LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O07743.D
Acq On : 28 Oct 2016 15:14 Instrument :
Operator : UM/SJ gyAﬁg ol

- - lentosampleld :
3?22'6 : Ho441-17 PRERV-SS009-1218-01
ALS Vial : 7 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-BM102016.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 2.640 6 9 19 rvB2 68336 131694 3.72% 0.289%
2 2.887 47 51 56 rvB 69929 85450 2.41% 0.188%
3 2.993 65 69 79 rvB 119387 157171 4._44% 0.345%
4 3.075 79 83 93 rvB 93321 143071 4._.04% 0.314%
5 3.287 115 119 125 rVB 35741 47426 1.34% 0.104%
6 3.793 201 205 212 rVB 74368 100604 2.84% 0.221%
7 4.216 272 277 282 rBV2 39040 60860 1.72% 0.134%
8 4.616 338 345 352 rBV5 18452 38783 1.10% 0.085%
9 4.910 389 395 401 rBvV2 38765 59899 1.69% 0.132%
10 6.440 651 655 661 rvB 38574 59935 1.69% 0.132%

11 6.928 731 738 751 rBV 630983 1153834 32.61% 2.535%
12 7.093 759 766 776 rBV 504681 790366 22.34% 1.736%
13 7.287 793 799 810 rBV 683603 1097164 31.01% 2.410%
14 7.751 870 878 886 rBvV 790563 1265227 35.76% 2.780%
15 8.457 992 998 1014 rBV 711980 1195301 33.78% 2.626%

16 8.910 1067 1075 1087 rBV 595661 1026986 29.02% 2.256%
17 9.034 1089 1096 1106 rVvVv 38045 68082 1.92% 0.150%
18 9.622 1190 1196 1206 rBV 481154 835508 23.61% 1.836%
19 10.163 1281 1288 1306 rBV 739993 1349872 38.15% 2.966%
20 10.533 1342 1351 1358 rBV 1014860 1696884 47.95% 3.728%

21 10.675 1368 1375 1391 rBV 504760 1001297 28.30% 2.200%
22 12.680 1708 1716 1723 rBV 101790 185955 5.26% 0.409%
23 13.280 1812 1818 1826 rVB4 29923 59630 1.69% 0.131%
24 13.716 1885 1892 1897 rBV6 34138 67251 1.90% 0.148%
25 13.798 1898 1906 1910 rVV 1317569 1928851 54.51% 4.238%

26 13.845 1910 1914 1922 rVB 1289866 1758163 49.69% 3.863%
27 14.080 1947 1954 1968 rVV 1496722 2328749 65.81% 5.116%

28 14.210 1972 1976 1982 rVB4 26239 42377 1.20% 0.093%
29 14.286 1982 1989 1994 rBV3 41945 79429 2.24% 0.175%
30 14.386 2000 2006 2013 rVB 1459886 2115038 59.77% 4.647%
31 14.451 2013 2017 2027 rVB4 27703 70695 2.00% 0.155%
32 14.610 2038 2044 2056 rBV 352045 717469 20.28% 1.576%
33 14.786 2069 2074 2080 rBV6 19482 38326 1.08% 0.084%
34 15.233 2146 2150 2156 rVB2 59013 70264 1.99% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM102816\
Data File : BM0O07743.D
Acq On : 28 Oct 2016 15:14 Instrument :
Operator : UM/SJ EFAﬁg ol

- - lentosampleld :
a?zgle : Ho441-17 PRERV-SS009-1218-01
ALS Vial : 7 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-BM102016.M
SVOA CALIBRATION

35 15.380 2168 2175 2181 rBV 1951387 2801269 79.16% 6.154%

36 15.433 2181 2184 2192 rVB3 28425 49974 1.41% 0.110%
37 15.515 2193 2198 2205 rBV 288668 440299 12.44% 0.967%
38 15.627 2212 2217 2224 rVB5 37860 83334 2.36% 0.183%
39 16.098 2293 2297 2299 rBV 80275 108468 3.07% 0.238%
40 16.886 2428 2431 2434 rVB3 50504 54246 1.53% 0.119%

