LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG011817 .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.494 105 111 119 rBvV6 21753 37354 1.01% 0.094%
2 3.799 158 163 166 rVB6 5889 11015 0.30% 0.028%
3 4_.351 251 257 260 rBV5 6567 14496 0.39% 0.036%
4 5.374 430 431 442 rVB6 5361 12049 0.33% 0.030%
5 5.673 480 482 488 rVB6 7972 9828 0.27% 0.025%
6 6.279 582 585 588 rvv4 6572 10077 0.27% 0.025%
7 6.384 599 603 607 rVB6 6945 12140 0.33% 0.030%
8 6.725 657 661 667 rVB6 5276 10986 0.30% 0.028%
9 6.884 684 688 693 rVB6 5291 10633 0.29% 0.027%
10 7.336 760 765 779 rBV3 86031 220814 5.96% 0.554%

11 7.483 784 790 803 rVB 286376 514955 13.90% 1.293%
12 7.700 818 827 841 rvVv 313228 618161 16.68% 1.552%

13 7.900 857 861 865 rvB4 6957 12008 0.32% 0.030%
14 8.012 877 880 886 rvB5 4472 9928 0.27% 0.025%
15 8.170 899 907 924 rBv2 278860 623460 16.83% 1.566%
16 8.370 935 941 948 rVB7 5062 9873 0.27% 0.025%
17 8.887 1022 1029 1047 rBv2 251993 546070 14.74% 1.371%
18 9.016 1049 1051 1058 rvVvB4 14212 20497 0.55% 0.051%
19 9.275 1087 1095 1100 rBv4 35385 80601 2.18% 0.202%

20 9.351 1100 1108 1126 rVVv 415405 818176 22.08% 2.054%

21 10.080 1221 1232 1246 rBV2 359228 727726 19.64% 1.827%

22 10.262 1261 1263 1271 rVB4 7614 10786 0.29% 0.027%
23 10.385 1280 1284 1287 rBV3 8965 15302 0.41% 0.038%
24 10.632 1318 1326 1344 rBV 360785 944330 25.49% 2.371%
25 10.826 1357 1359 1366 rBV6 9040 13629 0.37% 0.034%
26 10.920 1368 1375 1380 rBV6 8715 27293 0.74% 0.069%
27 10.991 1380 1387 1404 rVB 407699 828855 22.37% 2.081%
28 11.179 1414 1419 1429 rVB10 14655 40882 1.10% 0.103%
29 11.566 1484 1485 1495 rVB3 5363 10172 0.27% 0.026%
30 11.696 1501 1507 1509 rBV5 8337 13790 0.37% 0.035%
31 12.307 1605 1611 1622 rVV4 55520 130688 3.53% 0.328%
32 12.389 1622 1625 1635 rVB6 8072 19703 0.53% 0.049%
33 12.783 1688 1692 1696 rVB5 6358 10164 0.27% 0.026%
34 12.883 1706 1709 1716 rVB7 5513 10220 0.28% 0.026%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG011817.M

Title = SVOA CALIBRATION

35 13.135 1736 1752 1758 rBV6 29154 74618 2.01% 0.187%
36 13.382 1788 1794 1799 rBvV4 54247 84113 2.27% 0.211%
37 13.652 1835 1840 1843 rBV6 10848 17581 0.47% 0.044%
38 13.776 1855 1861 1865 rBV5 20323 40240 1.09% 0.101%
39 14.069 1907 1911 1917 rVB6 9761 17849 0.48% 0.045%

40 14.193 1922 1932 1946 rBV 1060739 1635890 44.15% 4.108%

41 14.322 1952 1954 1960 rVB4 5808 10358 0.28% 0.026%
42 14.498 1973 1984 1993 rVB 1079806 1754761 47.36% 4._.406%
43 14.798 2023 2035 2044 rBVY 717931 1201744 32.43% 3.018%
44 15.074 2076 2082 2094 rBV4 52284 171157 4.62% 0.430%
45 15.180 2094 2100 2114 rVB4 90593 190299 5.14% 0.478%

46 15.450 2139 2146 2153 rVBS8 14911 34473 0.93% 0.087%
47 15.515 2153 2157 2165 rVV5 27238 59383 1.60% 0.149%
48 15.585 2165 2169 2179 rVBS8 20047 33799 0.91% 0.085%

