LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BMO00977.D
Acqg On = 14 Apr 2015 08:41 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 2.740 3 9 19 rBV 7837348 13962201 100.00% 22.676%
2 2.816 19 22 28 rvB 349047 452037 3.24% 0.734%
3 3.358 111 114 120 rVB4 14800 25238 0.18% 0.041%
4 3.593 151 154 157 rBvV 38485 43899 0.31% 0.071%
5 3.628 157 160 164 rVB2 30330 37601 0.27% 0.061%
6 4.728 339 347 350 rBV5 10538 22322 0.16% 0.036%
7 4.969 385 388 393 rBv4 13195 17622 0.13% 0.029%
8 5.828 528 534 537 rBV7 10190 14250 0.10% 0.023%
9 6.781 689 696 707 rBV 795609 1311091 9.39% 2.129%
10 6.940 717 723 735 rBY 623593 936850 6.71% 1.522%

11 7.134 750 756 766 rBV 793649 1226992 8.79% 1.993%
12 7.228 768 772 781 rVB 33760 52319 0.37% 0.085%
13 7.604 829 836 843 rBV 661876 1057670 7.58% 1.718%
14 8.316 950 957 972 rBV 827545 1348624 9.66% 2.190%
15 8.757 1025 1032 1040 rBV 714993 1136442 8.14% 1.846%

16 9.175 1100 1103 1110 rVB2 12431 18702 0.13% 0.030%
17 9.475 1146 1154 1165 rBV 567850 949243 6.80% 1.542%
18 10.010 1238 1245 1256 rBV 896424 1438342 10.30% 2.336%
19 10.387 1302 1309 1316 rBV 891854 1474942 10.56% 2.395%
20 10.528 1325 1333 1345 rBvV 780252 1355290 9.71% 2.201%

21 11.710 1528 1534 1541 rBV 135844 210238 1.51% 0.341%

22 11.980 1573 1580 1589 rVB3 17213 33914 0.24% 0.055%
23 12.604 1680 1686 1695 rBV3 31354 57997 0.42% 0.094%
24 12.857 1724 1729 1734 rBV 41965 57895 0.41% 0.094%

25 13.669 1861 1867 1872 rBV 1371051 2001928 14.34% 3.251%

26 13.716 1872 1875 1886 rVB 259023 365917 2.62% 0.594%
27 13.945 1905 1914 1924 rBV 1680901 2465260 17.66% 4.004%
28 14.163 1945 1951 1957 rBV3 23510 37982 0.27% 0.062%
29 14.257 1961 1967 1976 rVv2 1228712 1856677 13.30% 3.015%
30 14.469 1997 2003 2012 rBV 488850 794750 5.69% 1.291%

31 14.533 2012 2014 2019 rVB2 21935 28979 0.21% 0.047%
32 15.033 2094 2099 2106 rBV2 18693 32756 0.23% 0.053%
33 15.121 2109 2114 2117 rVB5 15788 20234 0.14% 0.033%

34 15.257 2130 2137 2144 rBV 2134737 2979647 21.34% 4_.839%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BMO00977.D
Acqg On = 14 Apr 2015 08:41 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 15.380 2152 2158 2166 rBV 547962 738112 5.29% 1.199%

36 15.492 2174 2177 2181 rBV3 21854 28669 0.21% 0.047%
37 15.621 2193 2199 2206 rBV 667580 892925 6.40% 1.450%
38 15.980 2256 2260 2266 rVB5 10608 15430 0.11% 0.025%
39 16.151 2282 2289 2293 rBV9 5325 13988 0.10% 0.023%
40 17.004 2428 2434 2440 rBV 1525171 2127739 15.24% 3.456%
41 17.045 2440 2441 2444 rVV 26989 23882 0.17% 0.039%
42 17.104 2444 2451 2461 rVB 2180150 3065905 21.96% 4_.979%
43 17.204 2466 2468 2472 rVB4 20996 23416 0.17% 0.038%
44 17.792 2561 2568 2573 rBV9 6612 17003 0.12% 0.028%
45 17.910 2582 2588 2598 rBVY 291590 477113 3.42% 0.775%
46 18.198 2633 2637 2640 rBV5 8970 14934 0.11% 0.024%
47 18.339 2657 2661 2667 rBV6 7702 15011 0.11% 0.024%
48 18.833 2743 2745 2751 rVB6 11309 14011 0.10% 0.023%
49 19.039 2775 2780 2782 rBV3 31055 46173 0.33% 0.075%
50 19.068 2782 2785 2788 rVV 57927 82921 0.59% 0.135%
51 19.104 2788 2791 2795 rVB3 37412 41916 0.30% 0.068%
52 19.198 2802 2807 2817 rBvV4 85234 175412 1.26% 0.285%
53 19.292 2819 2823 2828 rVV2 24007 40811 0.29% 0.066%

54 19.345 2828 2832 2835 rVVv2 98186 115410 0.83% 0.187%
55 19.404 2836 2842 2849 rVV 2596496 3452013 24.72% 5.606%