41 17.133 2467 2473 2478 rBV2 1616686 2348582 66.37% 5.160%
42 17.174 2478 2480 2484 rVvV 258503 306175 8.65% 0.673%
43 17.233 2484 2490 2501 rVB 1986190 3014657 85.19% 6.623%
44 17.521 2534 2539 2547 rBV4 123062 251684 7.11% 0.553%

45 17.621 2553 2556 2561 rBVY 34249 38363 1.08% 0.084%
46 17.968 2611 2615 2618 rBV5 64193 92284 2.61% 0.203%
47 18.021 2620 2624 2628 rVV2 158167 218916 6.19% 0.481%
48 18.892 2769 2772 2775 rBV3 64912 94137 2.66% 0.207%

49 19.192 2819 2823 2830 rVB 477369 655534 18.53% 1.440%
50 19.527 2875 2880 2884 rBV 2435335 3538594 100.00% 7.774%

51 21.321 3180 3185 3189 rBV 2164480 2911456 82.28% 6.396%
52 22.362 3359 3362 3369 rVB 729317 957715 27.06% 2.104%

53 23.433 3539 3544 3549 rBV2 1743339 3063472 86.57% 6.730%
54 23.574 3564 3568 3575 rVB 1448215 2660665 75.19% 5.845%

Sum of corrected areas: 45517435

SOM02.2-EPA-BM102016.-M Fri Oct 28 19:43:54 2016 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07743.D

Acq On : 28 Oct 2016 15:14

Operator : UM/SJ

ﬁ?ggle i H5441-17 PRERV-SS009-1218-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM0O07743.D

10.53
7.75 8.46 10.16

7.29

6.8 09 J\ k 8.91 9.62 0.67

L‘—“. A .8 Jl_m A k
62888820 379 422 462491 6.44 || K “ 0.03

Time-->

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM0O07743.D

19.53

15.38 17.23

17.13
14.0814.39
1R8%

14.61 552 1j1 1

12.68 16.10
1268 1328 134 faopRatiaro 15284563

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM0O07743.D

21132 23 2%1.357

22.36

0%

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM102816\
Data File : BMO07743.D

Acq On : 28 Oct 2016 15:14

Operator : UM/SJ

Sample - H5441-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M
SVOA CALIBRATION

C:\DATABASENNIST11.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 3-Buten-2-one, 3-methyl- Concentration Rank 2

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

2.99 2.48 ng/ul 157171 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 90
2 3-Penten-2-one 84 C5H80 000625-33-2 90
3 3-Penten-2-one 84 C5H80 000625-33-2 78
4 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 72
5 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 72

Abundance Scan 69 (2.993 min): BM007743.D (-65) (-) m/z 41.05 100.00%
a1
69
84
5000
37 |14 5053 61 65 2881 2.80 3.00 320 3.40
rrprrrrerT e e e m/z 43.00 98.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1429: 3-Buten-2-one, 3-methyl-
43
5000 39
15 69 84 280 3.00 320 3.40
m/z 69.10 77.17%
12| 19 24, 31 36|, 4650 V5861 65 7781
R i o s
Abundance
69
a3 R A AL AL A
280 3.00 320 3.40
5000 39 a1 m/z 84.05 59.28%
28
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1397: 3-Penten-2-one L B e e T
a4 280 3.00 320 3.40
69 m/z 39.10 52.32%
5000
15 84
27
| \‘\\31 | \‘4 5053
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 7'0 75 80 85 90 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07743.D

Acq On : 28 Oct 2016 15:14

Operator : UM/SJ

ﬁ?ggle i H5441-17 PRERV-SS009-1218-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 3-Penten-2-ol Concentration Rank 3

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

3.08 2.26 ng/ul 143071 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-ol 86 C5H100 001569-50-2 72
2 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 64
3 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 59
4 3-Penten-2-ol 86 C5H100 001569-50-2 59
5 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 59

