LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00978.D
Acqg On : 14 Apr 2015 09:17 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 18 rBV 491240 967150 33.94% 2.257%
2 2.816 18 22 28 rvB 246502 311024 10.91% 0.726%
3 3.363 113 115 119 rBV4 12104 17135 0.60% 0.040%
4 3.499 136 138 142 rVB3 10671 13429 0.47% 0.031%
5 3.599 151 155 158 rBvY 28144 40006 1.40% 0.093%
6 3.634 158 161 164 rVVv3 22628 29111 1.02% 0.068%
7 3.663 164 166 171 rVB6 9105 11780 0.41% 0.027%
8 3.810 189 191 196 rVB5 8638 8750 0.31% 0.020%
9 4.710 342 344 351 rVvv5 8482 14848 0.52% 0.035%
10 4.822 360 363 369 rvB6 7988 14690 0.52% 0.034%
11 4.969 384 388 394 rVvv5 16628 30024 1.05% 0.070%
12 6.534 650 654 657 rBV5 6265 9125 0.32% 0.021%

13 6.781 689 696 708 rBvV 585921 990571 34.76% 2.312%
14 6.940 716 723 733 rBV 461666 703523 24.69% 1.642%
15 7.134 749 756 765 rBV 588272 908300 31.87% 2.120%

16 7.228 769 772 778 rVB5 21362 30017 1.05% 0.070%
17 7.598 829 835 844 rvv 677198 1085219 38.08% 2.533%
18 7.669 844 847 853 rvve 6550 11364 0.40% 0.027%

19 8.316 949 957 965 rBV 636183 1017394 35.70% 2.375%
20 8.757 1025 1032 1041 rBV 548197 865251 30.36% 2.020%

21 9.181 1101 1104 1109 rVB7 9545 14983 0.53% 0.035%
22 9.475 1146 1154 1164 rVVv 434224 713347 25.03% 1.665%
23 10.010 1239 1245 1257 rBV 669753 1096892 38.49% 2.560%
24 10.386 1299 1309 1320 rBV 942506 1560094 54.75% 3.641%
25 10.528 1326 1333 1351 rVV 561615 1017747 35.71% 2.375%

26 11.710 1529 1534 1540 rVV 124538 187263 6.57% 0.437%

27 11.980 1576 1580 1584 rBV3 12367 18414 0.65% 0.043%
28 12.416 1649 1654 1658 rBV6 7976 15260 0.54% 0.036%
29 12.598 1679 1685 1693 rVB3 25569 44315 1.56% 0.103%
30 12.857 1723 1729 1735 rBV3 35867 53926 1.89% 0.126%
31 13.080 1763 1767 1771 rVV5 11922 13006 0.46% 0.030%
32 13.245 1791 1795 1800 rVB6 6690 9846 0.35% 0.023%
33 13.404 1817 1822 1827 rBV 12738 24636 0.86% 0.058%

34 13.675 1861 1868 1872 rBV 1211304 1691669 59.36% 3.948%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00978.D
Acqg On : 14 Apr 2015 09:17 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 1881 rVB 257140 346560 12.16% 0.809%

36 13.945 1904 1914 1925 rBV 1294779 1944845 68.25% 4 _539%
37 14.163 1945 1951 1958 rVB4 19473 32830 1.15% 0.077%
38 14.257 1958 1967 1975 rBV2 1266123 1949253 68.40% 4 _550%
39 14.469 1995 2003 2011 rBV 389494 622607 21.85% 1.453%

40 14.533 2011 2014 2021 rVB7 21737 37823 1.33% 0.088%
41 14.692 2039 2041 2046 rVB5 8733 9156 0.32% 0.021%
42 14.792 2052 2058 2063 rBV10 6399 10929 0.38% 0.026%
43 15.033 2096 2099 2103 rVV 31232 42862 1.50% 0.100%
44 15.116 2110 2113 2120 rVB4 12316 20485 0.72% 0.048%
45 15.251 2129 2136 2143 rBV 1595353 2345362 82.30% 5.474%
46 15.310 2143 2146 2151 rVB4 8415 11419 0.40% 0.027%
47 15.380 2153 2158 2166 rBVY 398705 519492 18.23% 1.213%
48 15.492 2172 2177 2186 rVB4 18060 30921 1.09% 0.072%
49 15.621 2191 2199 2208 rBV 664714 893784 31.36% 2.086%
50 15.986 2257 2261 2262 rVV4 10067 13532 0.47% 0.032%
51 16.398 2326 2331 2333 rBV6 5802 9609 0.34% 0.022%
52 16.557 2352 2358 2361 rBV6 5696 9258 0.32% 0.022%
53 16.727 2381 2387 2391 rBV5 8878 15483 0.54% 0.036%
54 16.768 2391 2394 2402 rBV6 9582 20832 0.73% 0.049%

