LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00987.D
Acqg On > 14 Apr 2015 17:14 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_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 2.734 3 8 18 rBV 768203 1486481 23.88% 1.467%
2 2.816 18 22 28 rvB 600074 748827 12.03% 0.739%
3 3.357 111 114 122 rBvV 45522 68881 1.11% 0.068%
4 3.628 157 160 165 rVB5 31469 40339 0.65% 0.040%
5 4.028 226 228 235 rVB7 15731 25650 0.41% 0.025%
6 4.710 340 344 353 rBvY 46393 82523 1.33% 0.081%
7 5.628 495 500 503 rBV7 11631 21551 0.35% 0.021%
8 6.781 689 696 711 rVvB 1243599 2151643 34.57% 2.123%
9 6.904 712 717 718 rVvv3 25107 34920 0.56% 0.034%
10 6.940 718 723 734 rVV 954768 1466686 23.56% 1.447%
11 7.134 749 756 767 rBV 1233860 1890613 30.37% 1.866%
12 7.228 767 772 777 rVVv4 30011 48874 0.79% 0.048%
13 7.528 819 823 828 rvve 25991 54744 0.88% 0.054%
14 7.598 828 835 843 rVvV 1406949 2222813 35.71% 2.193%
15 7.810 866 871 872 rBv4 18041 21118 0.34% 0.021%
16 8.051 908 912 917 rBvVS8 18812 35047 0.56% 0.035%

17 8.310 948 956 963 rBV 1550166 2513101 40.37% 2.480%
18 8.757 1024 1032 1041 rBV 1095166 1749040 28.10% 1.726%
19 9.181 1099 1104 1111 rVB5 22620 34739 0.56% 0.034%
20 9.475 1145 1154 1166 rBV 827435 1363520 21.91% 1.346%

21 10.010 1237 1245 1254 rBV 1508751 2487689 39.97% 2.455%
22 10.181 1268 1274 1281 rVB 12029 24464 0.39% 0.024%
23 10.381 1301 1308 1315 rBV 1848774 3118532 50.10% 3.077%
24 10.528 1324 1333 1345 rBV 1271011 2258650 36.29% 2.229%

25 11.469 1488 1493 1496 rVVv7 17785 28296 0.45% 0.028%
26 11.710 1525 1534 1540 rVvV 348333 569307 9.15% 0.562%
27 11.980 1574 1580 1586 rvv4 32387 50020 0.80% 0.049%
28 12.057 1588 1593 1602 rVB6 19143 29582 0.48% 0.029%
29 12.280 1627 1631 1635 rVB6 18888 27845 0.45% 0.027%
30 12.598 1679 1685 1690 rBV2 54521 92961 1.49% 0.092%

31 12.857 1722 1729 1737 rVB 75240 119687 1.92% 0.118%
32 13.080 1761 1767 1772 rVB4 48345 77465 1.24% 0.076%
33 13.157 1772 1780 1787 rBV 199627 342846 5.51% 0.338%
34 13.669 1862 1867 1872 rVV 2982247 4085933 65.64% 4.032%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00987.D
Acqg On > 14 Apr 2015 17:14 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415.M
SVOA CALIBRATION

35 13.716 1872 1875 1885 rVB 942778 1304047 20.95% 1.287%

36 13.945 1905 1914 1927 rBV 2897970 4338131 69.69% 4.281%
37 14.163 1946 1951 1956 rVB2 127971 173785 2.79% 0.171%
38 14.257 1961 1967 1976 rVVv2 2512829 3859897 62.01% 3.809%
39 14.469 1995 2003 2011 rBV 1006485 1659901 26.67% 1.638%
40 14.533 2011 2014 2020 rVB3 115628 189521 3.04% 0.187%

41 14.663 2033 2036 2039 rBV5 11868 19904 0.32% 0.020%
42 14.698 2039 2042 2045 rVB4 21447 28742 0.46% 0.028%
43 14.792 2054 2058 2063 rVB7 26600 40098 0.64% 0.040%
44 14.927 2076 2081 2084 rVB7 14083 22646 0.36% 0.022%

45 15.033 2094 2099 2106 rBVY 86095 141767 2.28% 0.140%

46 15.116 2109 2113 2118 rVB 151166 190886 3.07% 0.188%
47 15.251 2130 2136 2143 rBV 3700995 5462306 87.75% 5.390%

