 98.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
e e R Emanma e
16.60 16.80 17.00 17.20
5000 129.0 m/z 55.10 79.12%

171.0213.0256.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid A R AR EE B e
.0 16.60 16.80 17.00 17.20

m/z 57.10 78 .49%

5000

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 Wed Dec 14 17:53:21 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
17.07 2.46 ng/ul 186747 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__. 262 C18H300 005806-73-5 64
2 5-Fluoro-2-trifluoromethvlbenzoi... 390 C21H30F402 1000338-55-3 59
3 Phenol. 2.6-bis(l.1-dimethvlethvl)- 206 C14H220 000128-39-2 59
4 4H-Benzoldeflcarbazole 191 C14HO9N 000203-65-6 59
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 59
Abundance Scan 2422 (17.068 min): BG025156.D (-2419) (-) m/z 191.10 100.00%
191.1
5000
57.1
107.1149. 262.3 16.80 17.00 17.20 17.40
b L LT 81208567 414245984994 | Thzz 57.10  30.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #112643: Phenol, 2-(1,1-dimethylethyl)-4-(1,1,3,3-tetramet...
191.0
5000
16.80 17.00 17.20 17.40
57.0 m/z 192.05 16.97%
| 1350 | | 262.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
16,80 17.00 17.20 17.40
5000 m/z 163.05 12 .24%
55.0 97.0 1440
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #66116: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0 16.80 17.00 17.20 17.40
m/z 41.10 8.39%
5000
57.0 131.0
'L‘U““@le“h'“ DI SN B S S S
m/z--> 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:22 2016 Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA G\DATA\BG121316\
BG025156.D

13 Dec 2016 22:09

UM/SJ

H5990-10

12 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

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

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-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.22 10.68 ng/ul 811228 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(9-anthracenvl)- 220 C16H120 000784-04-3 43
2 6-Methvl-4-phenvl-auinazoline 220 C15H12N2 004015-27-4 38
3 Phenol. 4.6-di(1.1-dimethvlethyl... 220 C15H240 000616-55-7 38
4 2.4.6-Tris(l.1-dimethvlethv)-4-_.. 276 C19H320 019687-22-0 35
5 Ethanone, 1-(4-amino-6-methyl-th... 206 C10H10N20S 1000268-83-5 30
Abundance Scan 2448 (17.220 min): BG025156.D (-2442) (-) m/z 205.10 100.00%
205.1
57.1
163.1
5000
ﬂ T T T T
05.1 17. 00 17. 20 17. 40 17. 60
261.2
0l JI“'I did J L Pnas0ss 82 2243 Tm/z 220.10 70.28%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #77669: Ethanone, 1-(9-anthracenyl)-
205.0
5000 L S UL B
ﬂ%ﬂ%ﬂ%ﬂm
88.0 m/z 57.10 70.21%
;0 %0 1s10]
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
205.0
17.00 17.20 17.40 17.60
5000 m/z 191.10 60.55%
89.0
165.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #77580: Phenol, 4,6- dl(l,l dlmethylethyl)—Z—mEthyI— LI L L L
205.0 17.00 17.20 17.40 17.60
m/z 163.10 55.25%
5000 570
15.0 | |, ;. 121.0163.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460 4éo 560 17.00 17.20 17.40 17.60

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:22 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 Quinoline, 4-(2-fluoropheny... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

17.04  5.70 ng/ul 432604  Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Quinoline. 4-(2-fluorophenvleth... 247 C17H10FN 1000268-24-9 53
2 Isophthalic acid. 2-bromo-4-fluo... 436 C21H22BrF04 1000344-40-0 53
3 2-(Salicvlideneamino)naphthalene 247 C17H13NO 001689-72-1 52

4 l1sophthalic acid. 2.4-dichloroph... 408 C21H22C1204 1000344-41-1 50
5 Isophthalic acid, heptyl 2-methy... 354 C22H2604 1000344-35-1 50