55 17.004 2427 2434 2439 rVV2 1570337 2264027 79.45% 5.284%

56 17.045 2439 2441 2445 rVVv2 80076 100448 3.52% 0.234%
57 17.104 2445 2451 2461 rVV 1639926 2386173 83.74% 5.569%

58 17.204 2466 2468 2473 rVV4 14324 19186 0.67% 0.045%
59 17.368 2493 2496 2500 rBV5 4238 8673 0.30% 0.020%
60 17.780 2564 2566 2572 rBV5 8829 17208 0.60% 0.040%
61 17.857 2574 2579 2581 rBV5 15237 24352 0.85% 0.057%
62 17.910 2583 2588 2598 rVV2 231497 388598 13.64% 0.907%
63 18.068 2611 2615 2620 rBV3 19003 28809 1.01% 0.067%
64 18.198 2633 2637 2641 rBV7 11332 17338 0.61% 0.040%
65 18.227 2641 2642 2647 rVB5 10163 12567 0.44% 0.029%
66 18.386 2665 2669 2672 rBv4 12102 17075 0.60% 0.040%
67 18.427 2674 2676 2679 rVB3 9103 9042 0.32% 0.021%
68 18.815 2736 2742 2743 rVV6 12343 16501 0.58% 0.039%
69 18.827 2743 2744 2748 rVB4 8829 11988 0.42% 0.028%

70 19.068 2775 2785 2789 rBV 203074 329662 11.57% 0.769%
71 19.104 2789 2791 2796 rVB2 42622 43469 1.53% 0.101%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041415\
Data File : BM0O00978.D
Acqg On : 14 Apr 2015 09:17 Instrument :
Operator : TP/IZ gyAﬁg el

- _ lentosampleld :
3?22'6 : 61858-02 P001-SD002-0006-01
ALS Vial : 27 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:\HPCHEM1I\BNA_M\METHODS\SOMO1.2-EPA-BM041415.M

= SVOA CALIBRATION

72 19.198 2800 2807 2816 rBv4 80709 162870 5.72% 0.380%
73 19.292 2818 2823 2826 rBV3 12915 19061 0.67% 0.044%
74 19.339 2828 2831 2836 rVB 135658 159480 5.60% 0.372%
75 19.404 2836 2842 2850 rBV 1981343 2849646 100.00% 6.651%

76 19.609 2875 2877 2882 rVB3 13573 18845 0.66% 0.044%
77 19.680 2886 2889 2894 rVB7 13792 19569 0.69% 0.046%
78 19.756 2897 2902 2908 rBVS8 16768 36523 1.28% 0.085%
79 19.933 2927 2932 2934 rBV3 52193 73850 2.59% 0.172%
80 19.956 2934 2936 2940 rVB2 34851 40661 1.43% 0.095%
81 20.033 2945 2949 2953 rVB2 30554 39989 1.40% 0.093%
82 20.086 2953 2958 2963 rBV7 21501 41238 1.45% 0.096%
83 20.133 2963 2966 2968 rBvV4 8519 10724 0.38% 0.025%
84 20.186 2970 2975 2978 rBV6 25133 30331 1.06% 0.071%
85 20.280 2989 2991 2994 rBvV4 10503 11459 0.40% 0.027%
86 20.339 2994 3001 3006 rBV6 26478 47038 1.65% 0.110%

87 20.392 3006 3010 3015 rVvVv2 116518 129097 4_.53% 0.301%
88 20.456 3016 3021 3024 rVVv2 81618 100169 3.52% 0.234%
89 20.492 3025 3027 3030 rVB3 25907 22443 0.79% 0.052%
90 20.915 3091 3099 3110 rBV 1675896 2050095 71.94% 4._.785%

