LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample = 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4_575 163 168 173 rBV4 3443 6811 0.13% 0.026%
2 6.009 404 412 420 rVB4 4490 10305 0.20% 0.039%
3 6.356 468 471 478 rBV3 3006 6487 0.13% 0.025%
4 7.519 662 669 677 rBV5 7990 17479 0.35% 0.067%
5 7.678 689 696 705 rBV5 6823 16224 0.32% 0.062%
6 7.901 727 734 739 rBV5 6126 10645 0.21% 0.041%
7 8.359 804 812 823 rBvV 185824 334991 6.63% 1.276%
8 9.058 924 931 937 rVB4 6531 13647 0.27% 0.052%
9 9.123 937 942 949 rBV6 3558 8940 0.18% 0.034%
10 9.528 1005 1011 1021 rBv4 7682 19959 0.39% 0.076%
11 10.257 1130 1135 1142 rBvV4 5908 11233 0.22% 0.043%
12 10.803 1221 1228 1244 rVB5 7100 20432 0.40% 0.078%
13 11.115 1274 1281 1284 rBV4 4303 9225 0.18% 0.035%
14 11.179 1284 1292 1308 rVB 294115 549505 10.87% 2.094%
15 12.543 1517 1524 1530 rBV5 4332 8043 0.16% 0.031%
16 12.807 1565 1569 1577 rVB7 3583 8905 0.18% 0.034%
17 12.948 1585 1593 1597 rBV4 2874 6242 0.12% 0.024%
18 13.342 1653 1660 1667 rBV5 3011 7028 0.14% 0.027%
19 13.430 1667 1675 1680 rVV5 5851 14278 0.28% 0.054%
20 13.753 1725 1730 1735 rBV3 7401 11684 0.23% 0.045%
21 14.141 1788 1796 1800 rBV6 5680 9641 0.19% 0.037%
22 14.276 1814 1819 1824 rBV6 4426 6702 0.13% 0.026%
23 14.352 1824 1832 1836 rVV2 22336 39259 0.78% 0.150%
24 14.399 1836 1840 1847 rVB 10568 17569 0.35% 0.067%
25 14.517 1858 1860 1865 rVB3 4815 5344 0.11% 0.020%
26 14.599 1865 1874 1879 rBV2 50527 76273 1.51% 0.291%
27 14.658 1879 1884 1893 rVB2 32323 53357 1.06% 0.203%
28 14.787 1902 1906 1908 rBv4 3667 5562 0.11% 0.021%
29 14.816 1908 1911 1915 rVB4 7684 11997 0.24% 0.046%
30 14.963 1916 1936 1945 rBV2 448615 788766 15.61% 3.006%
31 15.134 1960 1965 1968 rBV6 4909 6964 0.14% 0.027%
32 15.175 1969 1972 1974 rVVv4 6516 7042 0.14% 0.027%
33 15.192 1974 1975 1983 rVB6 4353 7097 0.14% 0.027%
34 15.369 1998 2005 2010 rVB8 5963 10360 0.20% 0.039%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample = 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

35 15.433 2012 2016 2022 rVB5 9519 14572 0.29% 0.056%
36 15.598 2040 2044 2053 rVB10 6101 13227 0.26% 0.050%
37 15.745 2061 2069 2081 rBV 115344 176369 3.49% 0.672%
38 15.833 2081 2084 2090 rVv7 4038 7999 0.16% 0.030%
39 15.956 2100 2105 2113 rVB2 32439 60220 1.19% 0.229%
40 16.074 2120 2125 2134 rVB2 8711 22775 0.45% 0.087%
41 16.162 2134 2140 2144 rBV7 6302 13841 0.27% 0.053%
42 16.232 2147 2152 2157 rVB3 23009 33845 0.67% 0.129%
43 16.585 2208 2212 2215 rVB5 4873 6000 0.12% 0.023%
44 16.649 2215 2223 2225 rBVS8 13735 28219 0.56% 0.108%
45 16.773 2237 2244 2245 rBV7 6932 9446 0.19% 0.036%
46 16.884 2259 2263 2269 rBV9 11668 26263 0.52% 0.100%
47 16.932 2269 2271 2276 rVB6 6374 7661 0.15% 0.029%
48 16.979 2276 2279 2282 rBV5 6379 8086 0.16% 0.031%
49 17.067 2291 2294 2305 rVB10 34149 67799 1.34% 0.258%
50 17.143 2305 2307 2308 rBV2 8667 5950 0.12% 0.023%
51 17.231 2318 2322 2327 rBV6 9072 14519 0.29% 0.055%
52 17.366 2342 2345 2349 rBV6 6943 11992 0.24% 0.046%
53 17.431 2351 2356 2363 rBVS8 20916 42579 0.84% 0.162%
54 17.713 2397 2404 2416 rBV 545283 901882 17.84% 3.437%
55 17.819 2416 2422 2428 rBV2 29242 57559 1.14% 0.219%
56 18.042 2455 2460 2463 rBV7 8396 15241 0.30% 0.058%
57 18.253 2493 2496 2498 rBV4 7257 7873 0.16% 0.030%

58 18.565 2543 2549 2556 rBV2 481206 774942 15.33% 2.953%
59 18.641 2557 2562 2569 rVB 213201 330521 6.54% 1.259%
60 19.293 2669 2673 2682 rVB6 48933 77667 1.54% 0.296%

61 19.464 2698 2702 2710 rBV3 76235 113522 2.25% 0.433%
62 19.534 2711 2714 2719 rVB7 30696 44114 0.87% 0.168%
63 19.822 2758 2763 2773 rBV 422250 606104 11.99% 2.310%
64 20.040 2795 2800 2804 rBV2 135320 190826 3.78% 0.727%

65 20.087 2806 2808 2811 rBv4 26090 31461 0.62% 0.120%
66 20.292 2840 2843 2848 rVB7 42599 57155 1.13% 0.218%
67 20.351 2851 2853 2856 rBv4 34188 37147 0.73% 0.142%