Abundance Scan 2570 (17.937 min): BG025156.D (-2563) (-) m/z 247.20 100.00%
247.2
5000 57.1
7.1 LB L e
147.0 189.0 17.60 17.80 18.00 18.20
285.2324.3 374.3 470.4 m/z 57.10 41.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99889: Quinoline, 4-(2-fluorophenyl)ethynyl-
247.0
5000 T[T Irrrr T rrrrprrrr 1
17.60 17.80 18.00 18.20
m/z 55.10 40.01%
39.0 7401100 4574 2000, |
I L I o o o o o B NSRS i o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
247.0
R e S  EEanan
17.60 17.80 18.00 18.20
5000 m/z 43.10 34.67%
550 1040 490660 323.0
L o o o o o B L B o o B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99899: 2-(Salicylideneamino)naphthalene B L B
247.0 17.60 17.80 18.00 18.20
m/z 41.10 29.02%
5000
127.0
39.0 77.0 | 165.0202.0 |
I L A i o o o e B B SN e e o o R e e R ARER
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 1,2-Benzisothiazol-3-amine ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.05 8.32 ng/ul 631818 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzisothiazol-3-amine tbdms 264 C13H20N2SSi 1000332-57-2 72
2 Trimethvll4-(1.1.3.3.-tetramethy... 278 C17H300Si 078721-87-6 72
3 Acetamide. N-T4-(trimethvisilvl)... 207 C11H17NOSi 017983-71-0 59
4 (+-)-5-(1-Acetoxv-1-methvlethvD)... 267 C13H21N303 108904-53-6 59
5 1H-Indole, l1l-methyl-2-phenyl- 207 C15H13N 003558-24-5 56
Abundance Scan 2589 (18.049 min): BG025156.D (-2579) (-) m/z 207.10 100.00%
207.1
5000
57.1
278.2 17.80 18.00 18.20 18.40
Ol 2Lt 3631 | 77781943635 4233 50050 77 57.10  25.85%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #113699: 1,2-Benzisothiazol-3-amine thdms
207.0
5000

17.80 18.00 18.20 18.40
m/z 208.10 14.65%

41‘-0 103.0 1600 | 264.0
e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
207.0
17.80 18.00 18.20 18.40
5000 m/z 41.10 8.63%
73.0
151.0 278.0
T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 \
Abundance #66793: Acetamide, N-[4-(trimethylsilyl)phenyl]- e ARBEERE R Do
07.0 17.80 18.00 18.20 18.40
m/z 191.10 6.18%
5000
150.0
43.0 106.0
1 |
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:24 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 Dibenzothiophene, 3-methyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.18 3.37 ng/ul 256282 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene. 3-methvl- 198 C13H10S 016587-52-3 81
2 1-Methvldibenzothiophene 198 C13H10S 031317-07-4 74
3 Dibenzothiophene. 4-methvl- 198 C13H10S 007372-88-5 72
4 Tacrine 198 C13H14N2 000321-64-2 53
5 Tacrine 198 C13H14N2 000321-64-2 53
Abundance Scan 2611 (18.178 min): BG025156.D (-2602) (-) m/z 198.10 100.00%
198.1
5000
431 g9 152-} || 2582 30473421 380.4 4307 17.80 18.00 18.20 18.40
SRRV NN IRIMPOT ¥ T DO e e e st Y m/z 197.10 55.23%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #59732: Dibenzothiophene, 3-methyl-
198.0
5000
17.80 18.00 18.20 18.40
m/z 165.10 22.16%
28.0“ 639 99\\0 152(\)\ i |
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
198.0
17.80 18.00 18.20 18.40
5000 m/z 191.10 15.97%
152.0
63.0 990
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #59733: Dibenzothiophene, 4-methyl-
198.0 17.80 18.00 18.20 18.40
m/z 198.95 12 .95%
5000
630 930 1520
Jig ol la 4 | l
mz-> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:24 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.33 6.69 ng/ul 507963 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indolizine. 2-(4-methviphenvI)- 207 C15H13N 007496-81-3 38
2 5-Methvl-2-trimethvilsilvloxv-ace... 222 C12H1802Si 097389-69-0 38
3 Cvclobarbital 236 C12H16N203 000052-31-3 35
4 1H-Benzol4.51furol3.2-flindole 207 C14H9NO 000242-97-7 35
5 4-Quinolinecarboxylic acid, 2-ch... 207 C1OH6CINO2 005467-57-2 35
Abundance Scan 2637 (18.331 min): BG025156.D (-2630) (-) m/z 57.10 100.00%
571 207.1
5000
97.1
165.1 278.1 18.00 18.20 18.40 18.60
e d BT 361 4095 4578 ns5 507.10  83.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67014: Indolizine, 2-(4-methylphenyl)-
207.0
5000
18.00 18.20 18.40 18.60
m/z 41.10 42 .65%
1020 4650
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
207.0
18.00 18.20 18.40 18.60
5000 m/z 198.05 37 .69%
73.0
149.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #90337: Cyclobarbital
207.0 18.00 18.20 18.40 18.60
m/z 55.10 36.00%
5000
81.0 1410
41.0 j ‘
"*UFA”JW'*'“N“"l"”l""l”"l"'w'"'l”
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.46 97 .59 ng/ul 7412760 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 2659 (18.460 min): BG025156.D (-2650) (-) m/z 73.10 100.00%

3.1

5000

[

213.2

256.1
18.20 18.40 18.60 18.80
ol 303.2 3549 411.4 469.5 m/z 43.10 99 _49%
m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