49 15.785 2196 2203 2214 rBV 1443396 2322435 62.68% 5.832%
50 15.932 2222 2228 2241 rBV2 470295 921004 24.86% 2.313%

51 16.138 2260 2263 2267 rVB6 10151 12878 0.35% 0.032%
52 16.296 2284 2290 2294 rBV2 23628 38597 1.04% 0.097%
53 16.349 2294 2299 2306 rVB 41258 53972 1.46% 0.136%
54 16.913 2389 2395 2403 rBV9 14853 30846 0.83% 0.077%
55 17.101 2423 2427 2436 rVBS8 14073 25821 0.70% 0.065%
56 17.242 2444 2451 2454 rBVS8 7177 14265 0.38% 0.036%
57 17.301 2454 2461 2466 rBV5 26501 55753 1.50% 0.140%

58 17.542 2495 2502 2511 rVB 958712 1514270 40.87% 3.802%
59 17.642 2511 2519 2531 rBV 1594668 2698121 72.82% 6.775%
60 17.765 2535 2540 2544 rBV 160202 205850 5.56% 0.517%

61 17.818 2544 2549 2556 rVB 309538 384042 10.36% 0.964%
62 18.170 2601 2609 2616 rBV2 300386 414207 11.18% 1.040%

63 18.253 2621 2623 2630 rVB7 7729 11416 0.31% 0.029%
64 18.341 2633 2638 2644 rBVS 9002 21704 0.59% 0.054%
65 18.458 2655 2658 2664 rBv4 10257 21404 0.58% 0.054%
66 18.517 2664 2668 2672 rVV6 10636 17795 0.48% 0.045%
67 18.652 2688 2691 2695 rBv4 15868 15616 0.42% 0.039%
68 18.834 2721 2722 2730 rBV7 5270 10256 0.28% 0.026%
69 18.911 2730 2735 2739 rVB7 10206 19146 0.52% 0.048%
70 18.993 2740 2749 2752 rBV10 16534 29143 0.79% 0.073%

71 19.069 2756 2762 2766 rBV 105934 137805 3.72% 0.346%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\SOMO02.2-EPA-BG011817.M

Title = SVOA CALIBRATION

72 19.116 2766 2770 2780 rVB 239078 287919 7.77% 0.723%
73 19.563 2841 2846 2852 rBV2 30756 52027 1.40% 0.131%
74 19.604 2852 2853 2858 rBV3 8668 11450 0.31% 0.029%
75 19.651 2858 2861 2864 rBV5 7084 10533 0.28% 0.026%
76 19.810 2885 2888 2894 rVB3 26904 36186 0.98% 0.091%
77 19.921 2894 2907 2921 rBV2 2391578 3705323 100.00% 9.304%
78 20.133 2940 2943 2946 rBvV4 10014 11120 0.30% 0.028%

79 20.180 2946 2951 2954 rVvVv 853469 929649 25.09% 2.334%
80 20.221 2954 2958 2963 rVB 1578191 1806079 48.74% 4 _535%

81 20.914 3072 3076 3080 rBV7 20902 40247 1.09% 0.101%
82 21.173 3114 3120 3123 rBV2 344876 422835 11.41% 1.062%
83 21.208 3123 3126 3134 rVB 663680 806490 21.77% 2.025%
84 21.831 3226 3232 3242 rBV 1149961 2067394 55.80% 5.191%
85 21.948 3249 3252 3256 rVB6 29556 31316 0.85% 0.079%

86 22.042 3265 3268 3272 rBV6 19535 26362 0.71% 0.066%
87 22.289 3304 3310 3314 rBV2 185327 261477 7.06% 0.657%
88 22.336 3314 3318 3325 rVB 334722 504646 13.62% 1.267%
89 23.217 3462 3468 3473 rBV3 90385 174141 4._.70% 0.437%
90 23.282 3473 3479 3487 rVB2 248637 479189 12.93% 1.203%

91 23.723 3548 3554 3559 rBV2 155064 310535 8.38% 0.780%
92 23.787 3559 3565 3573 rVB3 301829 630528 17.02% 1.583%
93 24.093 3612 3617 3626 rVB7 55802 126028 3.40% 0.316%
94 24.904 3748 3755 3757 rBV7 23727 52534 1.42% 0.132%
95 24.974 3757 3767 3778 rVVv2 1238933 3566785 96.26% 8.956%