68 20.510 2875 2880 2885 rVB6 93342 130553 2.58% 0.497%
69 20.563 2886 2889 2895 rBV 204526 291008 5.76% 1.109%
70 20.897 2943 2946 2950 rBV6 53945 78820 1.56% 0.300%
71 21.074 2972 2976 2986 rVB 291461 400966 7.93% 1.528%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample = 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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
Title

= Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M

= SVOA CALIBRATION

72 21.614 3063 3068 3074 rVB 344055 443054 8.77% 1.688%
73 21.767 3089 3094 3105 rVB2 302479 490445 9.70% 1.869%
74 21.885 3107 3114 3123 rVB 3328993 5054263 100.00% 19.259%
75 22.049 3135 3142 3151 rBV 580520 1065524 21.08% 4_.060%

76 22.196 3162 3167 3177 rVB 418374 674053 13.34% 2.568%
77 22.742 3256 3260 3265 rvVB2 152373 247573 4_.90% 0.943%
78 22.854 3273 3279 3289 rVB2 418467 789254 15.62% 3.007%
79 22.954 3289 3296 3308 rBvV4 661021 1820814 36.03% 6.938%
80 23.212 3334 3340 3345 rBV4 336075 721726 14.28% 2.750%

81 23.265 3346 3349 3361 rVB4 241009 446160 8.83% 1.700%
82 23.477 3380 3385 3388 rBV6 114085 213487 4.22% 0.813%
83 23.524 3388 3393 3401 rVV3 272567 672231 13.30% 2.562%
84 23.606 3401 3407 3415 rVB2 432272 855363 16.92% 3.259%
85 23.800 3436 3440 3449 rBV7 84800 223197 4.42% 0.850%

86 24.481 3548 3556 3574 rBV 412933 1046787 20.71% 3.989%
87 25.516 3724 3732 3736 rBV2 351503 891567 17.64% 3.397%
88 26.397 3877 3882 3888 rBV10 53303 125293 2.48% 0.477%
89 26.749 3932 3942 3954 rVB3 357105 1192486 23.59% 4.544%
90 27.466 4055 4064 4084 rVB5 167470 698679 13.82% 2.662%

91 28.230 4185 4194 4211 rVB4 188422 710932 14.07% 2.709%
92 28.688 4264 4272 4284 rVB5 131737 495747 9.81% 1.889%
93 30.016 4489 4498 4515 rVB5 123482 508002 10.05% 1.936%

Sum of corrected areas: 26243356
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
SVOA CALIBRATION

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

Abundance TIC: BG028319.D
3500000

3000000
2500000
2000000
1500000
1000000

500000
8.36 11.18

4.58 6.01 6.36 7.5268.90 || 9062 9.53 10.26 10.8(11.?11 12.58212195

T T T T
Time--> 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 13.00
Abundance TIC: BG028319.D

3500000

21188

3000000
2500000
2000000
1500000

22,
02.05
1000000 210 21 1_7 P2.20 22.8
17.71 18.56 1082 o 6, 107 ' k 22,44
B.64 19%3 ’fémﬁﬁ;,[ 0.4 AN ‘ lu
0147313 1[7.88.08.25 I i

500000

3343.3.75 141 ISRYHAEANTE

Time--> 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: BG028319.D

3500000

o

3000000

2500000

2000000

1500000

1000000

25.52 26.75

500000 27.47 28.23 7369 30.02

O

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propanenitrile, 3-[1-(3-die... Concentration Rank 23

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

15.74 4.47 ng/ul 176369 Acenaphthene-d10 14.96

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanenitrile, 3-[1-(3-diethyla... 262 C16H26N20 1000271-09-5 72
2 2-(Salicylideneamino)naphthalene 247 C17H13NO 001689-72-1 64
3 Phenol, 2,4,6-tris(1,1-dimethyle... 262 C18H300 000732-26-3 64
4 5,8-Dimethoxy-6-methyl-2-nitroso... 247 C13H13NO4 099316-37-7 64
5 Isophthalic acid, 2,4-dichloroph... 408 C21H22C1204 1000344-41-1 59
Abundance Scan 2068 (15.739 min): BG028319.D (-2061) (-) m/z 247.20 100.00%

247
5000
57
a1 262 15.40 15.60 15.80 16.00
80 94 128 231
Ol s B 089 BT . Tm/z 57.10  35.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112473: Propanenitrile, 3-[1-(3-diethylaminopropynyl)-1-c...
247
5000

15.40 15.60 15.80 16.00
m/z 248.20 18.31%

. 4155 77 91 110 134148163176190 208 235 | 262
M AN VR o s AN itk i SRR M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
247
i
15.40 15.60 15.80 16.00
5000 m/z 41.10 9.90%
127
oL 18 3851 64 77 95108 | 140154167 189202 217230
s ML . i .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112633: Phenol, 2,4,6-tris(1,1-dimethylethyl)- T
247 15.40 15.60 15.80 16.00
m/z 262.20 8.36%
5000
57
262
ol 27 94 116131 147160173 191205218231
e L Novah it Al H .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.56 17.19 ng/ul 774942 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Heptadecanoic acid 270 C17H3402 000506-12-7 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2548 (18.559 min): BG028319.D (-2543) (-) m/z 60.05 100.00%

5000

i

18.20 18.40 18.60 18.80
m/z 43.10 93.89%

04
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

N
[e2]
(=)

5000 129 LA L L L L L L L L L
83 18.20 18.40 18.60 18.80
m/z 57.10 93.77%
‘ H‘ ]*01 157 1g5 213 256
S 1Tl A
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
e EEARBREERE R
18.20 18.40 18.60 18.80
5000 256 m/z 73.10 86.53%
129
97 157 185 213
238
T e
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid R EEEEE e AR
43 73 18.20 18.40 18.60 18.80
m/z 55.10 78.02%
5000