-

5000 129.0
18.20 18.40 18.60 18.80

m/z 60.10 98 .44%

171.0 213.0 256.0

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance

73.0

18.20 18.40 18.60 18.80
5000 129.0 m/z 55.10 84 _.79%

29.0 171.0

214.0

m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
73.0 18.20 18.40 18.60 18.80

m/z 57.10 83.69%

-

5000 129.0

199.0 242.0

I#ﬂu L], |

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

3
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 1H-Indene, 2-phenyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
18.65 5.82 ng/ul 441947 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 93
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 92
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 90
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 90
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 90
Abundance Scan 2691 (18.648 min): BG025156.D (-2686) (-) m/z 192.10 100.00%
192.1
5000
82.1 840 18,60 18,80 10,00
151. 243 2
A0 g Lottt b i 2920 87414154 5489 T777191.10  53.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54730: 1H-Indene, 2-phenyl-
192.0
5000 RN N LN SR B
18.40 18.60 18.80 19.00
m/z 189.10 24 .85%
63.0 115.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192.0
" 18.40 18.60 18.80 19.00
5000 m/z 165.10 19.65%
63.0 139.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54752: Phenanthrene, 1-methyl- R B e B
192.0 18.40 18.60 18.80 19.00
m/z 193.10 15.77%
5000
95.0
510 || 1390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 29

R.T. EstConc Area Relative to ISTD R.T.
18.72 5.33 ng/ul 404846 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2-methvl- 170 C12H26 007045-71-8 87
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 80
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2703 (18.719 min): BG025156.D (-2697) (-) m/z 57.10 100.00%
57.1
5000
7.1 207.1 18.40 18.60 18.80 19.00
141.2
Ob i L 2 T 2900 8170 396.9 4501 8129 ys7743.10  73.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38324: Undecane, 2-methyl-
43.0
5000
5.0 18.40 18.60 18.80 19.00
m/z 71.10 51.92%
127.0
— MW”““”W'&799|""|“"|"'w""|"“|'"'l“
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
18.40 18.60 18.80 19.00
5000 m/z 85.10 38.13%
113.0
170.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane
57.0 18.40 18.60 18.80 19.00
m/z 55.10 33.16%
5000
159 | || /991410 1080
mz-> 0 50 100 150 200 250 300 350 400 450 500 1840 18.60 18.80 19.00

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:27 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 Methyl n-hexadecyl ketone Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
18.77 6.67 ng/ul 506653 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl n-hexadecvl ketone 268 C18H360 007373-13-9 86
2 2-Pentadecanone 226 C15H300 002345-28-0 72
3 2-Tridecanone 198 C13H260 000593-08-8 59
4 2-Decanone 156 C10H200 000693-54-9 59
5 2-Dodecanone 184 C12H240 006175-49-1 59

Abundance Scan 2712 (18.772 min): BG025156.D (-2707) (-) m/z 58.10 100.00%
548.1
5000

18.40 18.60 18.80 19.00
109.1152.1 2081 268.2
e ool 391 A79582L2 "m/z  43.10  85.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117625: Methyl n-hexadecy! ketone

58.0

5000
18.40 18.60 18.80 19.00

m/z 59.05 63.22%

268.0
|, 9101380 2100 |

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

Abundance
58.0
18.40 18.60 18.80 19.00
5000 m/z 71.10 36.22%
15.0 97.0  168.0 226.0
L B o o L o B LAl e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59786: 2-Tridecanone
58.0 18.40 18.60 18.80 19.00
m/z 55.10 25.70%
5000
15.Q | 97.0 140.0 1980