48 15.304 2143 2145 2150 rVB6 25458 28930 0.46% 0.029%
49 15.380 2152 2158 2171 rBV 851180 1202945 19.33% 1.187%
50 15.492 2174 2177 2179 rBV3 46425 62324 1.00% 0.062%
51 15.521 2180 2182 2187 rVB2 61465 84296 1.35% 0.083%
52 15.586 2190 2193 2194 rBV 47372 46220 0.74% 0.046%
53 15.621 2194 2199 2206 rVB 2415258 3225506 51.82% 3.183%
54 15.839 2228 2236 2244 rBV 35513 88654 1.42% 0.087%

55 15.980 2256 2260 2262 rBV 174299 228516 3.67% 0.225%

56 16.004 2262 2264 2269 rVB 155477 181028 2.91% 0.179%
57 16.257 2302 2307 2311 rVV 110418 152909 2.46% 0.151%
58 16.345 2313 2322 2327 rVV 567283 963990 15.49% 0.951%
59 16.398 2327 2331 2333 rVV2 113288 199842 3.21% 0.197%
60 16.421 2333 2335 2339 rVV 136582 185149 2.97% 0.183%

61 16.457 2339 2341 2343 rVV3 38763 46643 0.75% 0.046%
62 16.480 2343 2345 2353 rVB5 43231 62829 1.01% 0.062%
63 16.557 2353 2358 2361 rBV7 19503 28931 0.46% 0.029%

64 16.768 2390 2394 2399 rVV 155066 212012 3.41% 0.209%
65 16.821 2399 2403 2406 rVvVv 77372 113263 1.82% 0.112%

66 16.862 2406 2410 2416 rVB 243310 294348 4.73% 0.290%
67 16.968 2424 2428 2430 rBV 254166 334378 5.37% 0.330%
68 17.004 2430 2434 2445 rVB 3199014 4381765 70.40% 4.324%
69 17.104 2445 2451 2457 rBV 4415254 6024989 96.79% 5.945%
70 17.204 2463 2468 2472 rVBS8 43858 70085 1.13% 0.069%

71 17.274 2473 2480 2490 rVB 521817 939220 15.09% 0.927%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00987.D
Acqg On > 14 Apr 2015 17:14 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA_M\METHODS\SOMO1.2-EPA-BM041415.M

Title = SVOA CALIBRATION

72 17.392 2497 2500 2504 rBvV4 48913 50152 0.81% 0.049%
73 17.509 2516 2520 2523 rVB 143594 170778 2.74% 0.169%
74 17.680 2547 2549 2554 rVB5 21908 25712 0.41% 0.025%
75 17.792 2564 2568 2573 rVBS8 21707 34096 0.55% 0.034%

76 17.909 2583 2588 2597 rBV 888480 1384624 22.24% 1.366%
77 18.198 2634 2637 2641 rBV 126487 147026 2.36% 0.145%

78 18.668 2715 2717 2721 rVB5 24327 21583 0.35% 0.021%
79 18.768 2731 2734 2737 rBV4 36895 53237 0.86% 0.053%
80 18.839 2743 2746 2753 rVB 130369 166466 2.67% 0.164%
81 19.045 2776 2781 2783 rBV 63316 95044 1.53% 0.094%
82 19.098 2787 2790 2793 rVB4 81779 99542 1.60% 0.098%
83 19.198 2800 2807 2818 rBV2 293119 607678 9.76% 0.600%
84 19.292 2821 2823 2827 rVB4 43650 53088 0.85% 0.052%
85 19.403 2836 2842 2850 rBV2 4448490 6224511 100.00% 6.142%
86 19.462 2850 2852 2856 rVB5 37082 40406 0.65% 0.040%
87 19.933 2928 2932 2934 rBV4 56942 91237 1.47% 0.090%
88 19.962 2934 2937 2941 rVB2 102624 123695 1.99% 0.122%
89 20.339 2997 3001 3005 rVB3 77624 99723 1.60% 0.098%

90 20.456 3016 3021 3025 rBv4 83791 128119 2.06% 0.126%

91 20.915 3094 3099 3110 rBV 4602428 5773429 92.75% 5.697%
92 21.203 3142 3148 3158 rBV 3967015 5101381 81.96% 5.034%
93 21.321 3164 3168 3171 rBV2 261222 316905 5.09% 0.313%
94 21.780 3243 3246 3247 rBV2 203602 206189 3.31% 0.203%
95 22.715 3400 3405 3410 rBV 758574 1068203 17.16% 1.054%