96 25.074 3779 3784 3794 rVB4 64908 158313 4.27% 0.398%
97 25.209 3796 3807 3822 rVB2 604262 2013589 54.34% 5.056%
98 26.232 3973 3981 3991 rVBS8 66248 209282 5.65% 0.526%
99 27.277 4150 4159 4165 rBVS8 39693 122713 3.31% 0.308%
100 27.618 4210 4217 4232 rVB7 71214 259991 7.02% 0.653%

Sum of corrected areas: 39823953
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

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

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG025730.D
2000000
1500000
1000000
500000 9.35 1008 10.6310.99
| 3.49380 4.35 537567 6@836.5388 i\ |\ 7801 8.3 048 1069 104X 18111570 19533917
Time-> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025730.D
19092
2000000
17.64 20.22
1500000 15.79
21.83
14.184.50
1000000
14.80
500000 15.93
Gz%ﬂ@%wm , 189 gams J\Le@a'é‘ﬁ 1691053 ‘
|||||||||||||||||||||||||||||||||| mﬁwﬁmﬁwﬁm
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG025730.D
2000000
1500000
24.97
1000000
25.21
500000 ya8 23.79
a3by 232
: 24.09 24 26.23 27.287.62
o AN A
e M N
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\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Phenol, 2-methoxy- Concentration Rank 14

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

9.28 2.59 ng/ul 80601 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 93
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 90
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 70
4 Phenol. 2-methoxv- 124 C7H802 000090-05-1 62
5 Mequinol 124 C7H802 000150-76-5 52

Abundance Scan 1096 (9.281 min): BG025730.D (-1087) (-) m/z 81.00 100.00%
81.0
124.1
5000
43 207.0 9.00 9.20 9.40 9.60
172.3207.0  260.0 3155 . : : : '
A L TESTUCT 2000 8158 405 /7 109.00  94.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10417: Phenol, 2-methoxy-
109.0
5000
9.00 9.20 9.40 9.60
53.0 m/z 124.10 59.96%
1?9ﬂﬂ“ﬁm., ) UL U s S g B S B
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0
9.00 9.20 9.40 9.60
5000 m/z 53.10 26 .66%
53.0
15.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #10419: Phenol, 2-methoxy-
109.0 9.00 9.20 9.40 9.60
m/z 50.00 18.79%
5000
53.0
18Q | T
m/z--> 50 100 150 200 250 300 350 400 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 Octanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.18 3.17 ng/ul 190299 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 64
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 59
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 3.4-Altrosan 162 C6H1005 1000129-76-4 53
5 Heptanoic acid 130 C7H1402 000111-14-8 53
Abundance Scan 2100 (15.180 min): BG025730.D (-2094) (-) m/z 60.10 100.00%
6d.1
5000
4572 14.80 15.00 15.20 15.40
M80 /7 73.10 82.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20839: Octanoic acid
60.0
5000
14.80 15.00 15.20 15.40
‘ 1010 m/z 55.10  60.80%
W) o
m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance
60.0
14.80 15.00 15.20 15.40
0
5000 185.0 m/z 43.05 51.20%
129.0 264.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0 14.80 15.00 15.20 15.40
m/z 57.10 46.24%
5000 29
129'0171 0214.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.77 2.72 ng/ul 205850 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 40
2 Octanoic acid. 2-formvl-4.6-dich... 316 C15H18CI1203 1000330-95-4 38
3 Diethvimalonic acid. 3.4-difluor... 328 C17H22F204 1000369-32-3 37
4 1.2-Benzenediol. o-octanovl-o"-p... 320 C19H2804 1000325-86-8 35
5 Octanoic acid, 2,3-dichloropheny... 288 C14H18C1202 1000330-95-3 32
Abundance Scan 2541 (17.771 min): BG025730.D (-2535) (-) m/z 43.10 100.00%
431
127.1
5000
84.0 229.2 17.40 17.60 17.80 18.00
. .J,.-». o dd ,[.1.77.'?, b 2Ll 12 4630 | h/z 57.05  72.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #97353: Octanethioic acid, S-hexyl ester
57.0 127.0
5000
17.40 17.60 17.80 18.00
m/z 127.10 70.21%
L, 1184.0  244.0
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance
57.0 127.0
17.40 17.60 17.80 1800
5000 m/z 55.10 23.23%
190.0 316.0
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance #167264: Diethylmalonic acid, 3,4-difluorobenzyl propy! ester
127.0 17.40 17.60 17.80 18.00
m/z 159.00 20.09%
5000
69.0
29 1 H | | 1850 269.0 328.0
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&1;0 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.82 5.07 ng/ul 384042 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetvilthiazole 127 C5H5NOS 024295-03-2 9
2 2-Acetvilthiazole 127 C5H5NOS 024295-03-2 9
3 9.12.15-Octadecatrienoic acid. 2... 436 C25H4006 055320-02-0 9
4 3-(Bromoimino)-1.5.5-trimethvl-2... 306 C12H11BrN40 1000326-98-8 9
5 D-Glucitol, 1,4-anhydro-, tetraa... 332 C14H2009 053905-78-5 9