18 40 18.60 18 80 19.00

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

SOM02.2-EPA-BG113016.M Wed Dec 14 17:53:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 20 2,6-Dimethyldibenzothiophene Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
18.85 2.30 ng/ul 174587 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvildibenzothiophene 212 C14H12S 089816-75-1 90
2 1.7-Dimethvldibenzothiophene 212 C14H12S 089816-53-5 87
3 Dibenzothiophene. 4.6-dimethvl- 212 C14H12S 001207-12-1 87
4 2.8-Dimethvldibenzo(b.d)thiophene 212 C14H12S 001207-15-4 83
5 Acridin-9-amine, 1,2,3,4-tetrahy... 212 C14H16N2 005778-78-9 80
Abundance Scan 2725 (18.848 min): BG025156.D (-2722) (-) m/z 212.10 100.00%
2191
5000
41.1
83.0 165.
22, 253.2 395.0 18.60 18.80 19.00 19.20
371.1 419.8457.8 504.2 n/z 211.10 48 33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71259: 2,6-Dimethyldibenzothiophene
212.0
5000 IR BRI SO SN SR
18.60 18.80 19.00 19.20
105.0 m/z 178.10 37 .14%
400 | 120
. L L 4 'l |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
212.0
1860 18:80 19.00 19,20
5000 m/z 41.10 29.76%
105.0
40.0 152.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71263: Dibenzothiophene, 4,6-dimethyl- e R RS
212.0 18.60 18.80 19.00 19.20
m/z 227.10 21.97%
5000
105.0
152.0
"F?p'“""IA””LM"'I”"I""P"'I""P"'I'
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 21 E-1,9-Hexadecadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.90 9.05 ng/ul 687696 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-1.9-Hexadecadiene 222 C16H30 1000245-71-4 70
2 Tridecanal 198 C13H260 010486-19-8 64
3 Disparlure 282 C19H380 029804-22-6 53
4 trans-2-Dodecen-1-ol 184 C12H240 069064-37-5 52
5 Tetradecanal 212 C14H280 000124-25-4 52
Abundance Scan 2734 (18.901 min): BG025156.D (-2730) (-) m/z 57.10 100.00%
5000 m
181.1 239.2 18.60 18.80 19.00 19.20
137.1 . : : : :
273.1 309.1343.1 382.1 430.4 /7 43.10 95 747
m/z--> 50 100 150 200 250 300 350 400
Abundance #79560: E-1,9-Hexadecadiene
41.0
5000 T[T T[T T T[T T T T
81.0 1860 1880 19.00 19.20
m/z 55.10 88.18%
Hm H\ ! 0 1800 2220 e —
m/z--> 50 200 250 300 350 400
Abundance
57.0
18,60 18.80 19.00 19.20
5000 m/z 41.10 79 .35%
96.0
154.0
miz-> 50 100 150 200 250 300 350 400 |
Abundance #129458: Dlsparlure L L B L N N N DL |
43.0 18.60 18.80 19.00 19.20
m/z 82.10 57 .52%
5000 82.0
141.0 183.0
I‘ d Lo 225.0  282.0
m/z--> 5'0 1(')0 1%0 2(')0 250 3(')0 3&1,0 4(')0 ! 18 60 18. 80 19. 00 19 20 !
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 22 unknown-04 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
19.10 3.14 ng/ul 238452 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 47
2 n-Decanoic acid 172 C10H2002 000334-48-5 42
3 n-Decanoic acid 172 C10H2002 000334-48-5 42
4 Nonanoic acid 158 C9H1802 000112-05-0 38
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 32

Abundance Scan 2768 (19.101 min): BG025156.D (-2765) (-) m/z 73.05 100.00%

73.0

5000

1852 221.2 570, 50 10100 10,30 1040,
" 309.2 348.0 385. .5464.0 : : : :
385.4425.5 m/z 55.10 88.09%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #84452:; Tetradecanoic acid
73.0

5000 129.0 T
185.0 18.80 19.00 19.20 19.40

228.0 m/z 57.10 87 .66%

29.

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
60.0
18.80 19.00 19.20 19.40
5000 129.0 m/z 41.10 76.61%
15.d 172.0
I A L B B B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39472: n-Decanoic acid R e e
60.0 18.80 19.00 19.20 19.40
m/z 43.10 75.23%
5000 129.0
172.0
..[. J.L1ﬁﬂ.ﬂ,.L.,....,”..,....“...,....“. e —
m/z--> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 23 1,2,3,6-Tetrahydropyridine,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.21 96 .54 ng/ul 7333230 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.6-Tetrahvdropvridine. l-ac... 247 C14H17NO3 094427-34-6 56
2 4.5-Dihvdro-3-(4-pvridinvl)-2H-b. .. 247 C16H13N3 052837-55-5 42
3 2-(Salicvlideneamino)naphthalene 247 C17H13NO 001689-72-1 42
4 Phenol. 2.4.6-tris(l.1-dimethvle... 262 C18H300 000732-26-3 40
5 BH-Pyrrolo[1l,2-a]Jazepine-1-carbo... 247 C13H17N302 1000351-37-6 38
Abundance Scan 2787 (19.212 min): BG025156.D (-2776) (-) m/z 247.20 100.00%
24y.2
5000 /\A
57.1 R S O
071 Ll 318.3350.3 406.1445.5  518.4 18:80 19.00 19.20 19.40 19.60
Ol e L L 3183359.3 40614455 5184 07548 15 25. 16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99764: 1,2,3,6-Tetrahydropyridine, 1-acetyl-4-[4-hydroxy-...
247.0
so00] 430 204.0 AU SRR N
18.80 19.00 19.20 19.40 19.60
m/z 57.10 24 .35%

115.0 161. ‘
— ‘thu‘hmw\\\h\ \\H‘\hhﬂ\)\hh\\ B e
m/z--> 50 100 O 250 300 350 400 450 500
Abundance
247.0

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
18.80 19.00 19.20 19.40 19.60

