LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07063.D
Acqg On : 13 Aug 2016 11:20 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 2.669 12 14 28 rvBs8 31784 75802 1.06% 0.090%
2 3.328 121 126 134 rVB 54044 83025 1.16% 0.099%
3 6.975 739 746 759 rVvB 1052493 1717135 24.06% 2.045%
4 7.145 766 775 784 rBV 803228 1241407 17.40% 1.479%
5 7.345 802 809 819 rvB 1103340 1771458 24.82% 2.110%
6 7.810 880 888 897 rBv 1011184 1653648 23.17% 1.970%
7 8.504 998 1006 1015 rBV 1215788 1993445 27.93% 2.374%
8 8.963 1077 1084 1092 rBV 1008864 1661219 23.28% 1.979%
9 9.681 1198 1206 1215 rBVY 835385 1412026 19.79% 1.682%
10 10.216 1289 1297 1308 rBV 1307136 2229891 31.25% 2.656%

11 10.598 1353 1362 1369 rBV 1319679 2234216 31.31% 2.661%
12 10.728 1376 1384 1401 rBV 940227 1718193 24.08% 2.047%
13 13.851 1908 1915 1919 rBV 2273096 3139095 43.99% 3.739%
14 13.898 1919 1923 1933 rVB 1784567 2455290 34.41% 2.925%
15 14.133 1953 1963 1975 rBV 2533249 3814518 53.45% 4.544%

16 14.439 2008 2015 2024 rBV2 1846295 2859589 40.07% 3.406%
17 14.627 2040 2047 2060 rBV 977013 1433160 20.08% 1.707%
18 15.298 2157 2161 2167 rVB2 62471 82092 1.15% 0.098%
19 15.433 2177 2184 2191 rBV 3213761 4660119 65.30% 5.551%
20 15.545 2197 2203 2213 rBV 904859 1292842 18.12% 1.540%

21 15.674 2220 2225 2229 rBV3 41343 75899 1.06% 0.090%
22 16.162 2303 2308 2324 rBV 105720 217698 3.05% 0.259%
23 16.951 2438 2442 2448 rBV2 79760 116096 1.63% 0.138%
24 17.186 2473 2482 2486 rBV2 2338743 3521844 49.35% 4._.195%
25 17.221 2486 2488 2493 rVV 217498 300970 4.22% 0.358%

26 17.280 2493 2498 2508 rVB2 3408487 5102374 71.50% 6.078%
27 17.574 2537 2548 2559 rBV9 30617 91896 1.29% 0.109%
28 18.080 2621 2634 2643 rBV2 377177 772809 10.83% 0.921%
29 18.245 2657 2662 2666 rBV2 80963 146643 2.05% 0.175%

30 18.286 2666 2669 2675 rVB2 58135 84910 1.19% 0.101%
31 18.598 2719 2722 2727 rVB4 51392 75138 1.05% 0.090%
32 18.974 2782 2786 2791 rBV 81969 118258 1.66% 0.141%
33 19.115 2805 2810 2817 rBv4 40713 84926 1.19% 0.101%

34 19.239 2822 2831 2839 rVV 524843 810033 11.35% 0.965%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07063.D
Acqg On : 13 Aug 2016 11:20 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
a?ggle : H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM081116.M
SVOA CALIBRATION

35 19.362 2847 2852 2860 rBV3 165179 260190 3.65% 0.310%

36 19.574 2882 2888 2900 rBV 4584072 7136325 100.00% 8.500%
37 19.680 2902 2906 2911 rBV3 48204 84806 1.19% 0.101%
38 19.933 2944 2949 2955 rBV5 37637 81710 1.14% 0.097%
39 20.097 2973 2977 2986 rVB3 107380 246457 3.45% 0.294%
40 20.256 3000 3004 3008 rvB2 79151 115857 1.62% 0.138%

41 20.562 3053 3056 3060 rVB5 61302 79616 1.12% 0.095%
42 20.845 3101 3104 3110 rVB 60830 84911 1.19% 0.101%
43 21.080 3140 3144 3151 rBV2 724481 921570 12.91% 1.098%
44 21.286 3176 3179 3183 rBVY 134403 158124 2.22% 0.188%
45 21.362 3185 3192 3197 rVV 3893668 5331335 74.71% 6.350%

46 21.397 3197 3198 3205 rVB 297945 307284 4_.31% 0.366%
47 21.527 3217 3220 3223 rBV3 80826 93331 1.31% 0.111%
48 21.980 3292 3297 3305 rBV2 614551 1039756 14.57% 1.238%
49 22.433 3370 3374 3380 rBV3 300668 524476 7.35% 0.625%
50 22.674 3412 3415 3419 rVB4 76868 96946 1.36% 0.115%

51 22.956 3458 3463 3467 rBV2 759934 1329317 18.63% 1.583%
52 22.997 3467 3470 3484 rVB3 390212 713112 9.99% 0.849%
53 23.444 3542 3546 3548 rBV 109345 167938 2.35% 0.200%
54 23.491 3548 3554 3560 rBV2 3469395 6460262 90.53% 7.695%
55 23.638 3571 3579 3594 rVB 2498857 5127461 71.85% 6.108%

