LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM007070.D
Acqg On : 13 Aug 2016 15:35 Instrument :
Operator : UM/SJ gyAﬁg ol

- _ lentosampleld :
3?22'6 : H4387-07 P003-SS002-2430-01
ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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\SOMO2.2-EPA-BM081116.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 3.328 121 126 133 rBvY 54689 83713 1.07% 0.102%
2 4_957 396 403 409 rBvY 109074 159329 2.05% 0.193%
3 6.975 739 746 757 rBV 1029528 1801599 23.13% 2.185%
4 7.145 768 775 785 rBVY 778342 1232267 15.82% 1.494%
5 7.345 798 809 818 rBV 1108626 1767651 22.69% 2.143%
6 7.810 882 888 895 rBvV 1020879 1646041 21.13% 1.996%
7 8.510 1000 1007 1015 rBV 1161306 1914146 24.57% 2.321%
8 8.963 1076 1084 1092 rBV 1026482 1661589 21.33% 2.015%
9 9.075 1096 1103 1109 rBvV 84911 136076 1.75% 0.165%
10 9.680 1199 1206 1221 rVB 858152 1433153 18.40% 1.738%

11 10.216 1289 1297 1306 rBV 1323569 2215696 28.44% 2.687%
12 10.598 1354 1362 1369 rBV 1345179 2213547 28.41% 2.684%
13 10.733 1374 1385 1393 rBV 1113803 1948017 25.00% 2.362%
14 13.851 1904 1915 1919 rBV 2308043 3259739 41.84% 3.953%
15 13.898 1919 1923 1933 rVB 2635052 3772657 48.43% 4_575%

16 14.133 1956 1963 1974 rVB 2593884 3917185 50.28% 4_750%
17 14.345 1994 1999 2004 rBV 74513 100785 1.29% 0.122%
18 14.439 2008 2015 2023 rVvV2 1863227 2941934 37.76% 3.567%
19 14.627 2041 2047 2063 rBV 984176 1523877 19.56% 1.848%
20 15.298 2157 2161 2167 rVB 138735 183370 2.35% 0.222%

21 15.433 2175 2184 2191 rBV 3359202 4867934 62.48% 5.903%
22 15.545 2197 2203 2210 rBV 894445 1264546 16.23% 1.533%
23 15.680 2220 2226 2229 rBvV4 49044 99951 1.28% 0.121%
24 16.162 2303 2308 2322 rBV 167286 313899 4._.03% 0.381%
25 16.951 2438 2442 2447 rBV2 97629 129846 1.67% 0.157%

26 17.186 2475 2482 2486 rBV 2564147 3663781 47.03% 4._.443%
27 17.227 2486 2489 2493 rVV 257547 351912 4._.52% 0.427%
28 17.280 2493 2498 2509 rVB2 3522341 5305370 68.10% 6.433%
29 17.568 2542 2547 2559 rVB2 228844 330573 4.24% 0.401%
30 18.080 2625 2634 2637 rBV2 321131 649121 8.33% 0.787%

31 18.245 2658 2662 2666 rBV2 137923 225915 2.90% 0.274%
32 18.286 2666 2669 2675 rVB 107416 154002 1.98% 0.187%
33 18.380 2678 2685 2688 rBV6 44323 87429 1.12% 0.106%
34 18.556 2711 2715 2719 rBV2 60823 96825 1.24% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM007070.D
Acqg On : 13 Aug 2016 15:35 Instrument :
Operator : UM/SJ gyAﬁg ol

- _ lentosampleld :
a?ggle : H4387-07 P003-SS002-2430-01
ALS Vial : 38 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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\SOMO02.2-EPA-BM081116.M

Title = SVOA CALIBRATION

35 18.598 2719 2722 2728 rVB4 50452 90324 1.16% 0.110%
36 18.856 2762 2766 2769 rVVv2 70714 86480 1.11% 0.105%
37 18.892 2769 2772 2778 rVB2 59154 88541 1.14% 0.107%

38 18.974 2782 2786 2791 rBV 192575 294417 3.78% 0.357%
39 19.033 2791 2796 2800 rBv4 65028 132333 1.70% 0.160%
40 19.115 2806 2810 2818 rBV3 81846 186268 2.39% 0.226%

41 19.239 2827 2831 2838 rVB 514984 696962 8.95% 0.845%
42 19.362 2846 2852 2855 rBV5 120093 180388 2.32% 0.219%
43 19.574 2882 2888 2899 rBV2 4843727 7790614 100.00% 9.447%
44 19.692 2900 2908 2909 rBV4 439245 839113 10.77% 1.017%
45 20.068 2967 2972 2973 rBV3 67163 99177 1.27% 0.120%

46 20.097 2974 2977 2981 rVB 120799 165585 2.13% 0.201%
47 20.256 3000 3004 3010 rVvvVv 133465 186679 2.40% 0.226%
48 20.397 3024 3028 3032 rVV 109532 140954 1.81% 0.171%
49 20.444 3032 3036 3039 rVB 98508 124443 1.60% 0.151%
50 20.844 3102 3104 3110 rVB 88124 114353 1.47% 0.139%

51 21.086 3141 3145 3150 rBV3 509601 634244 8.14% 0.769%
52 21.368 3186 3193 3197 rBV 3682838 5386417 69.14% 6.532%
53 21.403 3197 3199 3207 rVB 351773 412954 5.30% 0.501%
54 21.980 3293 3297 3302 rBV3 195801 335322 4 _30% 0.407%
55 22.438 3372 3375 3380 rBV5 128118 181384 2.33% 0.220%