5000 m/z 175.10 12.62%
143.0
51.0 90.0 189.0
T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99899: 2-(Salicylideneamino)naphthalene REAREEEEELE L L
247.0 18.80 19.00 19.20 19.40 19.60

m/z 161.10 10.32%

5000
127.0
18.0 7?0_l‘j 202.0
e B = oSS

m/z--> 50 100 150 200 250 300 350 400 450 500 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG113016.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 24 Terephthalic acid, but-2-en... Concentration Rank 3

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

19.28 86.66 ng/ul 6582320 Phenanthrene-d10 17.60

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid. but-2-envl un... 374 C23H3404 1000356-31-9 64
2 3-(3.4-(Methvlenedioxv)phenvl)-1... 303 C19H13NO3 016245-22-0 59
3 Pvrazolol3.4-blpvridin-3(2H)-one... 303 C18H13N302 071290-82-9 50
4 Isophthalic acid. 3.5-difluoroph... 432 C25H30F204 1000344-37-8 42
5 N-Acridin-9-yl-N"-(4-fluoro-phen... 303 C19H14FN3 1000318-06-7 39

Abundance Scan 2799 (19.283 min): BG025156.D (-2792) (-) m/z 303.25 100.00%
308.3
5000
57.1 T T IIIIIIIIIIIIAIIII
231 19.00 19.20 19.40 19.60
105.1 147.1 189.1 374.4 : : . .
Ol e b e ie:2 4883 77 304.30 26.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199450: Terephthalic acid, but-2-enyl undecy! ester
303.0
5000 TT T[T T T T[T I T rrrrprrir
19.00 19.20 19.40 19.60
149.0 m/z 57.10 24 .25%
0 w0 20 | guo
A B e e B gt A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
303.0
129.0 19.00 19.20 19.40 19.60
5000 m/z 231.15 11.03%
89.0 175.0
28.0 216.0 256.0
T A B e e B e N s an ana
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147144: Pyrazolo[3,4-b]pyridin-3(2H)-one, 6-hydroxy-2,4-d... SRR EERmEAEL TR
303.0 19.00 19.20 19.40 19.60
m/z 41.10 6.46%
77.0
5000
39 ({ 115.0
170.0 246.0
..ﬁ.,.'u.'..u,N.l.-..L,x.l.?‘,’?'?..t,..t..,....,....,....,...., s e .
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 25 Phenanthrene, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.37 21.64 ng/ul 1643420 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
2 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 91
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 90
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 89
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 87

Abundance Scan 2814 (19.371 min): BG025156.D (-2806) (-) m/z 206.10 100.00%

5000

19.00 19.20 19.40 19.60
| e 0633001 8598 4200 50951 sz 191.10  47.71%
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
19.00 19.20 19.40 19.60
1010 m/z 205.10 25.70%
1650 ‘
I S I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
206.0
R A BE SRt
19.00 19.20 19.40 19.60
5000 m/z 189.10 24.65%

51.0 890 197,0165.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66256: Phenanthrene, 2,3-dimethyl- R R e B
206.0 19.00 19.20 19.40 19.60
m/z 207.10 15.20%
5000

89.0
510 | 1127.0165.0} |

m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 26 Phenanthrene, 2,7-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.43 11.88 ng/ul 902015 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 50
2 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 50
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 49
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 49
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 47

Abundance Scan 2824 (19.430 min): BG025156.D (-2819) (-) m/z 206.10 100.00%
1
5000
19.20 19.40 19.60 19.80
274.2
L LS 31.3358.94022 4474 491.0 5571 sz 43.10  63.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66268: Phenanthrene, 2,7-dimethyl-
206.0
5000 RN SRR B SURILN I
mmmmmmmm
m/z 57.10 53.24%
T |"“ﬁ9f'?'1??'q' T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
206.0
" 10,20 19.40 19.60 19.80
5000 m/z 41.10 52.36%
51.0 102.0 165.0
m/z--> §o 160 1%0 200 250 360 3%0 460 4%0 560 '
Abundance #66257: Phenanthrene, 2,5-dimethyl- R e RE R,
206.0 19.20 19.40 19.60 19.80
m/z 55.10 52.16%
5000
101.0
510 |} 16?011
m/z--> §o 160 1%0 260 250 360 3%0 460 4éo 560 ' 19. 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 27 Naphthalene, 1,2-dihydro-4-... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
19.46 2.60 ng/ul 197316 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 68
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 64
3 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 64
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 64
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 59
Abundance Scan 2829 (19.459 min): BG025156.D (-2828) (-) m/z 206.10 100.00%
206.1
5000
55.1 1031 152.1 19.20 19.40 19.60 19.80
| D201290,1336.53753 4232 SULA 177 205.10 44 47%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66281: Naphthalene, 1,2-dihydro-4-phenyl-
206.0
91.0
5000 SR AR B SUMILN B
51.0 19.20 19.40 19.60 19.80
0
165.0 m/z 191.10 42 .14%
LTI