91 21.198 3140 3147 3152 rBV 2009494 2752659 96.60% 6.425%
92 21.315 3164 3167 3170 rBV3 97875 106154 3.73% 0.248%
93 21.356 3170 3174 3178 rVV 119155 128656 4_.51% 0.300%
94 21.798 3243 3249 3260 rVB3 90870 241943 8.49% 0.565%
95 22.227 3318 3322 3326 rVB 64047 82859 2.91% 0.193%

96 22.727 3401 3407 3412 rBvV4 99430 272262 9.55% 0.635%
97 23.186 3483 3485 3487 rBV2 35239 39050 1.37% 0.091%
98 23.244 3488 3495 3509 rVB2 1168709 2303929 80.85% 5.377%
99 23.380 3511 3518 3525 rBV 1383478 2494949 87.55% 5.823%
100 23.956 3611 3616 3627 rBV 207739 436340 15.31% 1.018%

Sum of corrected areas: 42844156
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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\

BM0O00978.D

14 Apr 2015 09:17

TP/1Z

G1858-02

27 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

P001-SD002-0006-01

TIC Integration Parameters: LSCINT.P
Abundance TIC: BM000978.D
2000000
1500000
1000000 10.39
7 6.78 7.13 8.76 0.53
500000 6.94 9.47
.82
o 3. mm 428097 6.53 23 [1.67 9.18
S e =
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 900 9.50 1000 1050 1100
Abundance TIC: BM000978.D
2000000 19.40
15.25 1764°
1500000
13.9
13.67 514.26
1000000
15.62
500000 14.47 15.38
18.72 17.91 19.0
11.71 1
)| 11.98 12.52.602.86 081540 ||| ||14.16 14 5869188 15.99 16 BT Ei_mzw LTRERIERS 16 82‘
Time-> 1150 12.00 1250 1300 13.50 14.00 1450 1500 1550 16.00 1650 1700 17.50 18.00 1850 19.00 1950 20.00
Abundance TIC: BM000978.D
2000000 21120
20.92
23.38
1500000
23.24
1000000
500000
O e e e e
Time-> 2050 21.00 2150 2200 22.50 2300 23.50 24.00 2450 2500 2550 2600 2650 27.00 27.50 2800 28.50

SOMO1.2-EPA-BM041415_.M Wed Apr 15 18:24:15 2015
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Library Search Compound Report

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

Data File : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 4

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

2.82 5.73 ng/ul 311024 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 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 23 (2.822 min): BM000978.D (-18) (-) m/z 73.05 100.00%
<}
5000 43
‘ 87
2.80 2.90 3.00 3.10 3.20
9
...,....',J-J..L?‘,..'.,....,....,....,....,....,.1.91. 2 2ot m/z 43.05  39.45%
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 87.05 27 .89%
2 ko]
'“I”MJJ“W'AHP'“P'“I“'W'“'P'“"“ A SRR SRS LRSS S
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 55.10 26 .84%
87
o7 4
101
mmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13286: 2,2,4-Trimethyl-3-pentanol
73 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.48%
41 g 87
5000
2
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 : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 2.40 ng/ul 187263 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 50
2 Guanidine 59 CH5N3 000113-00-8 9
3 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 9
5 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 9

Abundance Scan 1534 (11.710 min): BM000978.D (-1529) (-) m/z 59.05 100.00%
59
5000
77 105 Y 1 G
11.40 11.60 11.80 12.00
S .-,'|. dod e | e a9 191 208 oTN05 .00 26.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000 AR AN AR AR
105 11.40 11.60 11.80 12.00
m/z 77.05 25.70%
43
Ll ‘\ | 121 149 165 180
mz-> 20 40 60 80 100 130 1 1% 180 200
Abundance
43 %
11.40 11,60 11.80 12.00
5000 m/z 106.00 14 .69%
28
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8474: Propanoic acid, 2-hydroxy-2-methyl-, methy! ester B AR
59 11.40 11.60 11.80 12.00
m/z 51.00 13.69%
5000
43
J ‘ 75 86 103 118