56 19.462 2849 2852 2857 rVB3 45073 51656 0.37% 0.084%
57 19.927 2927 2931 2934 rBV4 36312 56162 0.40% 0.091%
58 19.956 2934 2936 2940 rVB2 33460 38604 0.28% 0.063%
59 20.186 2973 2975 2979 rVB5 24270 21779 0.16% 0.035%
60 20.339 2998 3001 3005 rVvB4 28524 37558 0.27% 0.061%

61 20.392 3006 3010 3016 rBV 82176 111129 0.80% 0.180%
62 20.456 3017 3021 3024 rVB3 60503 71341 0.51% 0.116%
63 20.915 3094 3099 3110 rBV 2168855 2557452 18.32% 4._.154%
64 21.198 3142 3147 3157 rBV 1877534 2475698 17.73% 4.021%
65 21.315 3164 3167 3171 rBV3 112896 145355 1.04% 0.236%

66 21.356 3171 3174 3179 rVB3 100330 119643 0.86% 0.194%
67 21.792 3243 3248 3257 rBV4 126229 326256 2.34% 0.530%
68 22.221 3318 3321 3325 rVB 58059 77554 0.56% 0.126%
69 22.715 3402 3405 3409 rBV3 53842 73073 0.52% 0.119%
70 23.239 3488 3494 3506 rBV2 1613530 2991642 21.43% 4 _.859%

71 23.380 3511 3518 3526 rBV 1307482 2304400 16.50% 3.743%
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LSC Area Percent Report

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

Data File : BMO0O0977.D

Acq On > 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 - 0 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

72 23.956 3611 3616 3626 rBV 345827 681280 4._.88% 1.106%
73 25.568 3885 3890 3897 rVB4 79510 182900 1.31% 0.297%

Sum of corrected areas: 61572127
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM041415\
BMOOO0977.D

14 Apr 2015 08:41

TP/1Z

G1858-01

26 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

P001-SD001-0006-01

Abundance
74

7000000
6000000
5000000
4000000
3000000

2000000

1000000
2.82

TIC: BM0O00977.D

3.368%8 4.734.97 5.83 l " W 23

A

9.17 |\

10.01 1043953

0y

Time--> 300 350 400 450 500 550 6.00 650 700 750 8.00 850

9.00 9.50

10. OO 10 50 11.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

01

11.741 98 ]
Time--> 12.00 12,50 13.00 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

TIC: BM0O00977.D

19.40

12.602.86

WO 19,98 29

:ls"('ﬂr DO

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

20.9

TIC: BM0O00977.D

21.20 23.24

3.38
2396
T 21.79 2222 22.72 25.57

0=mr=

Time--> 21.00 21.50 22.00 22. 50 2300 23.50 24.00 2450 25.00 2550 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 : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.82 8.55 ng/ul 452037 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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
4 1,3-Dioxolane, 2-(6-heptynyl)- 168 C10H1602 025595-82-8 17
5 Myo-Inositol, 2-C-methyl- 194 C7H1406 000472-96-8 9

Abundance Scan 23 (2.822 min): BM000977.D (-19) (-) m/z 73.10 100.00%
7B
5000
43 - 87
193 207 2.80 2.90 3.00 3.10 3.20
SN L S S N7 ANN—C AL m/z 43.10 34.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 27.96%
29
ul H‘\ It
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
- 87 2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 24 .00%
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
7B 2.80 2.90 3.00 3.10 3.20
m/z 45.10 9.89%
5000 43 55
87
27
O O
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 3 Ethanol, 1-methoxy-, benzoate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.71 2.85 ng/ul 210238 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 56
2 Propane, 2-methoxy- 74 C4H100 000598-53-8 9
3 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 9
4 Propionic acid, 2-isopropoxy-, m... 146 C7H1403 1000151-15-1 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 1534 (11.710 min): BM000977.D (-1528) (-) m/z 59.05 100.00%
59
5000
77 105
43 |
11.40 11.60 11.80 12.00
TN T Y - N - -] m/z 77.10 27.55%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 UL DAL SR UL IULLAR
105 11.40 11.60 11.80 12.00
m/z 105.00 26 .78%
43
Ll ‘\ 121 149 165 180
miz-> 20 40 é 80 100 120 140 160 180 200
Abundance
59
11.40 11,60 11.80 12.00
5000 m/z 106.10 15.70%
31
43 74
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #107037: Propanedioic acid, (benzoylhydrazino)hydroxy-, di... R e A EEEEmmEmm
59 47 105 11.40 11.60 11.80 12.00
m/z 43.10 15.43%
5000
45 136
I ) 1s | 146
mz-> 20 4'0 6|O 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