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

206.0

19.20 19.40 19.60 19.80
5000 m/z 189.00 25.67%

39.0 89.0 165.0
. o e e e e

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

Abundance #66259: Phenanthrene, 3,6-dimethyl- e
206.0 19.20 19.40 19.60 19.80
m/z 190.10 19.27%
5000
102.0
63.0 | | 165.0

B N B o A M R R B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 28 Anthracene, 1,4-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.51 8.70 ng/ul 660768 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1.4-dimethvl- 206 Cl16H14 000781-92-0 78
2 Phenanthrene. 4.5-dimethvl- 206 Cl16H14 003674-69-9 60
3 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 60
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 60
5 1H-Indene, 2-methyl-3-phenyl- 206 C16H14 035099-60-6 60

Abundance Scan 2838 (19.512 min): BG025156.D (-2833) (-) m/z 206.10 100.00%

5000

57.1

105.1 165.1 19.20 19.40 19.60 19.80

m/z 191.10 67.62%

o 298.3 350.4 402.8 466.6 518.5
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #66250: Anthracene, 1,4-dimethyl-
206.0
5000 LI L L L L L L L LB |
19.20 19.40 19.60 19.80
m/z 253.20 45 _.35%
89.0 1650
R B Y N o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
T T T
19.20 19.40 19.60 19.80
5000 m/z 189.10 30.57%
101.0
43.0 150.0
T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #66249: 9,10-Dimethylanthracene A e
. 19.20 19.40 19.60 19.80

m/z 57.10 22 .50%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 29 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.

19.55 4.90 ng/ul 372017 Phenanthrene-d10 17.60

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11nonane. 9-(2... 226 C16H23B 067753-90-6 60
2 Tetracvclol5.3.1.1(2.6).1(3.11)1... 226 C13H19CIO 1000185-11-5 53
3 1.3-Diamino-5.6-dihvdro-9-methvl... 226 C13H14N4 037436-39-8 38
4 l1sonhthalic acid. 2-chlorophenvl... 374 C21H23Cl104 1000344-49-9 38
5 2-Phenoxathiinamine-10,10-dioxide 247 C12H9NO3S 010274-13-2 38
Abundance Scan 2844 (19.547 min): BG025156.D (-2842) (-) m/z 247.20 100.00%

24.2
5000
1611 zoi 109 1045 1060 10080
105.1 : : : : :
o..ﬂ;kdw.pmewawm,.na,:????????????.“..%ﬂﬂﬁ???” m/z 226.10 58.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83022: 9-Borabicyclo[3.3.1]nonane, 9-(2-phenylethyl)-
91.0 226.0
41.0
5000 UV USRS U

19.I20 19.40 19.60 19.80
m/z 211.10  42.87%

e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
226.0
135.0 19.20 19.40 19.60 19.80
5000{ 41 o 91.0 m/z 248.20 22 .94%
173.0
i S w2 L wan o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #82591: 1,3-Diamino-5,6-dihydro-9-methyInaphthro[2,1-d]qui... R e EEmman s o
226.0 19.20 19.40 19.60 19.80
m/z 225.10 18.55%
5000
430 1150 169.0
B O 7 O N P e e
m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 30 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.72 61.71 ng/ul 4687490 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 96
Abundance Scan 2873 (19.718 min): BG025156.D (-2867) (-) m/z 43.10 100.00%
43.1
5000 1201
i | 185.2 241'22343 RN SRR SRR SN
. 357 0393.5430.2 19.40 19.60 19.80 20.00
0 : . . m/z 73.10 86.96%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 R DA SRR U

T T
19.40 19.60 19.80 20.00
0
‘ 185.0 2410 2840 m/z 57.10 86.26%
n! Bl ‘ L ‘ \
ey L T o O B o o
100

150 200 250 300 350 400 450

T T
m/z--> 0 50
Abundance

19.40 19.60 19.80 20.00
5000 129.0 m/z 60.10 85.69%
83.0

1850 5 o 2840

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #131259: Octadecanoic acid T T

43.0 19.40 19.60 19.80 20.00

m/z 55.10 78.80%
5000
129.0
3.0
l 1850 puq o 2840

SSTE F'1') 57 SRS SN I E— A

m/z--> 0 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 31 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.91 8.41 ng/ul 1561710 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 70
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 58
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 52
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 52
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 52

Abundance Scan 2906 (19.911 min): BG025156.D (-2901) (-) m/z 57.10 100.00%

57.1

5000

?