56 24.203 3669 3675 3682 rBV 660835 1317095 18.46% 1.569%
57 24.285 3684 3689 3698 rVB4 206792 469567 6.58% 0.559%
58 24.968 3800 3805 3813 rVB 272087 627865 8.80% 0.748%
59 25.868 3952 3958 3967 rBV2 243608 685231 9.60% 0.816%
60 26.768 4105 4111 4120 rVB6 259882 713087 9.99% 0.849%

61 27.450 4220 4227 4240 rVB6 222189 731597 10.25% 0.871%

Sum of corrected areas: 83952890
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LSC Report - Integrated Chromatogram

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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
Abundance TIC: BM007063.D
4000000
3000000
2000000
10.22 10.60
8.50
6.97 7.35
1000000 715 7.81 8.96 0.68 0.73
P.67 3.33 A JL
e B A B L e e
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM007063.D
19,57
4000000
17.28
15.43
3000000
14.13
13.85 l7.]i9
2000000 18.90| 14.44
1000000 14.63 5.54
19.24
18.08
. { 15.3015.67 16,16 16;?% [ 1757
Time--> 12.00 1250 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
Abundance TIC: BM007063.D
21.36
4000000 23.49
3000000 b3.64
2000000
22.96
1000000 21.08 21.98 24.20
25.87 26.77 27.45
Y e T
Time--> 20.50 21.00 21.50 22.00 22.50 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\BM081316\

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.08 4.39 ng/ul 772809 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2634 (18.080 min): BM007063.D (-2621) (-) m/z 73.00 100.00%

s B
43
5000 129
213
ﬁr 115 157171185 256

9 143 109 | 227, 17.80 18.00 18.20 18.40
m/z 60.00 80.53%
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 LA L L L L LB L B
17. 80 18 00 18. 20 18 40
0
H o7 115 " 157171 155 213 osg m/z 43.05 71.23%
0 YO i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e R e
17.80 18.00 18.20 18.40
5000{ 29 256 m/z 55.10 64.19%
129
97 213
115 157171185
143 199 227240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R s B San E et
60 73 17.80 18.00 18.20 18.40
43 m/z 57.05 63.01%
5000 129
29 171
! 15 214
| T ?9 ‘ 143157 | 185
,.1..‘,‘.‘..ul“,‘.u‘.‘.,wl;.:”,“..m PR \ NN
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 : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.08 3.46 ng/ul 921570 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3144 (21.080 min): BM007063.D (-3140) (-) m/z 57.10 100.00%
q7
5000 111
3 | 1120 167 196 276248 282301 342 20.80 21.00 21.20 21.40
ob——4 e s m/z 83.05 98.08%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
20.80 21.00 21.20 21.40
29 125 m/z 55.10 97.13%
Ll l79 | | | 154 196 224 251269 320
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 IR AR AR AR AR
20.80 21.00 21.20 21.40
5000 111 m/z 97.05 90.76%
29
140 182 210 937255 306
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83 20.80 21.00 21.20 21.40
m/z 43.05 90.02%
5000 111
29
[ ‘ L J 4P 167 106 233 266 204
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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: Cyclic21.98 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.98 3.90 ng/ul 1039760 Chrysene-d12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3297 (21.980 min): BM007063.D (-3292) (-) m/z 57.10 100.00%
57 g3
5000 11
EEERTEE e T
3 139 202 21.60 21.80 22.00 22.20
A LS w8 e | ,2?0.2530. 308 339358 | 1z 43.10 81.61%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 RN AR AR AR &
m 21,60 21.80 22.00 22.20
29 m/z 83.10 80.96%
\“ \‘ | \ ‘\ | \139 182 20
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
2160 21.80 22.00 2220
5000 111 m/z 55.10 76.67%
29
139 168 194 224 20 97 360
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate B L
7 21.60 21.80 22.00 22.20
97 m/z 69.10 73.98%
5000
- 125
79 I | J 154 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 21,60 21.80 22.00 22.20 |
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .20 5.14 ng/ul 1317100 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3674 (24.197 min): BM007063.D (-3669) (-) m/z 57.05 100.00%
57
85
5000
113
141 169 266 23.80 24.00 24.20 24.40 24.60
. , ”, L0, 21239 200287300332 365 416 nsz 71.10  77.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
23.80 24.00 24.20 24.40 24.60
- 13 m/z 43.10 59.11%
\‘ Jl h “\ It h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 56.16%
29 13 141 169 107 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L L B B B
57 23.80 24.00 24.20 24.40 24.60
m/z 55.05 25.63%
B | J\"‘MM
29 i | M3141 169 107 225 253 205 323 367

I I T T T
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40 24.60
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .97 2.45 ng/ul 627865 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 90
Abundance Scan 3805 (24.968 min): BM007063.D (-3800) (-) m/z 57.10 100.00%
g7

:

85
5000
113 24.60 24.80 25.00 25.20
141169 211 256 329355
0 ,1", e 22 389320 401431 476803 | Thzz 71.10  76.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57
5000 85 LA L N L L L L I
24.60 24.80 25.00 25.20
- m/z 85.05 56.18%
| ‘h Hﬁ13141169197225253281309337365394