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

Data File : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 3
R.T. EstConc Area Relative to ISTD R.T.
15.62 9.62 ng/ul 892925 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 93
Abundance Scan 2199 (15.621 min): BM000977.D (-2193) (-) m/z 105.10 100.00%
105
77
5000 182
51 S |
152 15,40 15.60 15.80 16.00
e L 128 A B Tm/z 77.10 63.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44107: Benzophenone
105
77
5000 LRI IS BULI UL B
51 182 1540 15.60 15.80 16.00
m/z 182.10 49.87%
271 | I | 126 152165 |
miz-> 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 26.86%
51
27 126 152
Twmmwmﬁwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44109: Benzophenone
105 15.40 15.60 15.80 16.00
m/z 50.00 8.34%
" 182
5000
51
27 L oo1 | 126 152165
miz-> 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 : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.91 4.48 ng/ul 477113 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2588 (17.910 min): BM000977.D (-2582) (-) m/z 73.00 100.00%
43 57 73
5000 129
97 213 I R e
10| 143157172185 190 o0y 256 g 17.60 17.80 18.00 18.20
— m/z 43.05 95.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 L B UL RN R

17.60 17.80 18.00 18.20
m/z 57.05  87.75%

213

143157171185, 49

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43

-

60 17.60 17.80 18.00 18.20
5000 3 m/z 60.00 87.68%

87101115129143157171185199213227242256
mﬁmﬁwﬁwﬁmﬁm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #92226: n-Hexadecanoic acid
48 go 73 17.60 17.80 18.00 18.20

m/z 41.05 78 .99%

-

50001 29

213 256

143157171185199

-

227
III‘IIIIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

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

Data File : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.92 20.66 ng/ul 2557450 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 2- Chloropropionic acid, hexadec... 332 C19H37CI102 086711-81-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3100 (20.921 min): BM000977.D (-3094) (-) m/z 57.10 100.00%

an

" g3
5000
111

3 l 139 147 20.60 20.80 21.00 21.20
LA arol 196 226 252 280 885 | hyz 55.10  94.93%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4
69
97
5000 ----------------’-\’-T

20.60 20.80 21.00 21.20
m/z 43.10 92 .65%

125
i ‘h A 15\3 196 224
e I e e e o e e IS s e e o
m/z--> 50 100 150 200 250 300 350
Abundance
55

97 20.60 20.80 21.00 21.20
5000 m/z 83.10 80.42%
29
125
79 153 181 308
T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T TR
4 20 60 20 80 21. 00 21 20
83 m/z 97.10 69.53%
5000
111
139
m/z--> 50 100 150 200 250 300 350 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 : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 1-Eicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.79 2.64 ng/ul 326256 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 91
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Triacontanol 438 C30H620 000593-50-0 91
Abundance Scan 3248 (21.792 min): BM000977.D (-3243) (-) m/z 57.10 100.00%

5000

401 429 460 459 21.40 21.60 21.80 22.00 22.20
m/z 43.10 93.34%

342

n
L B

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

Abundance #116747: 1-Eicosanol
43
5000 LA B L L L L L L L
111 21. 40 21. 60 21. 80 22. OO 22. 20
m/z 55.10 92.41%
18\ \H I J ‘L 0167106 252
—r T B LI I B i o o o o B e
m/z--> 0 0 250 300 350 400 450
Abundance
57 83
R R e
21.40 21.60 21.80 22.00 22.20
5000 11 m/z 83.05 82.78%
29

139 168 210238 266 295

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90869: 13-Tetradecen-1-ol acetate BT
43 21.40 21.60 21.80 22.00 22.20

m/z 97.10 70.72%

83

5000
111

LI L 1139167104 204 254

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 40 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

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

Data File : BMO0O0977.D

Acq On : 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.96 5.91 ng/ul 681280 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 95
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 3617 (23.962 min): BM000977.D (-3611) (-) m/z 57.10 100.00%
57
83
5000 111
RN R AU B
139 208 23.60 23.80 24.00 24.20
Ll J Ay A 207 208237264 296325355 416 489 | h77 43.10  78.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 ULV AR
23.60 23.80 24.00 24.20
111 m/z 55.10 77.71%
| M\Md “139167196224 267292 321 462 490
m/z--> 50 150 200 250 300 350 400 450 '
Abundance
43 o
23.60 23.80 24.00 24.20
5000 m/z 83.10 73.51%
111
139 167 196 224250 279 308 336
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
4 23.60 23.80 24.00 24.20
69 m/z 97.10 64 .39%
153 196 224
m/z--> 50 100 150 200 250 300 350 400 450 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 : BMO0O0977.D

Acq On > 14 Apr 2015 08:41

Operator : TP/1Z

3?22 le G1858-01 P001-SD001-0006-01
ALS Vial : 26 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 8.6 ng/ul 452037 1 7.60 1057670 20.0
Ethanol, 1l-methox... 11.71 2.9 ng/ul 210238 2 10.39 1474940 20.0
Benzophenone 15.62 9.6 ng/ul 892925 3 14.26 1856680 20.0
n-Hexadecanoic acid 17.91 4.5 ng/ul 477113 4 17.00 2127740 20.0
Trichloroacetic a... 20.92 20.7 ng/ul 2557450 5 21.20 2475700 20.0
1-Eicosanol 21.79 2.6 ng/ul 326256 5 21.20 2475700 20.0
17-Pentatriacontene 23.96 5.9 ng/ul 681280 6 23.38 2304400 20.0
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