Abundance Scan 2549 (17.818 min): BG025730.D (-2544) (-) m/z 43.10 100.00%

43.1
5000 127.1

i 84.1 1760 17.80 18.00 18.20
71.0 229.1
hdiad PO 2291 3074 3504 4186 48485269 s 157 05 42,960
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #11720: 2-Acetylthiazole
43.0
5000 R e o B
127.0 17.60 17.80 18.00 18.20

m/z 57.10 34 .24%

1=

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
17.60 17.80 18.00 18.20
5000 m/z 159.05 15.43%
99.0
e i B i B N B A B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223729: 9,12,15-Octadecatrienoic acid, 2,3-bis(acetyloxy)...
43.0 17.60 17.80 18.00 18.20
m/z 41.10 10.70%
5000
Js&o 0
B L —
m/z--> 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.47 ng/ul 414207 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 95
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 50
3 Benzeneacetonitrile. .alpha.-(ph... 205 C15H11N 016610-80-3 35
4 2H-1-Benzopvran. 6.7-dimethoxv-2... 220 C13H1603 000644-06-4 30
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 30
Abundance Scan 2609 (18.170 min): BG025730.D (-2601) (-) m/z 57.10 100.00%
205.1
5000
261.1
17.80 18.00 18.20 18.40
351.0 4012 503 "m/z 205.10 90.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0 B
5000 PR BN SR SRR
17.80 18.00 18.20 18.40
m/z 175.10 62.10%
‘ 09.0 161. 261.0
Ji I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
17.80 18.00 18.20 18.40
5000 m/z 217.20 56.18%
205.0
109.0 161.0 261.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #65307: Benzeneacetonitrile, .alpha.-(phenylmethylene)-, (E)- R e e N e
205.0 17.80 18.00 18.20 18.40
m/z 41.10 53.35%
5000
mg 290 15
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:24 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 unknown-03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.12 3.80 ng/ul 287919 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2.4(3H)-dione. 3-acetvl... 200 C9H1205 1000318-74-8 38
2 Eicosanoic acid. 2-(acetvloxy)-1... 470 C27H5006 055429-68-0 27
3 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 25
4 Eicosanoic acid. 2.3-bis(Cacetvlo... 470 C27H5006 055429-67-9 25
5 9,12-0Octadecadienoic acid (Z,2)-... 438 C25H4206 055320-04-2 16
Abundance Scan 2771 (19.122 min): BG025730.D (-2766) (-) m/z 43.10 100.00%

43.1
5000 155.1

18 80 19. 00 19 20 19. 40

‘ 227.1
...,JL.L.J.,....J,..'..,....,.2?.1.1...3.5,2.‘?..,....,....,..?.4?.8 m/z 155.10 40.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61671: 2H-Pyran-2,4(3H)-dione, 3-acetyl-6-ethoxydihydro-
43.0
5000
155.0 18.80 19.00 19.20 19.40