m/z--> 60 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 : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 9.17 ng/ul 893784 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 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2199 (15.621 min): BM000978.D (-2191) (-) m/z 105.10 100.00%
5
77
182
5000
51
152 15.40 15.60 15.80 16.00
) 03 89 || 115126 139 TRE 165 ) 193 207 | Tz 77.10  66.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44108: Benzophenone
105
77 182
5000 LI BRI B SULBURE IR
15.40 15.60 15.80 16.00
5t m/z 182.10 52.95%
2739 \‘ 63 | \ 126 152 li
m/z--> 20 40 60 85 100 120 140 160 180 200
Abundance
105
" " 15.40 15.60 15.80 16.00
0
5000 182 m/z 51.10 28.38%
51
27 39 63 87 126 139 152163
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #44109: Benzophenone
105 15.40 15.60 15.80 16.00
m/z 50.00 8.93%
77 182
5000
51
27 39 | 63 | 87 | 115126 139 152 165 |
m/z--> 20 40 60 8 100 120 140 160 180 200 1540 15.60 15.80 16.00
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Library Search Compound Report

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

Data File : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 3.43 ng/ul 388598 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 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2588 (17.910 min): BM000978.D (-2583) (-) m/z 73.05 100.00%

5000
129
97 213  E ERmme o

U | 4g187a7185 0 1, 256 - 17.60 17.80 18.00 18.20

— m/z 43.05 99.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60

5000
17.60 17.80 18.00 18.20
m/z 60.00 93.59%

129 256
I \“ \H %Z ;%5 \ 143157171185199213227242 |
R RS R T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57

17.60 17.80 18.00 18.20
5000{ 29 256 m/z 57.05 79.22%
129

97 116 213
143137171185 159 227,

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

Abundance #65565: Tridecanoic acid
73 17.60 17.80 18.00 18.20
43 m/z 55.05 77.87%
5
5000 129
29 171
115
214
) [ e [ 7
SO O 0 YN A AN—
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 : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 14.90 ng/ul 2050100 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 Cyclotetracosane 336 C24H48 000297-03-0 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 1-Tricosene 322 C23H46 018835-32-0 91

Abundance Scan 3100 (20.921 min): BM000978.D (-3091) (-) m/z 57.05 100.00%

57
83
5000
111

20.60 20.80 21.00 21.20
3 l |139 168 104 226 053 280 327 355 43 10 8% 26%

e
LA B B B ||||||||||||||||||||

m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4
69
5000

20.60 20.80 21.00 21.20
m/z 55.10 84.96%
\\‘\

125
m/z--> 50 200 250 300 350
Abundance
55

97 20.60 20.80 21.00 21.20
5000 m/z 83.05 75.53%
29
125
79 153 181 308
T T e TP
mz--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane e A REEmEE
a3 83 20.60 20.80 21.00 21.20
m/z 97.10 64 .93%
5000
111
4l | I J L139 167 196 224 250 279 308 336
— .,. —— R mmm A
mz--> 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 : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.96 3.50 ng/ul 436340 Perylene-di12 23.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Dichloroacetic acid, heptadecyl ... 366 C19H36CI202 1000282-98-2 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 3617 (23.962 min): BM000978.D (-3611) (-) m/z 57.10 100.00%
57
RN R AU B
139 193 328 23.60 23.80 24.00 24.20
_y 1 |l 00T 0 20 293 283 988386 B "w/z 43.05 84.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 U AU SN SRS B
23.60 23.80 24.00 24.20
‘125 m/z 83.10 79.55%
poe l‘”‘.“‘. ‘klls‘?. |]:9|6|2|2f]'| R A R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
83 RN R AU B
23.60 23.80 24.00 24.20
5000 m/z 55.10 77 .38%
111
139 182210
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene N RaEEE R
43 23.60 23.80 24.00 24.20
m/z 97.10 72.92%
5000 83
111
| 139167 196224 267292 321 462 490
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 : BMO00978.D

Acq On : 14 Apr 2015 09:17

Operator : TP/1Z

3?22 le 61858-02 P001-SD002-0006-01
ALS Vial : 27 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 5.7 ng/ul 311024 1 7.60 1085220 20.0
Ethanol, 1l-methox... 11.71 2.4 ng/ul 187263 2 10.39 1560090 20.0
Benzophenone 15.62 9.2 ng/ul 893784 3 14.26 1949250 20.0
n-Hexadecanoic acid 17.91 3.4 ng/ul 388598 4 17.00 2264030 20.0
Trichloroacetic a... 20.92 14.9 ng/ul 2050100 5 21.20 2752660 20.0
17-Pentatriacontene 23.96 3.5 ng/ul 436340 6 23.38 2494950 20.0
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