205.1

9.1 l[ 19.60 19.80 20.00 20.20
163.1 250.1 : : : .
el b L SR L 2 8024345, 4003 4832 5478 Tm/z 43.10  62.79%

f T 1 - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 LA L L L L L L LB |

19.60 19.80 20.00 20.20
m/z 71.10 59.18%

9.0
‘ ‘ % |, 141.0183.0225.0267.0 323.0 380.0

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

?

Abundance
57.0
19.60 19.80 20.00 20.20
5000 m/z 85.10 41.73%
183.0
99'01410 310.0
B o e L L e e e e o o R B o S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202264: Octadecane, 1-iodo- R B e
57.0 19.60 19.80 20.00 20.20
m/z 55.10 36.20%
5000
9.0
15. m\ | \175\501970 2530
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 60 19. 80 20 00 20. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
20.45 6.86 ng/ul 1273500 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 72
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 72
5 Heptadecane 240 C17H36 000629-78-7 70
Abundance Scan 2998 (20.452 min): BG025156.D (-2993) (-) m/z 57.10 100.00%
57.1
5000
211.1 HRIAR SN SUAILN IR
9.1 20.20 20.40 20.60 20.80
149.1 53.2
T 299.3 348.0392.3 457.5 516.4 n/z 43.10 67 _.53%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane

57.0

5000 L B
20 20 20. 40 20. 60 20 80

9.0 m/z 71.10 57.71%

15,0 1 u‘ 1 141.0183.0 240.0
R L o e B B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
R B B
20.20 20.40 20.60 20.80
5000 m/z 85.10 38.29%
15.0 99.0141.0 198.0
i R B s M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- A e R R
1.0 20.20 20.40 20.60 20.80
m/z 55.10 32.57%
5000
9.0
239.0
||| ;14101830 “°F*V)g1 0323.0
s L B AU e S s A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 20 20. 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.94 12.41 ng/ul 2303740 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Hexacosane 366 C26H54 000630-01-3 58
3 Hexadecane 226 C16H34 000544-76-3 55
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 51
5 Hexadecane 226 C16H34 000544-76-3 42
Abundance Scan 3081 (20.940 min): BG025156.D (-3074) (-) m/z 57.10 100.00%
5000 \,\WAN~Vﬁ¥ﬂ\#fkuvuﬁwxmﬁJ\wﬂ
20.60 20.80 21.00 21.20
ol 62.2 308.2 355.0 405.1  475.2517.2 n/z 43.10 70.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83025: Hexadecane
57.0
5000 VAU SRR AR
20.60 20.80 21.00 21.20
m/z 71.10 53.99%
‘\ ‘L “ %9‘-9 141.0183.0226.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
20.60 20.80 21.00 21.20
5000 m/z 85.10 37.33%
99.0
1“%%w%mmmwo%m
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane R o R
57.0 20.60 20.80 21.00 21.20
m/z 217.10 36.47%
- J\/V\/L_,.J
.0
| , 141.0183.0226.0
m/z--> §o 160 1éo 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.47 15.09 ng/ul 2801410 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 64
2 Pentadecane 212 C15H32 000629-62-9 64
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 64
4 Octacosane 394 C28H58 000630-02-4 58
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 58
Abundance Scan 3171 (21.468 min): BG025156.D (-3167) (-) m/z 57.10 100.00%
| NvJMNﬁJ%ﬂAvaV\MV\w
5000 2340
9.1 21,20 21.40 2160 21.80
141.1 189.1 277.2
Ob AL g SP0 2 SO0 (23202 38434291 4899 8394 Tnzz 43.10  76.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153222: Docosane
57.0
5000 LU BT UL BN B
21120 21,40 21.60 21.80
0.0 m/z 71.10 58.93%
|| Ly )| 141.0183.0225.0267.0310.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
21,20 21.40 2160 21.80
5000 m/z 85.10 42 .64%
e e W\M/LV\"\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194500: Docosane, 11-butyl- Al BaREE RS
57.0 21.20 21.40 21.60 21.80
m/z 234.00 35.54%
.0
141.0 21002530 3090 3660
mz> %0 100 150 200 2% o 3o 4o 4 wo 21,20 21.40 2160 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121316\
Data File : BG025156.D

Aca On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample = H5990-10

Misc :

ALS Vial : 12 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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.03 9.61 ng/ul 1784090 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Docosane 310 C22H46 000629-97-0 81
3 Docosane 310 C22H46 000629-97-0 81
4 Docosane 310 C22H46 000629-97-0 81
5 Hexadecane 226 C16H34 000544-76-3 76
Abundance Scan 3267 (22.032 min): BG025156.D (-3264) (-) m/z 57.10 100.00%
57.1
5000 J\MLW
9.1 141.1 4 a0 55100 99190 99 a0
1911 310.2 21.80 22.00 22.20 22.40
N })J, bty 1023551 4192 4954 L ozoT 4310 65.500%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94344: Heptadecane
57.0
5000 AR SUULR UL A DA
21'80 22.00 22.20 22.40
0.0 m/z 71.10 55.16%
15-q . ‘ i u‘ \141 01830 2400
mz-> 0 50 100 1%0 260 250 300 350 400 450 500
Abundance
57.0
21,80 22,00 22.20 22.40
5000 m/z 85.10 35.21%
99.0