m/z 159.10 23 .39%

98.0
M | 200.0
N
miz--> 50 100 150 200 250 300 350 400 450 500 580
Abundance
43.0
159.0

98.0 18.80 19.00 19.20 19.40

5000 : m/z 84.10 14 .39%
2270 295.0  367.0410.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0 18.80 19.00 19.20 19.40
159.0 m/z 41.10 12.69%
5000
98.0 267.0
wwh |1 2180 338.0382.0
AL e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:24 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Dodecanoic acid, 2-hydroxy-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.18 8.99 ng/ul 929649 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-(Chv... 274 C15H3004 001678-45-1 53
2 Lauric anhvdride 382 C24H4603 000645-66-9 38
3 Fumaric acid. 2-hexvl isohexvl e... 284 C16H2804 1000348-74-4 38
4 Fumaric acid. cvclobutvl isohexv... 254 C14H2204 1000345-03-5 38
5 4-Nitrophenyl laurate 321 C18H27N04 001956-11-2 35
Abundance Scan 2951 (20.180 min): BG025730.D (-2946) (-) m/z 43.05 100.00%
43.0
183.2
5000
98.1 J U . U
19.80 20.00 20.20 20.40
- ,LU.AL arA04 | 2271 28523251 38304223 5323 n/77183.20 54.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43.0 183.0
5000 98.0 ARRUARSUABARADARRRE
19.80 20.00 20.20 20.40
L 243.0 m/z 57.10  38.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
183.0
19.80 20.00 20.20 20.40
5000 m/z 159.10 30.95%
43.0
98.0
143.0 224.0 270.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #130937: Fumaric acid, 2-hexyl isohexy! ester T
188.0 19.80 20.00 20.20 20.40
m/z 98.10 23.75%
84.0
5000{ 430
I j\ L \h‘350 | 255.0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:25 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 Myristin, 1,3-diaceto-2- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.17 4.09 ng/ul 422835 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 64
2 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 50
3 1.3-0-Benzvlidene alvcervl-2-mvr... 374 C24H3803 1000036-49-3 43
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 32
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 30
Abundance Scan 3120 (21.173 min): BG025730.D (-3114) (-) m/z 43.05 100.00%
43.0
211.2
5000 159.1 AK
84.1 e L
20.80 21.00 21.20 21.40
e 20319260 3013 48355292 sz 211.15  47.38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205565: Myristin, 1,3-diaceto-2- /\/\
43.0
5000 1590 5149 A UL AR UL
98.0 20.80 21.00 21.20 21.40
m/z 159.10 37.13%
1 Ll -‘““-”‘. . ) ST W ,253?.0.3,1?.0. ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
20.80 21.00 21.20 2140
5000 1590 5119 m/z 57.10 35.27%
98.0
313.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #199564: 1,3-0O-Benzylidene glyceryl-2-myristate
43.0 20.80 21.00 21.20 21.40
105.0 m/z 55.10 25.69%
5000
(1, 271.0313.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:26 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Hexadecanoic acid, 2-(acety... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.53 ng/ul 261477 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 53
2 2.3.4-Trifluorobenzoic acid. 6-e... 316 C17H23F302 1000282-58-3 25
3 Hexadecanoic acid. 2.3-bis(acetyv... 414 C23H4206 055268-70-7 25
4 2.3.4-Trifluorobenzoic acid. 3-p... 386 C22H33F302 1000280-62-2 22
5 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 18
Abundance Scan 3310 (22.289 min): BG025730.D (-3304) (-) m/z 43.10 100.00%
43.1
159.0
5000
M 98.0
22.00 22.20 22.40 22.60
...,.&Jl 311.2354.2  420.2 476.1 /7 159.00  54_08%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
5000 MRS SURN BN AR
22.00 22.20 22.40 22.60
oo 1990 239.0 m/z 55.10 37 .45%
I\JII‘IHIUI\‘\IH‘\II\mllll‘llwllllll‘lllllI3I1IO'I0I3ISI3I'OIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
159.0
22,00 22.20 22,40 22.60
5000 84.0 m/z 239.20 36.78%
43.0
207.0245.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester L MBS B e
43.0 159.0 22.00 22.20 22.40 22.60
' m/z 57.10 32.16%
98.0
5000
239.0
,‘,,I,MHJ,IJJ,H,I bl m00B0
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:26 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 unknown-04 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.34 4.88 ng/ul 504646 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 22
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 12
3 9.12-Octadecadienoic acid (Z.2)-... 438 C25H4206 055320-04-2 10
4 1.3-Dioxolane-4-methanol. 2.2-di... 174 C8H1404 014739-11-8 10
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10