Abundance Scan 84 (3.081 min): BM007743.D (-79) (-) m/z 71.10 100.00%
!
43
5000
”| 58 86 207 2.80 3.00 3.20 3.40
SRS 1 S T Y ——. L L m/z 43.10 62.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1729: 3-Penten-2-ol
43 T
5000
2.80 3.00 3.20 3.40
m/z 41.05 32.11%
17 \‘\ 12 5
I AN | Lol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 n
2.80 3.00 3.20 3.40
5000 m/z 39.00 24 .83%
59
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
7 2.80 3.00 3.20 3.40
43 m/z 45.05 18.05%
5000
15 % ‘H %8 | 84 97 116
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07743.D

Acq On : 28 Oct 2016 15:14

Operator : UM/SJ

ﬁ?ggle i H5441-17 PRERV-SS009-1218-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 n-Pentadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.52 2.14 ng/ul 251684 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 91
2 n-Pentadecanol 228 C15H320 000629-76-5 91
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1-Tridecene 182 C13H26 002437-56-1 90

Abundance Scan 2539 (17.521 min): BM007743.D (-2534) (-) m/z 83.10 100.00%

55

5000

17.20 17.40 17.60 17.80
m/z 69.10  92.94%

57175 195213

245 565 289 309

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84601: n-Pentadecanol
43 83

5000 LA L L L L L L L L
17.20 17.40 17.60 17.80
2 m/z 55.10 88.26%
”wmndﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
R REERE R R Ry
17.20 17.40 17.60 17.80
5000 11 m/z 43.10 81.48%

29
140 166182 219

WWWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #182418: Bromoacetic acid, pentadecy! ester A e R Ra
43 83 17.20 17.40 17.60 17.80

m/z 57.10 70.18%

5000

2 6

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. 20 17. 40 17. 60 17.80

141 166182 208
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM102816\

Data File : BMO07743.D

Acq On : 28 Oct 2016 15:14

Operator : UM/SJ

ﬁ?ggle i H5441-17 PRERV-SS009-1218-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .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 13-Docosenamide, (Z2)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22 .36 6.58 ng/ul 957715 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 87
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 83
3 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 81
4 Octadecanamide 283 C18H37NO 000124-26-5 72
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 64

Abundance Scan 3362 (22.362 min): BM007743.D (-3359) (-) m/z 59.10 100.00%

5000

_%

97 126 22.00 22.20 22.40 22.60
154184 235263591320 : : : :
291 362390 442470 511543 m/z 72.10 71 _85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174696: 13-Docosenamide, (2)-
59
5000 LA L L L L B LB L
22.00 22.20 22.40 22.60
0

- ‘ 437 m/z 55.10  47.23%
1 H‘ \H h‘\\ H‘h mH hh\ 54184 234 276 308 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
59
o e R B
22.00 22.20 22.40 22.60
5000 m/z 69.10 33.81%
29 ij""/\‘w/\/
9 126154184 238 281
R A e o e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174697: 13-Docosenamide, (2)- N RaEEE R
59 22.00 22.20 22.40 22.60
m/z 41.10 29.95%
5000
137
97
LWLl 165193 240 204 387

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 20 22. 40 22 60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEM1I\BNA_M\DATA\BM102816\

BMOO7743.D

28 Oct 2016 15:14
UM/SJ

H5441-17

7 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

3-Buten-2-one,
3-Penten-2-ol

n-Pentadecanol
13-Docosenamid

name RT EstConc

3-... 2.99 2.5 ng/ul
3.08 2.3 ng/ul
17.52 2.1 ng/ul

e, ... 22.36 6.6 ng/ul

Units Response |#

157171
143071
251684
957715

SOM02.2-EPA-BM102016.-M Fri Oct 28 19:43:58 2016

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM102016 .M

|--Internal Standard---|
RT Resp Conc]

1 7.75 1265230 20.0
1 7.75 1265230
4 17.13 2348580 20.0
5 21.32 2911460 20.0

PRERV-SS009-1218-01
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