-

| T T T T
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80

129
J \H\ \“J ?l: i ‘ 1§7 ‘ 185 213 256
L S B i

AN
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 3 Dibutyl phthalate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.64 7.33 ng/ul 330521 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibutyl phthalate 278 C16H2204 000084-74-2 90
2 1,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 90
3 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 83
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 83
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 83
Abundance Scan 2562 (18.641 min): BG028319.D (-2557) (-) m/z 149.00 100.00%
149
5000 H
e e
41 76 104 205 18.40 18.60 18.80 19.00
bt 129 ) L1 TUP224 298279 310 S84 | n/z 150.00  7.85%
m/z--> 50 100 150 200 250 300 350
Abundance #125787: Dibutyl phthalate
149
5000
18.40 18.60 18.80 19.00
m/z 41.10 7 .30%
56 76 104103 | q77 22 278
m/z--> 50 100 150 200 250 300 350
Abundance
149
' 18.40 18.60 18.80 19.00
5000 m/z 76.10 6.29%
. A 67 104103 223
m/z--> 50 100 150 200 250 300 350
Abundance #125900: 1,2-Benzenedicarboxylic acid, butyl 2-methylpropy...
149 18.40 18.60 18.80 19.00
m/z 104.10 5.19%
5000
oL At 76 104153 | 168 223 278
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 4 6-(Methylamino)phenanthren-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.46 2.52 ng/ul 113522 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-(Methylamino)phenanthren-3-ol 223 C15H13NO 098033-23-9 76
2 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 46
3 Propanedinitrile, [5-(dimethylam... 223 C14H13N3 131303-47-4 41
4 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 41
5 5-Amino-4-cyano-1-phenyl-3-pyraz... 223 C12H9N5 007152-40-1 38
Abundance Scan 2701 (19.458 min): BG028319.D (-2698) (-) m/z 223.10 100.00%
23
57
5000
152 178 NSRBI SRR S
113 135 195 243 267 19.20 19.40 19.60 19.80
o2 2B % nsz 57.10  69.08%
m/z--> 50 100 150 200 250 300 350
Abundance #80278: 6-(Methylamino)phenanthren-3-ol
223
5000 HURRUNAUSR BN SRR S
19.20 19.40 19.60 19.80
181 m/z 85.05 36.34%
0||||||||||:|I-2|7|‘Lu“:‘u‘u“"::::luuuu|||||
m/z--> 50 100 150 200 250 300 350
Abundance
223
19.20 19.40 19.60 19.80
5000 m/z 43.10 36.00%
167
51 75 101 125 150 195
O e o e e S A B St e T o R
m/z--> 50 100 150 200 250 300 350
Abundance #80193: Propanedinitrile, [5-(dimethylamino)-2,3-dihydro-1... R B n maE e e
223 19.20 19.40 19.60 19.80
m/z 71.10 31.79%
- M
oL 42 63 8o 115 1% 119 06
mz-> 50 100 150 200 250 300 350 119.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 5 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.82 13.44 ng/ul 606104 Phenanthrene-d10 17.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 78
Abundance Scan 2763 (19.822 min): BG028319.D (-2758) (-) m/z 43.10 100.00%
a8 73
5000
" 10.60 19.80 20.00 20.20
0 m/z 60.05 92.41%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
83 7
5000 129 HRR BN SRR SN B
19.60 19.80 20.00 20.20
‘ 97 185 a1 m/z 57.10 91.42%
0 |15| \‘I "“I I L. ‘M. u ‘.‘ 15\7 .‘ .“. \|2|13| L .‘ 2|6|5 .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 10.60 19.80 20.00 20.20
5000 m/z 73.10 87.48%
129 284
97 185 241
o 157 213 266
m/z--> éo 160 1éo 200 2%0 300 3%0
Abundance #131261: Octadecanoic acid
4 78 19.60 19.80 20.00 20.20
m/z 55.10 78.60%
5000 129
o1 185
241 284
T
0 e S R o e o E S
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 6 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.51 2.45 ng/ul 130553 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Isopropylamino-6-methyl-6,7-di... 234 C13H18N202 145220-69-5 38
2 2,5-Diphenyl-2,4-hexadiene 234 C18H18 016819-47-9 30
3 Retene 234 C18H18 000483-65-8 30
4 2,4,5-Trifluorobenzyl alcohol, b... 310 C16H17F30Si 1000376-06-7 25
5 Phenanthrene, 3,4,5,6-tetramethyl- 234 C18H18 007343-06-8 25
Abundance Scan 2880 (20.510 min): BG028319.D (-2875) (-) m/z 219.10 100.00%
300
5000
a 79 12 1Y w2 51 s || 2020 20140 20180 2080
o m/z 299.90 87.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #88931: 3-lsopropylamino-6-methyl-6,7-dihydro-9H-5-oxa-9-a...
219
5000
20.20 20.40 20.60 20.80
1 - m/z 234.10 68.45Y%
| 69 95 121 |
0..‘.”“.“‘.“‘2 .“l“..““.‘”.‘i‘.“...‘l‘. .‘.|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
234
20.20 20.40 20.60 20.80
5000 m/z 297.90 63.63%
105 204
143
27 51 17 178
mz-> 50 100 150 200 250 300 350 400 450
Abundance #89261: Retene
219 20.20 20.40 20.60 20.80
m/z 301.90 62.02%
5000
102 189
ot
m/z--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80