56 22.962 3459 3464 3468 rBV 344432 665767 8.55% 0.807%
57 23.444 3543 3546 3548 rBV 103354 142187 1.83% 0.172%
58 23.497 3548 3555 3561 rBV2 3451729 6602574 84.75% 8.006%
59 23.644 3573 3580 3595 rVB 2548270 5012772 64.34% 6.078%
60 24.203 3671 3675 3683 rVvB2 217521 424462 5.45% 0.515%

Sum of corrected areas: 82468189
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_M\DATA\BM081316\
BMOO7070.D

13 Aug 2016 15:35

UM/SJ

H4387-07

P003-SS002-2430-01

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

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

Abundance TIC: BM007070.D
4000000
3000000
2000000
10.22 10.60
6.97 7.35 ] 8.51 8.96 0.73
1000000 715 781 9.68
333 ﬁ@G Akﬁ A LD7 A
O e o oL S L L L S
Time--> 3.00 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM007070.D
19,57
4000000
17.28
15.43
3000000
13.901.13 17.19
13.B5
2000000 14.44
1000000 14.63 15.54 o
-% 18.08 '
E‘L 15#%5-68 16.16 16.95 H‘317'57 18 e e BN 3109, ‘ ) V2O
] S £ G £ L o e A e s
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM007070.D
4000000 2137 2350
3000000 P3.64
2000000
1000000 21.09 22 96
2140 2198 9244 23 24.20
20.84
T o
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 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\BM081316\

Data File : BMO07070.D

Acq On : 13 Aug 2016 15:35

Operator : UM/SJ

ﬁ?ggle i H4387-07 P003-SS002-2430-01
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

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

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

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.08 3.54 ng/ul 649121 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2634 (18.080 min): BM007070.D (-2625) (-) m/z 73.05 100.00%

17.80 18.00 18.20 18.40
m/z 60.00 76.13%

3
43 60
5000 129
143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LN L L L L R B L

17. 80 18 00 18. 20 18 40

m/z 43.10 72.06%
213
| e L
) 1114171
RRERREE LSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R AR
17.80 18.00 18.20 18.40
5000 29 256 m/z 55.05 63.70%
129
97 213
115 157171185
143 109 227240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B B B s SR
60 73 17.80 18.00 18.20 18.40
43 m/z 57.05 58.22%
5000 129
29
s |,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BMO07070.D

Acq On : 13 Aug 2016 15:35

Operator : UM/SJ

Sample - H4387-07

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

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

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

Peak Number 2 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 2

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

19.69 3.12 ng/ul 839113 Chrysene-d12 21.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-ox0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 1-Formyl-2,2,6-trimethyl-3-(3-me... 220 C15H240 108287-18-9 62
3 Cyclohexanone, 2,3,3-trimethyl-2._._. 206 C14H220 069296-90-8 51
4 1,4-Methanoazulen-9-one, decahyd... 220 C15H240 000465-26-9 51
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 46

Abundance
9 o5

123

220

5000

Scan 2908 (19.692 min): BM007070.D (-2900) (-)

69.10 100.00%

s

19.40 19.60 19.80 20.00

m/z 95.05 84 .68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109
45 137 218
5000 78 e B e e o
160 19.40 19.60 19.80 20.00
m/z 55.10 80.69%
“ ‘ 189
B .
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R N R e
220 19.40 19.60 19.80 20.00
5000 109 m/z 109.10  77.55%
137
177
L B e o I e e T e s o sy
m/z--> 50 100 150 200 250 300 350 400
Abundance #66171: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but... L
95 123 19.40 19.60 19.80 20.00
m/z 81.10 76.89%
41 191
5000 69
E ]
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM081316\

Data File : BMO07070.D

Acq On : 13 Aug 2016 15:35

Operator : UM/SJ

ﬁ?ggle i H4387-07 P003-SS002-2430-01
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.35 ng/ul 634244 Chrysene-d12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Cyclohexadecane 224 C16H32 000295-65-8 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 3146 (21.091 min): BM007070.D (-3141) (-) m/z 57.10 100.00%
g7
226
5000 11
USRS BN SURRA B
139 20.80 21.00 21.20 21.40
205 282 325
—_— I‘ ; l,l I w920 Iy 201 292 82> 37 4% sz 83.10  96.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 ER IR BN SUNRA B
20.80 21.00 21.20 21.40
29 11 m/z 97.10 95.11%
EERNRRNNCIL AT Y
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20,80 21.00 2120 21140
5000 11 m/z 55.10 91.82%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane T
57 20.80 21.00 21.20 21.40
97 m/z 43.10 85.26%
5000
29 125
LT e 106220 200
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM081316\

Data File : BMO07070.D

Acq On : 13 Aug 2016 15:35

Operator : UM/SJ

ﬁ?ggle i H4387-07 P003-SS002-2430-01
ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116.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]
n-Hexadecanoic acid 18.08 3.5 ng/ul 649121 4 17.19 3663780 20.0
5-Bromo-4-oxo0-4,5... 19.69 3.1 ng/ul 839113 5 21.37 5386420 20.0
(DEL) Alkane: Str... 21.09 2.4 ng/ul 634244 5 21.37 5386420 20.0
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