Abundance Scan 3319 (22.342 min): BG025730.D (-3314) (-) m/z 43.10 100.00%
43.1
5000
159.1
ﬂ 9.0 23192 22.00 22.20 22.40 22.60
. 311.2 . : . s 3
Ak 00l | S1L23s61 4162 8042 i TiEg 10 35400
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0
5000 1590 Tfrrrr[rrrr[rrrr[rrrrom
8.0 22.00 22.20 22.40 22.60
‘ : m/z 239.20 22.03%
bl Ly zz0 om0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
B e e e N Emaa
22.00 22.20 22.40 22.60
5000 m/z 57.10 21.82%
159.0
9.0 239.0
310.0 353.0
I I e BRI I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224227: 9,12-Octadecadienoic acid (Z,2)-, 2,3-bis(acetylo... B e A A
43.0 22.00 22.20 22.40 22.60
m/z 158.10 18.51%
5000
155.0
83.0
B L e o o o L LA e o
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.28 4.64 ng/ul 479189 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 64
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
Abundance Scan 3479 (23.282 min): BG025730.D (-3473) (-) m/z 59.05 100.00%
5d.0
5000

00.0 154.2 207.0249.3 3373 4012 23.00 23.20 23.40 23.60
.3201.1 337. : 475.8 536.0 m/z 55.05 62.02%

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

Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
23.00 23.20 23.40 23.60
m/z 72.05 60.59%
18. 1260 1840 238.0281.0
B e R L o e e o e e L e e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
IIIIIIIIIIIIIIIIIIIIII"I
23.00 23.20 23.40 23.60
5000 m/z 43.10 37.02%
126.0 337.0
15.0 166.0 234.0276.0
T T T T T T T T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174697: 13-Docosenamide, (2)-
59.0 23.00 23.20 23.40 23.60
m/z 41.10 33.41%
5000
137.0
1THN ‘ 1930 240.0 20403570
N B R R E R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.20 23.40 23.60

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:28 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 unknown-05 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.72 3.08 ng/ul 310535 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 45
2 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 40
3 5-lIsoxazolidinemethanol. 2-acetv... 201 C9H15N04 064018-47-9 23
4 3.5-Di-0-acetvl-1.4-anhvdro-2-0-... 232 C10H1606 1000366-02-8 23
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10
Abundance Scan 3554 (23.723 min): BG025730.D (-3548) (-) m/z 43.10 100.00%
431
5000 159.1
98.1

23.40 23.60 23.80 24.00
m/z 159.10 44 _20%

328.2  390.1 466.3 511.3

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
159.0
5000 MIIIIIIIIIIIIIIIIIIIIIII
98.0 267.0 23.40 23.60 23.80 24.00
‘ m/z 57.05 33.54%
by mme | smoszo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R B e S A
23.40 23.60 23.80 24.00
5000 159.0 m/z 98.10 31.69%
98.0

213.0 295.0

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

Abundance #62154: 5-Isoxazolidinemethanol, 2-acetyl-5-methyl-, aceta...
43.0 23.40 23.60 23.80 24.00
m/z 267.25 27.91%
5000 99.0 159.0
SNEY
1| | D I
— P e

m/z--> 50 100 150 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:28 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 unknown-06 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.79 6.26 ng/ul 630528 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thioacetic acid. S-(5-acetvlthio... 234 C9H1403S2 1000185-15-4 17
2 4.5.6-Trimethvltetrahvdro-1.3-o0x... 159 C7H13NOS 085333-98-8 16
3 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 12
4 3.5-Di-0O-acetvl-1.4-anhvdro-2-0-... 232 C10H1606 1000357-23-2 10
5 1,3-Dioxolane-4-methanol, 2,2-di... 174 C8H1404 014739-11-8 10
Abundance Scan 3565 (23.787 min): BG025730.D (-3559) (-) m/z 43.10 100.00%
431
5000 159.1
098.1 267.2
23.40 23.60 23.80 24.00 24.20
Y — ] I N [380.23823  450.9 5349 | 17 159.10  45.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89453: Thioacetic acid, S-(5-acetylthio-3-oxopentyl) ester
43.0
159.0
5000 LI AR SRR BN B
23.40 23.60 23.80 24.00 24.20
117.0 m/z 57.05 19.54%
,..‘..,ﬂ..“.‘,.“‘.i.;:...‘ N
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
159.0 23.40 23.60 23.80 24.00 24.20
5000 m/z 267.20 19.41%
104.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0 23.40 23.60 23.80 24.00 24.20
159.0 m/z 55.10 17.45%
5000
98.0 267.0
‘ wnh LUl 2180 338.032.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.40 23.60 23.80 24.00 24.20