SOM-EPA-BG080217 .M Tue Aug 15 14:12:43 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.56 5.46 ng/ul 291008 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 N1-Tetrahydrofuran-2-ylmethyl-2-_._. 297 C13H16CIN30S 283155-62-4 86
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2889 (20.563 min): BG028319.D (-2886) (-) m/z 57.10 100.00%
57
5000 MAWWJ
85
113135155 20.20 20.40 20.60 20.80
Ol h 0332100 190 215236 268 208323 355 388 | /7 43.10  60.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 BB UAREE B
mmmmmmmm
113 m/z 71.10 46 .36%
29‘ 7141 160 282
ok, .“. 4 |“-”H‘ .‘h‘.hl .”l.“.l‘l“.‘ :!-97.2.2.5.%5:?...'....'....|
m/z--> 50 100 150 200 250 300 350
Abundance
43
84 140 20,20 20.40 20.60 20.80
5000 m/z 85.10 35.16%
297
111 159 214
o 63 182 238 264
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #48854: Dodecane, 2-methyl- R e EEaE L
57 20.20 20.40 20.60 20.80
m/z 55.10 21.02%
85
5000
29 141
‘ J113 ‘ 169
0..‘.‘.,“‘\ ....,.J..................., UMM
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.07 7.53 ng/ul 400966 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 92
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 76
4 Tridecane, l-iodo- 310 C13H271 035599-77-0 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 2975 (21.068 min): BG028319.D (-2972) (-) m/z 57.10 100.00%
g7
5000 \/\/\—(VA‘/"\/
85
J s | 50080 21100 21,20 2140
207 : : : :
Ol ek .d.-.~.-l,‘.1~.7.6. Or23iese S0 s %3 n/z 43.10 58.49%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 L BN UL SN IR
20.80 21.00 21.20 21.40
m/z 71.10 44 .03%
0 “‘\‘H‘\J3‘41 183 211239 267 296
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance
57
20,80 21.00 21.20 21.40
5000 m/z 85.10 34.89%
85
29
0 113 141 169197 226 \HhmﬂhuukqmuAvqumeﬂAbw
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #48835: Tridecane N EEE
57 20.80 21.00 21.20 21.40
m/z 55.10 30.96%
5000
85
29
o 11 113141 184
m/z--> 0 50 100 150 200 250 300 350 400 450 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.61 8.32 ng/ul 443054 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3067 (21.608 min): BG028319.D (-3063) (-) m/z 57.10 100.00%

5000

.

21.20 21.40 21.60 21.80 22.00
m/z 43.10 57.06%

o 113141169 209 250 281310336 386

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane

-

5000 85 Sadatni i tastifihn et
2120 2140 2160 2180 22.00

m/z 71.10 49_.24%

29
o }‘Lh‘ﬂﬁ3}ﬁ1;69197225253 205323 367
T T [ T A T A T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
R e
85 21.20 21.40 21.60 21.80 22.00
5000 m/z 85.10 38.24%
225
29 113
o 141169196 352
T T P e T T e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424: Heneicosane R EEEREREEEE
57 21.20 21.40 21.60 21.80 22.00
m/z 41.10 22 _.17%
5000 85
. 29 | f}3}f1}69197225253 296
T T T T [ T T e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.20 2140 21.60 21.80 22.00

SOM-EPA-BG080217 .M Tue Aug 15 14:12:46 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 10 unknown-02 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.77 9.21 ng/ul 490445 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Purin-2,6-dione, 1,3-dimethyl-8-_.. 342 C17H18N404 1000127-65-8 18
2 1H-Pyrazolobis(bbn)thiolium 342 C19H32B2N2S 1000159-71-4 15
3 Cyclopropanecarbonitrile, 1-(p-b... 340 C18H17BrN2 032589-49-4 14
4 Purin-2,6-dione, 1,3-dimethyl-8-... 342 C17H18N404 1000127-57-8 10
5 [4-(4-Hydroxy-phenyl)-piperazin-... 342 C19H22N202S 1000300-13-6 10
Abundance Scan 3095 (21.773 min): BG028319.D (-3089) (-) m/z 342.00 100.00%
77 342
50000 5 | 9 15 215 249
l | L
T e
21.40 21.60 21.80 22.00
ol d“ N l 0309 L JTAS97 430 4TS sz 77.10  82.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178044: Purin-2,6-dione, 1,3-dimethyl-8-[2-[3,5-dimethoxy...
342
5000 R SR R SRR
21140 21.60 21.80 22.00
m/z 109.10 49 _.69%
4 " 103 131 60 190 519242 270 311 1
0 ..“”“,““‘;“.“ IH" al...|.“...‘l‘.‘l.‘.lu‘.‘..“....l....l...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
342
81 123 187 232 21,40 21.60 21.80 22.00
5000{ 41 160 m/z 215.00 45 .26%
259 585309
L L L U UL DAL L WAL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176526: Cyclopropanecarbonitrile, 1-(p-bromophenyl)-2-[p-... T T T T T
342 21.40 21.60 21.80 22.00
m/z 249.00 41 .50%
5000
134
42 ‘ 185 217 261
OIH\‘\\JH hh“...“.luuuul'.”...luuuu T e e T
m/z--> 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00

SOM-EPA-BG080217 .M Tue Aug 15 14:12:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.20 12.65 ng/ul 674053 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 99
2 Hexacosane 366 C26H54 000630-01-3 93
3 Hexadecane 226 Cl16H34 000544-76-3 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 91
Abundance Scan 3168 (22.202 min): BG028319.D (-3162) (-) m/z 57.10 100.00%
5000 1
RIS SRS BN B
113141 21.80 22.00 22.20 22.40 22.60
o 183 217245 281 318 357 405 472 537 n/z 43.10 55 05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57
5000 USRI
85 21/80 22.00 22.20 22.40 22.60
m/z 71.10 47 .47%
0 ?9 ||| 118141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
21:80 22.00 22.20 22.40 22.60
5000 g5 m/z 85.10 39.80%
113
o 29 141169197225253 295 366
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83025: Hexadecane A B Ea e B
7 21.80 22.00 22.20 22.40 22.60
m/z 55.10 22.98%
5000 /
85
29
ol 41 ‘ }13141169197226
m/z--> % 100 150 200 250 300 350 400 450 500 21'80 22.00 22.20 22.40 22.60