141.01830 92399 3100
T [T T T T T T e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153221: Docosane L e TS LA
57.0 21.80 22.00 22.20 22.40

m/z 41.10 28.03%

ks

5000

9.0 310.0
| | 1#41-0183.0225.0567,0
T 1T | I T I T T T I‘l | | T I | T | I T T I T T I T I T T I T T I T T L TT 1T TTTrT L TTT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 80 22. OO 22. 20 22. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121316\
Data File : BG025156.D

Acq On : 13 Dec 2016 22:09

Operator : UM/SJ

Sample - H5990-10

Misc :

ALS Vial : 12 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]
1,3,5-Cycloheptat. ... 4.36 2.1 ng/ul 77198 1 8.24 728267 20.0
2,5-Cyclohexadien... 14.48 2.4 ng/ul 186742 3 14.86 1567870 20.0
unknown-01 15.22 2.4 ng/ul 188245 3 14.86 1567870 20.0
(DEL) Alkane: Str... 15.65 2.8 ng/ul 221154 3 14.86 1567870 20.0
1,2-Benzenediol, ... 16.11 3.7 ng/ul 293449 3 14.86 1567870 20.0
(DEL) Alkane: Str... 16.50 3.6 ng/ul 271564 4 17.60 1519160 20.0
Undecanoic acid 16.95 10.0 ng/ul 762989 4 17.60 1519160 20.0
Phenol, 2-(1,1-di... 17.07 2.5 ng/ul 186747 4 17.60 1519160 20.0
unknown-02 17.22 10.7 ng/ul 811228 4 17.60 1519160 20.0
Quinoline, 4-2-f... 17.94 5.7 ng/ul 432604 4 17.60 1519160 20.0
1,2-Benzisothiazo... 18.05 8.3 ng/ul 631818 4 17.60 1519160 20.0
Dibenzothiophene, ... 18.18 3.4 ng/ul 256282 4 17.60 1519160 20.0
unknown-03 18.33 6.7 ng/ul 507963 4 17.60 1519160 20.0
n-Hexadecanoic acid 18.46 97.6 ng/ul 7412760 4 17.60 1519160 20.0
1H-Indene, 2-phenyl- 18.65 5.8 ng/ul 441947 4 17.60 1519160 20.0
(DEL) Alkane: Str... 18.72 5.3 ng/ul 404846 4 17.60 1519160 20.0
Methyl n-hexadecy... 18.77 6.7 ng/ul 506653 4 17.60 1519160 20.0
2,6-Dimethyldiben... 18.85 2.3 ng/ul 174587 4 17.60 1519160 20.0
E-1,9-Hexadecadiene 18.90 9.1 ng/ul 687696 4 17.60 1519160 20.0
unknown-04 19.10 3.1 ng/ul 238452 4 17.60 1519160 20.0
1,2,3,6-Tetrahydr... 19.21 96.5 ng/ul 7333230 4 17.60 1519160 20.0
Terephthalic acid... 19.28 86.7 ng/ul 6582320 4 17.60 1519160 20.0
Phenanthrene, 2,5... 19.37 21.6 ng/ul 1643420 4 17.60 1519160 20.0
Phenanthrene, 2,7... 19.43 11.9 ng/ul 902015 4 17.60 1519160 20.0
Naphthalene, 1,2-_... 19.46 2.6 ng/ul 197316 4 17.60 1519160 20.0
Anthracene, 1,4-d... 19.51 8.7 ng/ul 660768 4 17.60 1519160 20.0
9-Borabicyclo[3.3... 19.55 4.9 ng/ul 372017 4 17.60 1519160 20.0
Octadecanoic acid 19.72 61.7 ng/ul 4687490 4 17.60 1519160 20.0
(DEL) Alkane: Str... 19.91 8.4 ng/ul 1561710 5 21.90 3713760 20.0
(DEL) Alkane: Str... 20.45 6.9 ng/ul 1273500 5 21.90 3713760 20.0
(DEL) Alkane: Str... 20.94 12.4 ng/ul 2303740 5 21.90 3713760 20.0
(DEL) Alkane: Str... 21.47 15.1 ng/ul 2801410 5 21.90 3713760 20.0
(DEL) Alkane: Str... 22.03 9.6 ng/ul 1784090 5 21.90 3713760 20.0
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