96 23.244 3488 3495 3510 rBV2 2914202 5413603 86.97% 5.342%
97 23.380 3511 3518 3529 rVB2 2706250 4932658 79.25% 4 _.868%
98 23.880 3597 3603 3609 rBvV 482927 882278 14.17% 0.871%
99 23.962 3611 3617 3628 rBV2 778113 1685821 27.08% 1.664%
100 25.427 3862 3866 3874 rVB5 180370 376318 6.05% 0.371%

Sum of corrected areas: 101338292
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM000987.D
4000000
3000000
2000000 10.38
10.01
6.78 7.13 0.53
6.94
7
1000000 .%2
OK}L 3.363.63 4.03 4.71 5.63 190|7.23 7.537.818.05 918 0.1 11.4
I e e e . e e e e
Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 8.50 gm 9.50 mm mw 11.00
Abundance TIC: BM000987.D
17.10 19.40
4000000 15.25
17.do
3000000 1364395
14.26 15.62
2000000
14.47
1000000 1472 5.38 17.91
11.71 RERE 1946 1PSH 2064
1126@ 2812, 6@2 .‘b ] A ; AT A A A o : 4l At
L e e e R e T e o o e
Time--> 12.00 12.50 1300 1350 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
Abundance TIC: BM000987.D
20/92
21.20
4000000
23.24
p3.38
3000000
2000000
22.72 23.96
1000000 23.88
n1.32 21.78 25.4
Lt
O S A B A B o A I I B o e e e OISO
Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415._M
= SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.82 6.74 ng/ul 748827 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 23 (2.822 min): BM000987.D (-18) (-) m/z 73.10 100.00%
3
5000 43
‘ 87
7 | 2.80 2.90 3.00 3.10 3.20
S— R 4, | 03119133147 163177192207221 253268 | /7 43.10  45.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
87 m/z 55.10 29.66%
2 b
““lA”LM“Vﬂ“V“w'“W“'WH“l““"“'“"”"HWH'W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 - m/z 87.05 26.27%
87
o7 4
101
WWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8155: 3-Pentanol, 2,4-dimethyl- R RRaEE pa e R
73 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.17%
5000 55
27 41‘
T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.62 16.71 ng/ul 3225510 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H100 000119-61-9 95
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2199 (d1)5.621 min): BM000987.D (-2194) (-) m/z 105.00 100.00%
105
77
5000 162
51
152 15.40 15.60 15.80 16.00
Obrrprr bl 2L 126 97166 207 267283 Thz o 77.05 66.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44105: Benzophenone
105
77
5000 LR UL B SULBURE I
162 1540 15.60 15.80 16.00
51 m/z 182.10 50.38%
271 L 91 | 126 152 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
77 182 " 15.40 15.60 15.80 16.00
5000 m/z 51.10 28.66%
51
27 126 152

WWTWWTWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44107: Benzophenone M M.
15.40 15.60 15.80 16.00

m/z 50.10 8.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Propenoic acid, (1-methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.34 4.40 ng/ul 963990 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 64
2 Pyrrolidine, 1-(3-methyl-1-oxohe... 323 C21H41NO 056630-57-0 38
3 Heptanoic acid, anhydride 242 C14H2603 000626-27-7 38
4 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 37
5 1H-Imidazole, 4-nitro- 113 C3H3N302 003034-38-6 9
Abundance Scan 2321 (16.339 min): BM000987.D (-2313) (-) m/z 55.10 100.00%
55 113
5000 Aj\/\
AR
16.00 16.20 16.40 16.60
Ol bk B85 L 157185209 A5 "m/z 113.05 88.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117414: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113
55
5000 N "'|Zk' IUSNBSUNAEEE
16.00 16.20 16.40 16.60
m/z 41.05 10.30%
271 | g7 157 185 215
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
113
16.00 16.20 16.40 16.60
5000 m/z 43.05 6.51%
43
70 140

182 210 238 266 323

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

:

Abundance #83528: Heptanoic acid, anhydride T
113 16.00 16.20 16.40 16.60
m/z 114.10 5.69%
5000
43 85
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60