SOM-EPA-BG080217 .M Tue Aug 15 14:12:47 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.85 14.81 ng/ul 789254 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Tetracosane 338 C24H50 000646-31-1 90
3 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 3278 (22.848 min): BG028319.D (-3273) (-) m/z 57.10 100.00%

5000 85

-

113 141 22.60 22.80 23.00 23.20
Ol A LT 109 207 239 275 310 343 382 422 477 Tnzz 43.10  55.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
T M—_/\W
71
5000 AR A BB B

22 60 22. 80 23 00 23 20
m/z 71.10 49_.37%

o 4 i T —

210
1?7‘155 182 239 267 296 323
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R e RUIMLERI
22.60 22.80 23.00 23.20
5000 a5 m/z 85.10 38.96%
29 113
0 141 169 197 225 253 281 309 338
T T T T e e e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105902: Dodecane, 4,9-dipropyl- A e AR R
57 22.60 22.80 23.00 23.20
m/z 55.10 22.60%
e MMJ\/\/\AMVWM
85
211
0 |113 155181 | 252
— e e AR A e
m/z--> 50 100 150 200 250 300 350 400 450 22 60 22. 80 23 00 23 20

SOM-EPA-BG080217 .M Tue Aug 15 14:12:48 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 14 Strychnidin-10-one, 2,3-dim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

'22.95 34.18 ng/ul 1820810  Chrysene-d12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 72
2 Ferrocene, 1,17,3,3"-tetrakis(l,... 410 C26H42Fe 001317-17-5 62
3 5-[(2-Hydroxyethyl)octadecylamin. .. 441 C27H55N03 1000185-08-9 53
4 9-Chloro-4,5-dihydro-4-[3,4,5-tr... 410 C22H19CIN204 1000212-48-1 38

5 Silane, diphenyl(4-biphenyloxy)p... 410 C27H2602Si 1000367-49-5 38
Abundance Scan 3295 (22.948 min): BG028319.D (-3289) (-) m/z 410.30 100.00%
57 41
5000
160 T e — e
91 1621 22.60 22.80 23.00 23.20
129 215 261 307 368
Ot a2 b £l 22T 17835 R 1} A5 n/z 57.10  89.19%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410
5000 363 L B o e e N R
22. 60 22. 80 23. 00 23.20
77 280 m/z 411.30 31.64%
154 7 107 13510 2032282?6 ‘ 308 335 “ ‘
o) Y Hh \u\‘ iy \\u \uh i |\| llw fdpah u\ \ﬂ bl L. " hhh b i \\h b, I HI T
m/z--> 0 50 100 150 200 250 300 3 O 400 450
Abundance
410
e e
22.60 22.80 23.00 23.20
5000 m/z 395.30 29.07%
266 338
0 29 56 105 134 162 198 233 308 380
T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #225174: 5-[(2-Hydroxyethyl)octadecylamino]pentanoic acid, ... R m e T
410 22.60 22.80 23.00 23.20
m/z 41.10 15.51%
5000
202
43 no 101129 1eg 326
0 4oLy | ‘ 238 282 P 365 [ | 44}0
i B L L B e e o e A Ba T o
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. 00 23.20

SOM-EPA-BG080217 .M Tue Aug 15 14:12:49 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 15 Phosphoric acid, tris(3-met... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
23.21 13.55 ng/ul 721726 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phosphoric
2 Phosphoric
3 Phosphoric
4 Phosphoric
5 Phosphoric

acid, tris(3-methylph... 368 C21H2104P
acid, tris(2-methylph... 368 C21H2104P
acid, tris(4-methylph... 368 C21H2104P
acid, tris(4-methylph... 368 C21H2104P
acid, tris(3-methylph... 368 C21H2104P

000563-04-2 98
000078-30-8 91
000078-32-0 90
000078-32-0 81
000563-04-2 55

Abundance Scan 3340 (23.212 min): BG028319.D (-3334) (-)
368
179
7
5000 107
243
39 15
o L ‘]? 1 JZ77305 341 | | 415 477 522
h IIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #195404: Phosphoric acid, tris(3-methylphenyl) ester
368
5000 o 165
65
‘ ‘ 243 277
ob \ n ﬂ“ 1128 \M\M S - < S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
91
165 368
65
5000
198 243
121 277
Ot b o A g
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #195405: Phosphoric acid, tris(4-methylphenyl) ester
368
5000
04
m/z-->

m/z 368.10 100.00%

22.80 23.00 23.20 23.40 23.60

m/z 179.10 72.67%

22. 80 23. 00 23 20 23. 40 23. 60

m/z 367.10 63 .54%

22.80 23.00 23.20 23.40 23.60

m/z 77.10 59.83%

22.80 23.00 23.20 23.40 23.60

m/z 91.10 55.47%

22. 80 23. 00 23 20 23. 40 23. 60

SOM-EPA-BG08021

7.M Tue Aug 15 14:12:49 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 16 unknown-03 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

23.27 8.37 ng/ul 446160 Chrysene-di12 22 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,8-Dimethylcarbazole 195 C14H13N 1000328-39-0 38
2 Carbazole, 3,4-dimethyl- 195 C14H13N 018992-72-8 38
3 Fluorenone oxime 195 C13H9NO 002157-52-0 38
4 Carbazole, 2,7-dimethyl- 195 C14H13N 018992-65-9 35
5 Carbazole, 1,6-dimethyl- 195 C14H13N 078787-77-6 35

Abundance Scan 3350 (23.271 min): BG028319.D (-3346) (-) m/z 195.10 100.00%

5

5000
57 83 201 321 354 23.00 23.20 23.40 23.60
0’ m/z 179.10 68.27%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57282: 1,8-Dimethylcarbazole
195
5000 LA L L L L L LB
23. 00 23 20 23. 40 23. 60
96 m/z 382.10 23.25%
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
195
23.00 23.20 23.40 23.60
5000 m/z 193.10 21.94%
50 77 113139'%
O A A e ey
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57248: Fluorenone oxime A EEEEEEEE L
195 23.00 23.20 23.40 23.60
m/z 261.10 16.55%
5000
151
ol 30 70 113
e e LA RS B St
m/z--> 50 100 150 200 250 300 350 400 450 500 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 17 Phosphoric acid, tris(2-met... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