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

57

¥

P 24.60 24.80 25.00 25.20
5000 m/z 43.10 50.31%

29 113
141169197225253 296

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

-

Abundance #194493: Hexacosane T T
57 24.60 24.80 25.00 25.20
m/z 55.05 19.23%
- ] \/\M’Jk\»vmf\j\
29
O] P 41169107 205253 295303 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24 60 24. 80 25 00 25. 20
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.87 2.67 ng/ul 685231 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Docosane 310 C22H46 000629-97-0 94
3 2-methylhexacosane 380 C27H56 1000376-72-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3958 (25.868 min): BM007063.D (-3952) (-) m/z 57.10 100.00%
g7
85
5000
R AR B R SR
141 169 25.60 25.80 26.00 26.20
Ol b ||, Ly f 107225202 285315 388 416 489 | n57 71.10  75.28%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000 R R BB AR R
25,60 25.80 26.00 26.20
m/z 85.10 58.33%
29
T h‘ 141160 197 225 53 296

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

57

E

25.60 25.80 26.00 26.20
5000 85 m/z 43.10 55.03%

113
141 183211239067 310

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

%

Abundance #202663: 2-methylhexacosane T T

57 25.60 25.80 26.00 26.20
m/z 99.10 21.63%

85
5000
29/ | J ﬂ \J141}§9197225253281309337365
A e L L L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 7 _beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.77 2.78 ng/ul 713087 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.beta.-Sitosterol 414 C29H500 000083-46-5 90
2 .beta.-Sitosterol 414 C29H500 000083-46-5 87
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 87
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 47
5 Cyclopentanecarboxylic acid, 1-p... 273 C14H15N30S 1000311-03-5 15
Abundance Scan 4111 (26.768 min): BM007063.D (-4105) (-) m/z 43.10 100.00%
43
105

213

5000

475503 26.40 26.60 26.80 27.00
m/z 55.05 72 .06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol

5000 26.40 26.60 26.80 27.00
g1 107 414 —10 =

145 213 m/z 105.05 68 .60%
73 213 255 303329 _ 381

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

26.40 26.60 26.80 27.00
m/z 95.05 66 .87%

5000 81 107

145 214
213
173 255 303329
355381
R e T T i o T i o o e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #217434: .gamma.-Sitosterol R mE T o R
43 26.40 26.60 26.80 27.00

m/z 213.15 64 .90%

18

5000

T
26.40 26.60 26.80 27.00
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Library Search Compound Report

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

Data File : BMO0O7063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

ﬁ?ggle i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 8 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27 .45 2.85 ng/ul 731597 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0x0-2,3-dihydro-1H-imidazole-4... 109 C4H3N30 1000294-08-6 38
2 1-Propanone, 1-(1-cyclohexen-1-yl)- 138 C9H140 001655-03-4 38
3 2(1H)-Pyridinone, 1l-methyl- 109 C6H7NO 000694-85-9 38
4 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 35
5 Tris(2,7-dimethyl-2,7-octadien-1... 425 C30H51N 088399-36-4 35
Abundance Scan 4227 (27.450 min): BM007063.D (-4220) (-) m/z 109.10 100.00%

1109
5000
145 18721554

27.20 27.40 27.60 27.80
m/z 81.10 96.30%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5521: 2-Ox0-2,3-dihydro-1H-imidazole-4-carbonitrile
109
54

5000 L L
81 27. 20 27. 40 27. 60 27. 80

m/z 55.10 43.15%

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

Abundance
81 109
R B B B
27.20 27.40 27.60 27.80
0
5000 m/z 107 .05 38.99%
53 138
L B T R B o LA ma s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5574: 2(1H)-Pyridinone, 1-methyl- S RREEs B L
109 27.20 27.40 27.60 27.80
m/z 95.05 38.65%
81
5000
39
T
m/z--> 0 50 100 150 200 250 300 350 400 450 27. 20 217. 40 27. 60 27. 80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BMO07063.D

Acq On : 13 Aug 2016 11:20

Operator : UM/SJ

3?22'6 i H4389-12 PR002-SS006-0612-01
ALS Vial : 31 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 4.4 ng/ul 772809 4 17.19 3521840 20.0
Trifluoroacetoxy ... 21.08 3.5 ng/ul 921570 5 21.36 5331340 20.0
(DEL) Alkane: Cyc... 21.98 3.9 ng/ul 1039760 5 21.36 5331340 20.0
(DEL) Alkane: Str... 24.20 5.1 ng/ul 1317100 6 23.64 5127460 20.0
(DEL) Alkane: Str... 24.97 2.5 ng/ul 627865 6 23.64 5127460 20.0
(DEL) Alkane: Str... 25.87 2.7 ng/ul 685231 6 23.64 5127460 20.0
-beta.-Sitosterol 26.77 2.8 ng/ul 713087 6 23.64 5127460 20.0
unknown-01 27.45 2.9 ng/ul 731597 6 23.64 5127460 20.0

SOM02.2-EPA-BM081116.M Mon Aug 15 16:56:34 2016 Page: 12