SOMO1.2-EPA-BM041415.M Wed Apr 15 18:25:17 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9
R.T. EstConc Area Relative to ISTD R.T.
17.27 4.29 ng/ul 939220 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid, (1-methyl-1,2-... 300 C15H2406 042978-66-5 45
2 2-Propenoic acid, (1-methyl-1,2-._.. 300 C15H2406 042978-66-5 42
3 2-Propyl-4-methylthiazole 141 C7H11NS 052414-87-6 40
4 2,5-Pyrrolidinedione, 3-methyl-4... 155 C8H13N0O2 016493-22-4 36
5 3-Methylpentyl ethylphosphonoflu... 196 C8H18F02P 1000298-39-1 36
Abundance Scan 2479 (17.268 min): BM000987.D (-2473) (-) m/z 55.10 100.00%
56
113
5000
41 69 141
17.00 17.20 17.40 17.60
85
ol Lo 85 90 | 127 | 157172 192 208222 71310 ¢ 77.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117414: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113
55
5000 R DA SUNIE B B
17.00 17.20 17.40 17.60
m/z 141.10 15.97%
15 27 41 | 73 87 99 | 127 143 157 171 185 199 215 228
m/z--> 20 45 eb 80 100 120 140 160 180 200 220
Abundance
55 113
17.00 17.20 17.40 17.60
5000 m/z 41.10 13.35%
41
73 85 99 126 143 157 175 199 215
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #18248: 2-Propyl-4-methylthiazole R B e B e
71 113 17.00 17.20 17.40 17.60
m/z 69.05 12.68%
45 126
5000 141
85
"'|"' “\H \MH ‘. |...:!-0|0....|........ A R T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.91 6.32 ng/ul 1384620 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 2588 (17.909 min): BM000987.D (-2583) (-) m/z 43.05 100.00%
48
213 R AR IR IR AR
143127171185, o 286 o 17.60 17.80 18.00 18.20 '
i m/z 73.10 96.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 R U A DR
17. 60 17. 80 18. oo 18.20
83 m/z 60.00 93.09%
\“\‘H‘hw QK 115 \ 1431571711851992132272422\6
m/z--> ﬁo 45 eb 86 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance
43 73
5 R B SRR UL BN
17.60 17.80 18.00 18.20
5000 29 256 m/z 57.10 79.13%
129
97 213
115
1431°57171185199  227,,,
WWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid P TR
73 17.60 17.80 18.00 18.20
m/z 55.05 77 .36%
43 57
5000
129
29 ‘ 115 171 214
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820

SOMO1.2-EPA-BM041415.M Wed Apr 15 18:25:19 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

Sample - G1858-11

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.20 2.38 ng/ul 607678 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2807 (19.198 min): BM000987.D (-2800) (-) m/z 43.05 100.00%
B
5000
18:80 19.00 19.20 19.40 19.60
m/z 57.10 82.23%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 LRI ISR SRR BN
18.80 19.00 19.20 19.40 19.60
97 185 oqyg B4 m/z 60.10 79.92%
i Izﬁ% "“I | ‘k‘”h.“l ‘|\15\|7|\ .‘. \2}:3'\| .‘ ‘.26.7.“. ———
m/z--> 50 100 150 200 250 300
Abundance
43 73
18.80 19.00 19.20 19.40 19.60
5000 m/z 73.00 76.20%
129 284
97 185 241
2 157 213 267
m/z--> 55 160 1éo 200 2%0 360 '
Abundance #108842: Octadecanoic acid S o o SIS,
43 18.80 19.00 19.20 19.40 19.60
73 284 m/z 55.10 72.27%
5000
g 129
‘ ‘ 185 241
Il?‘l ‘.“,“.'.‘:‘“. Ll It|15|7|\|‘|2|0|52|2‘:' -“|'?6§--| . S —
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40 19.60

SOMO1.2-EPA-BM041415_.M Wed Apr 15 18:25:20 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Chain Concentration Rank 1

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

20.92 22.63 ng/ul 5773430 Chrysene-d12 21.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cycloeicosane 280 C20H40 000296-56-0 94

2 1-Docosene 308 C22H44 001599-67-3 94

3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91

4 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91

5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
Abundance Scan 3100 (20.921 min): BM000987.D (-3094) (-) m/z 57.10 100.00%