'23.48  4.01 ng/ul 213487  Chrysene-di2 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phosphoric
2 Phosphoric
3 Phosphoric
4 Phosphoric
5 Phosphoric

acid, tris(2-methylph... 368 C21H2104P
acid, tris(4-methylph... 368 C21H2104P
acid, tris(4-methylph... 368 C21H2104P
acid, tris(3-methylph... 368 C21H2104P
acid, tris(3-methylph... 368 C21H2104P

000078-30-8 58
000078-32-0 42
000078-32-0 38
000563-04-2 38
000563-04-2 35

Abundance Scan 3386 (23.483 min): BG028319.D (-3380) (-) m/z 179.10 100.00%
91
5000
65 L e e e R
4 275 319 am 23.20 23.40 23.60 23.80
(o} m/z 368.10 79.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #195406: Phosphoric acid, tris(2-methylphenyl) ester
91
165 368
65
5000
198 243 23.20 23.40 23.60 23.80
‘ m/z 382.10 68.81%
277
0 ..1¥Wﬂm e &?{1?%W um\.. .J“l.h ; t ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
368
23.20 23.40 23.60 23.80
5000 47 107 m/z 91.10 59.20%
165
198 243
51
ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #195405: Phosphoric acid, tris(4-methylphenyl) ester T
368 23.20 23.40 23.60 23.80
m/z 77.10 54 _.22%
5000 107
7
165
198 261
39
IO O I I N N N N . e
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 18 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.52 12.62 ng/ul 672231 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stilbene, 4-amino- (E)- 195 C14H13N 004309-66-4 38
2 9-Anthracenamine, 9,10-dihydro- 195 C14H13N 097825-91-7 38
3 Carbazole, 3,6-dimethyl- 195 C14H13N 005599-50-8 38
4 Carbazole, 2,5-dimethyl- 195 C14H13N 078787-79-8 38
5 2(2-Pyridyl)benzimidazole 195 C12H9N3 001137-68-4 38
Abundance Scan 3392 (23.518 min): BG028319.D (-3388) (-) m/z 179.10 100.00%
179
5000
77
I 2 23120 2340 2360 2380 |
39 34 211 247275 . . . .
Ol gkt .‘,Jl. B s FAT717, 316345 | 415 460 528 7519510 91.06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57287: Stilbene, 4-amino- (E)-
195
5000 N RS IR
23.20 23.40 23.60 23.80
m/z 77.10 27 .36%
30 65 93 128 165
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4éo 560
Abundance
195
23.20 2340 23.60 23.80
5000 m/z 91.10 25.00%
165
ol27 6389 139
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo 560
Abundance #57291: Carbazole, 3,6-dimethyl- R e R
195 23.20 23.40 23.60 23.80
m/z 382.15 19.83%
5000
63 89115 152
m/z--> 55 160 1%0 260 2%0 360 3éo 460 4éo 560 23.20 23.40 23.60 23.80

SOM-EPA-BG080217 .M Tue Aug 15 14:12:52 2017 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.61 16.06 ng/ul 855363 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 3408 (23.612 min): BG028319.D (-3401) (-) m/z 57.10 100.00%

57
5000

185
13 23.20 23.40 23.60 23.80 24.00
141169197
Ol b 1,11 ool 239267 309337365395429 0 "m/z 43.10 54.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57
5000 85 LA L L L L L L L L
23 20 23. 40 23. 60 23. 80 24, OO
- m/z 71.10 46.90%
o “ | | 13141169197205253281309337365394
B L B e e s B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
L A RS,
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 85.10 38.34%
113
0 141 182311 252281309337
[ T T T T T e o e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane R e AR AR
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 26.48%
o T MMWMA»W
29
o1 f}3141169197225253 2%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 20 23. 40 23. 60 23. 80 24. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 20 unknown-05 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

23.80 4.19 ng/ul 223197 Chrysene-di12 22.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Bis(trimethylsilyl)-1,3-buta... 194 C10H18Si2 004526-07-2 38
2 27,47 -Dimethoxy-3"-methylpropiop... 208 C12H1603 077942-13-3 38
3 Benzoic acid trimethylsilyl ester 194 C10H1402Si 002078-12-8 35
4 Silane, trimethyl(1-phenylethoxy)- 194 C11H180Si 014856-75-8 35
5 Benzo[f]quinoline 179 C13H9N 000085-02-9 30

Abundance Scan 3440 (23.800 min): BG028319.D (-3436) (-) m/z 179.10 100.00%

179

5000

Ay

108
39 I \ 1 m }‘9153 23. 40 23. 60 23. 80 24 00 24. 20
N s o e AT m/z 195.10 69.85%

m/z--> 5 100 150 200 250 300 350 400
Abundance #55867: 1,4-Bis(trimethylsilyl)-1,3-butadiyne
179