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:29 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOMOZ2.2-EPA-BG011817_.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.23 2.08 ng/ul 209282 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 64
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
3 Eicosane 282 C20H42 000112-95-8 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 64
Abundance Scan 3981 (26.232 min): BG025730.D (-3973) (-) m/z 57.10 100.00%
57.1
5000
207.0
7.2 253.1 311.9 26.00 26.20 26.40 26.60
141.3 413.1
b S L T TR 303 3L 8336 TS s 80, 30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 5.0 RN BRI SURLISR BRI B
26.00 26.20 26.40 26.60
281.0 m/z 71.10 65.71%
o0 PRS0 | sposeso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
26.00 26.20 26.40 26.60
5000 m/z 85.10 59.33%
99.0141.0 1939
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
7.0 26.00 26.20 26.40 26.60
m/z 41.00 23.70%
5000
9. ? 141018302250 26820
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4c')o 4éo 5(')0 ! 26.00 26.20 26. 40 26.60

SOM02.2-EPA-BG011817.M Wed Feb 01 16:53:29 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013117\
Data File : BG025730.D

Aca On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

27.62 2.58 ng/ul 259991 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosane 366 C26H54 000630-01-3 83
2 Heneicosane. 3-methvl- 310 C22H46 006418-47-9 64
3 Hexadecane 226 C16H34 000544-76-3 50
4 Tridecane 184 C13H28 000629-50-5 50
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
Abundance Scan 4217 (27.618 min): BG025730.D (-4210) (-) m/z 57.10 100.00%

57.1
5000
207.0  281.0
127.0 27.40 27.60 27.80 28.00
327.1 429.1
....,...J.l,-w-"-n,--u--Lh,‘Lh-.?:'..|l.l,..~..,.?5?7.°....,....,..“?‘.“?.5 m/z 71.10 61.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane
57.0
5000

27.40 27.60 27.80 28.00
m/z 43.10 52.19%

0
% [T 141 0183 0225.0267.0309.0 366.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
27.|40 27.|60 27.|80 28.IOO
5000 m/z 55.05 36.54%
281.0

99.0
141'018302250

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane R B R
57.0 27.40 27.60 27.80 28.00
m/z 85.05 36.38%
5000

0
| , 141.0183.0226.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG013117\
Data File : BG025730.D

Acq On : 31 Jan 2017 23:44

Operator : SJ/MA

Sample : 11460-16

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Phenol, 2-methoxy- 9.28 2.6 ng/ul 80601 1 8.16 623460 20.0
Octanoic acid 15.18 3.2 ng/ul 190299 3 14.80 1201740 20.0
unknown-01 17.77 2.7 ng/ul 205850 4 17.54 1514270 20.0
unknown-02 17.82 5.1 ng/ul 384042 4 17.54 1514270 20.0
7,9-Di-tert-butyl... 18.17 5.5 ng/ul 414207 4 17.54 1514270 20.0
unknown-03 19.12 3.8 ng/ul 287919 4 17.54 1514270 20.0
Dodecanoic acid, ... 20.18 9.0 ng/ul 929649 5 21.83 2067390 20.0
Myristin, 1,3-dia... 21.17 4.1 ng/ul 422835 5 21.83 2067390 20.0
Hexadecanoic acid... 22.29 2.5 ng/ul 261477 5 21.83 2067390 20.0
unknown-04 22.34 4.9 ng/ul 504646 5 21.83 2067390 20.0
9-Octadecenamide, ... 23.28 4.6 ng/ul 479189 5 21.83 2067390 20.0
unknown-05 23.72 3.1 ng/ul 310535 6 25.21 2013590 20.0
unknown-06 23.79 6.3 ng/ul 630528 6 25.21 2013590 20.0
(DEL) Alkane: Str... 26.23 2.1 ng/ul 209282 6 25.21 2013590 20.0
(DEL) Alkane: Str... 27.62 2.6 ng/ul 259991 6 25.21 2013590 20.0
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