139 167 20.60 20.80 21.00 21.20
of A d L ILL | [P267 106224 050280 3a2  a15_ as140 o m TS 10 g 26w
0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106397: Cycloeicosane
55
5000

g7
83
5000 ) J 11

29 11 20.60 20.80 21.00 21.20
m/z 43.10 92 .56%
il \\ “ | “\ \‘1?9 168 196 224 252 260
i . A I o B e
m/z--> 0 50 O 250 300 350 400 450
Abundance
55
B LE wn
97 20.60 20.80 21.00 21.20
5000 m/z 83.05 78.44%
29
125
153 181 308
T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)- S A EEEEEmEaRE SRS
55 20. 60 20 80 21. 00 21 20

m/z 97.10 73 .20%

83
5000
29 111
[ULEL L] 239167 106 203 250 280

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chain Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.72 4_.33 ng/ul 1068200 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Eicosane 282 C20H42 000112-95-8 91
3 1-lodo-2-methylundecane 296 C12H251 073105-67-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3406 (22.721 min): BM000987.D (-3400) (-) m/z 57.05 100.00%

5000 85

_%

22.40 22.60 22.80 23.00

[13141169 207 252080 313341 385415 461 503535

B e m/z 43.10 64.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 TT T T 1T L L L LR |

22. 40 22 60 22. 80 23.00
m/z 71.10 60.61%

D Dz o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
22.40 22.60 22.80 23.00
5000 m/z 85.10 47 .91%
85
29
113141169 282
m/z--> 5|0 1(|)O 150 200 250 300 35|O 4(|)O 4é0 5(|)O 5&'30
Abundance #114973: 1-lodo-2-methylundecane
5[7 22.40 22.60 22.80 23.00

m/z 55.05 22 .10%

5000

29
| 413 169 p1q 296

IIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Chain Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
23.88 3.58 ng/ul 882278 Perylene-d12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3603 (23.880 min): BM000987.D (-3597) (-) m/z 57.10 100.00%

5000 \ {

207 23 60 23.80 24.00 24.20
155
o 239 283 341 401 461 m/z 43.10 60 . 38%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91040: Heptadecane, 3-methyl-
57

5000 I RN EEn e m e o
23. 60 23 80 24. OO 24 20

m/z 71.10 55.29%

225
141
ek, w“ S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

23 60 23.80 24.00 24.20

5000 m/z 85.10 38.51%
97
26 141 183 225 267 309 351 393 435 491 535 574 617
T T T T T e e e e T o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136481: Tetracosane
517 23 60 23.80 24.00 24.20

m/z 55.10 22.12%

5000
99
26 ] |, 4 183 225 267 338

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On : 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chain Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.96 6.84 ng/ul 1685820 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 91
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
5 E-14-Hexadecenal 238 C16H300 330207-53-9 80

Abundance Scan 3617 (23.962 min): BM000987.D (-3611) (-) m/z 57.05 100.00%
g7
97
5000
FS 23.60 23.80 24.00 24.20
53 : : : -
ob LA LAL| | 153180209236265 295 327356 401429 489 535 7oAz 10 83.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135652: Cyclotetracosane
43
5000 UL RS &
11 23.60 23.80 24.00 24.20
m/z 55.10 81.87%
/] ‘d “ L‘\139467196224251279308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 LI DU SRR A I
23.60 23.80 24.00 24.20
5000 m/z 83.10 76.38%
2 125
153181209237 278307336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168066: 17-Pentatriacontene T T T TS
43 23.60 23.80 24.00 24.20
m/z 97.10 69.88%
5000 83
111
| 139167196224 267294321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM041415\

Data File : BMO00987.D

Acq On > 14 Apr 2015 17:14

Operator : TP/1Z

3?22 le G1858-11 P001-SD008-0006-02
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO1.2-EPA-BM041415_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.82 6.7 ng/ul 748827 1 7.60 2222810 20.0
Benzophenone 15.62 16.7 ng/ul 3225510 3 14.26 3859900 20.0
2-Propenoic acid, ... 16.34 4.4 ng/ul 963990 4 17.00 4381770 20.0
unknown-01 17 .27 4.3 ng/ul 939220 4 17.00 4381770 20.0
n-Hexadecanoic acid 17.91 6.3 ng/ul 1384620 4 17.00 4381770 20.0
Octadecanoic acid 19.20 2.4 ng/ul 607678 5 21.20 5101380 20.0
(DEL) Alkane: Str... 20.92 22.6 ng/ul 5773430 5 21.20 5101380 20.0
(DEL) Alkane: Str... 22.72 4.3 ng/ul 1068200 6 23.38 4932660 20.0
(DEL) Alkane: Str... 23.88 3.6 ng/ul 882278 6 23.38 4932660 20.0
(DEL) Alkane: Str... 23.96 6.8 ng/ul 1685820 6 23.38 4932660 20.0
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