5000 e N REEEEREE RS
23. 40 23. 60 23. 80 24 00 24. 20

m/z 77.10 29.67%

43 73 97121 149 | |

oot e
m/z--> 50 100 150 200 250 300 350 400
Abundance
179
R
23.40 23.60 23.80 24.00 24.20
5000 m/z 91.10 28.15%
29 65 91 136 208
ool A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #55854: Benzoic acid trimethylsilyl ester A BT
105 179 23.40 23.60 23.80 24.00 24.20
77 135 m/z 382.10 24 _00%
5000
51
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .48 23.48 ng/ul 1046790 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3556 (24.481 min): BG028319.D (-3548) (-) m/z 57.10 100.00%
UL BN SR SUNRE
113 24.20 24.40 24.60 24.80
141
o 169 211 239 280303 349372395 461 n/z 43.10 51.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane
57
5000 UL AN BN BRI SUNRE
g5 24.20 24.40 24.60 24.80
29 m/z 71.10 49 _.52%
o L1y J 113 141 169 197 226
RN SUELELEL WAL AR SURLELELE SN DRLELELN UURLELEL SN B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
85 2420 2440 24.60 24.80
5000 m/z 85.10 37.76%
113
. 29 141 169 197 225 953 282
mz-> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane R R R R S S
7 24.20 24.40 24.60 24.80
m/z 55.10 23.02%
= M/\M\WMN
85
29| 113 141 169 197
obid b 7,199 197 225 253 280 309351 379 407 436 __ —
m/z--> 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 22 1-lodoundecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.52 20.00 ng/ul 891567 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23l1 004282-44-4 90
2 Hexacosane 366 C26H54 000630-01-3 89
3 Eicosane, 3-methyl- 296 C21H44 006418-46-8 89
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
Abundance Scan 3733 (25.521 min): BG028319.D (-3724) (-) m/z 57.10 100.00%
57
5000
85 P e ]\kww
II113 141169 207 2392T4 297322348 379 414 470 2520 2540 25'60 2580 )
O e e T R AL R m/z 43.10 51.15%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #128607: 1-lodoundecane
57
5000 85 LR B B B DU
%m%m%m%m
29 m/z 71.10 49 .35%
ol 11 113 1‘ 183211 282
miz--> 0 §o 160 1éo 200 250 300 3éo 460 4éo
Abundance
57
25.20 25.40 25.60 25.80
5000 a5 m/z 85.10 38.80%
113
o 29 141169 197 225253 295 366
miz--> 0 §o 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #141428: Eicosane, 3-methyl- i B R aa s B
57 25.20 25.40 25.60 25.80
m/z 55.10 29.57%
5000
85
0 ‘IHMmm7m@m
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo ' 2520 2540 2560 2580 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 23 unknown-06 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
26.40 2.81 ng/ul 125293 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:A-Friedoolean-6-ene 410 C30H50 056588-25-1 38
2 Stigmastane 400 C29H52 000601-58-1 38
3 Butanoic acid, 3-oxo-2-(phenylme... 218 C13H1403 000620-80-4 35
4 Ethanone, 1-(1l-ethyl-1H-pyrazol-... 138 C7H10N20 1000316-95-0 30
5 Olean-12-ene 410 C30H50 000471-68-1 25
Abundance Scan 3883 (26.403 min): BG028319.D (-3877) (-) m/z 95.10 100.00%

5000

26.00 26.20 26.40 26.60 26.80

0 m/z 57.10 98.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215943: D:A-Friedoolean-6-ene
218
95
69 21
5000 NI L L L L L L
41 177 26.00 26.20 26.40 26.60 26.80
49 395 m/z 217.20 73.68%
43 273
o 299 339367
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
217
43
R S R
149 26.00 26.20 26.40 26.60 26.80
5000 g1 109 m/z 43.10 72.26%
400
o o 259 290317343370
LA e e e B e B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75706: Butanoic acid, 3-oxo-2-(phenylmethylene)-, ethyl este L e e e e
218 26.00 26.20 26.40 26.60 26.80
m/z 218.20 66.18%
43 131
5000
103 173
77 L
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.75 26.75 ng/ul 1192490 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 97
2 Hexacosane 366 C26H54 000630-01-3 93
3 Hexadecane 226 Cl16H34 000544-76-3 93
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 93
Abundance Scan 3942 (26.749 min): BG028319.D (-3932) (-) m/z 57.10 100.00%
LN U BRI
113 141 26.40 26.60 26.80 27.00
o 169 211 239265289 315 347 385 423448 n/z 71.10 53 . 51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 AUV AN
85 26,40 26.60 26.80 27.00
m/z 43.10 51.30%
0 2?‘ | 13141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
26.40 26.60 26.80 27.00
5000 g5 m/z 85.10 40.29%
113
o 29 141 169 197 225 253 295 366
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane B E e e e
7 26.40 26.60 26.80 27.00
m/z 55.10 21.83%
- VWMPWNM&NMw”/\\Aw*¢w~w~vmm
85
29
ol ‘ J 113 141 169 197 226
IIIII""I""I""IIIII rrrrrrTrTrTrT T T TT T T T T AR A
m/z--> 50 100 150 200 250 300 350 400 450 26,40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 25 28-Nor-17.beta.(H)-hopane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27 .47 15.67 ng/ul 698679 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 62
2 Baccharane 414 C30H54 036441-74-4 42
3 Phenol, 3,5-bis(1l,1-dimethylethyl)- 206 C14H220 001138-52-9 41
4 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
Abundance Scan 4065 (27.472 min): BG028319.D (-4055) (-) m/z 191.15 100.00%
191
5000 55 95
123 163 R AR SN B DA

17245 280 336 383 415 451 27.20 27.40 27.60 27.80
o} ‘wamﬁﬁﬂ m/z 95.10 44 .21%

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

Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LA L L L L L L LB
100, , 27.20 27.40 27.60 27.80
135 398 m/z 55.10 44.20%
163 | 217 260 355
O ,“‘a‘ ‘.M“.N‘. ‘} .‘.““. P 328 e .‘.‘, e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
191
69 N B EE
95 27.20 27.40 27.60 27.80
5000 43 123 414 m/z 177.10 39.61%
150 220 329
261 303 | 357
o\ IR T E LY N TS PSS e Gt SO . NN S HE—
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #66112: Phenol, 3,5-bis(1,1-dimethylethyl)- N B EE
191 27.20 27.40 27.60 27.80
m/z 81.10 32.09%
57
5000
2 ‘ 91 1351443
o e O DOV el B S e
m/z--> 0 50 100 150 200 250 300 350 400 450 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.23 15.95 ng/ul 710932 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 83
3 Tetratetracontane 619 C44H90 007098-22-8 81
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 80
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 80
Abundance Scan 4194 (28.230 min): BG028319.D (-4185) (-) m/z 57.10 100.00%

5000

i

99
135169 219253 309341 383421 504 28.00 28.20 28.40 28.60

0 m/z 71.10 45 _.38%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000 LA L L L L LB

28. OO 28 20 28. 40 28. 60
99 m/z 43.10 42 .00%

”d 141 183 205 281 337 394

O P A e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
L B e R
28.00 28.20 28.40 28.60
5000 m/z 85.10 31.56%
9 225
o 141 4g3
T A e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R e e REmma L
57 28.00 28.20 28.40 28.60
m/z 55.10 18.96%
>0 kwMnmwmhwvvvﬂﬁ\mwmuvvmnxﬂrx

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 28. OO 28 20 28. 40 28. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 27 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
28.69 11.12 ng/ul 495747 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 64
2 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 52
3 Oxirane, [[4-(1,1-dimethylethyl)... 206 C13H1802 003101-60-8 50
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 50
5 6-Fluoro-2-trifluoromethylbenzoi... 360 C20H12F402 1000343-74-5 47
Abundance Scan 4272 (28.688 min): BG028319.D (-4264) (-) m/z 191.15 100.00%
191
5000
397 28.40 28.60 28.80 29.00
o 241269 303 341370397 428456 489 77 95 10 36730
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 LI UL UL LN B
28140 28.60 28.80 29.00
123149 m/z 67.10 27 .04%
OIII\I“IIMIHMM\\“\M‘ ‘::::||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
191
' 28.40 28.60 28.80 29.00
5000 m/z 69.10 25 .55%
136
18 51 77104 164
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66019: Oxirane, [[4-(1,1-dimethylethyl)phenoxy]methy!]- R EEREEE SRS R
191 28.40 28.60 28.80 29.00
m/z 81.10 23.50%
5000 135
107
mz-> 0 50 100 150 200 250 300 350 400 450 500 28140 28.60 28.80 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample : 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .M
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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
30.02 11.40 ng/ul 508002 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Docosane, 9-octyl- 422 C30H62 055319-83-0 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 81
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 80
Abundance Scan 4499 (30.022 min): BG028319.D (-4489) (-) m/z 57.10 100.00%

5000

%

29.80 30.00 30.20 30.40
m/z 71.10 49 _57%

113 155

o 207 247 281 325 371399 432 470

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane

539

5

85
5000 R e R ma s o)
29. 80 30 00 30. 20 30 40

m/z 43.10 45.08%

19 “ﬁ 141169197 268

o
TN
8

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
R B e
29.80 30.00 30.20 30.40
5000 71 m/z 85.10 41.40%
99 238 309
o 127155183211 280 | 337364393422
T T T [T e T T P T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane BREmEEEs o
29.80 30.00 30.20 30.40
m/z 55.10 23.87%
5000 & WWWWM/M

| 1314116197225 253281309337 365394
mz--> 50 100 150 200 250 300 350 400 450 500 29.80 30.00 30.20 30.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081417\
Data File : BG028319.D

Acq On : 14 Aug 2017 19:25

Operator : SJ/JU

Sample = 14521-04DL 10X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
Propanenitrile, 3... 15.74 4.5 ng/ul 176369 3 14.96 788766 20.0
n-Hexadecanoic acid 18.56 17.2 ng/ul 774942 4 17.71 901882 20.0
Dibutyl phthalate 18.64 7.3 ng/ul 330521 4 17.71 901882 20.0
6-(Methylamino)ph... 19.46 2.5 ng/ul 113522 4 17.71 901882 20.0
Octadecanoic acid 19.82 13.4 ng/ul 606104 4 17.71 901882 20.0
unknown-01 20.51 2.5 ng/ul 130553 5 22.05 1065520 20.0
(DEL) Alkane: Str... 20.56 5.5 ng/ul 291008 5 22.05 1065520 20.0
(DEL) Alkane: Str... 21.07 7.5 ng/ul 400966 5 22.05 1065520 20.0
(DEL) Alkane: Str... 21.61 8.3 ng/ul 443054 5 22.05 1065520 20.0
unknown-02 21.77 9.2 ng/ul 490445 5 22.05 1065520 20.0
(DEL) Alkane: Str... 22.20 12.7 ng/ul 674053 5 22.05 1065520 20.0
(DEL) Alkane: Str... 22.85 14.8 ng/ul 789254 5 22.05 1065520 20.0
Strychnidin-10-on... 22.95 34.2 ng/ul 1820810 5 22.05 1065520 20.0
Phosphoric acid, ... 23.21 13.6 ng/ul 721726 5 22.05 1065520 20.0
unknown-03 23.27 8.4 ng/ul 446160 5 22.05 1065520 20.0
Phosphoric acid, ... 23.48 4.0 ng/ul 213487 5 22.05 1065520 20.0
unknown-04 23.52 12.6 ng/ul 672231 5 22.05 1065520 20.0
(DEL) Alkane: Str... 23.61 16.1 ng/ul 855363 5 22.05 1065520 20.0
unknown-05 23.80 4.2 ng/ul 223197 5 22.05 1065520 20.0
(DEL) Alkane: Str... 24.48 23.5 ng/ul 1046790 6 25.57 891567 20.0
1-lodoundecane 25.52 20.0 ng/ul 891567 6 25.57 891567 20.0
unknown-06 26.40 2.8 ng/ul 125293 6 25.57 891567 20.0
(DEL) Alkane: Str... 26.75 26.8 ng/ul 1192490 6 25.57 891567 20.0
28-Nor-17 .beta.(H... 27.47 15.7 ng/ul 698679 6 25.57 891567 20.0
(DEL) Alkane: Str... 28.23 15.9 ng/ul 710932 6 25.57 891567 20.0
2,4,5,5,8a-Pentam... 28.69 11.1 ng/ul 495747 6 25.57 891567 20.0
(DEL) Alkane: Str... 30.02 11.4 ng/ul 508002 6 25.57 891567 20.0
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