LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 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\SOM-EPA-BM042517 .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

3.310 33 38 42 rBvV2 35081 49790 1.18% 0.097%
4.246 193 197 204 rBV4 29784 46288 1.10% 0.090%
271 rBV3 35741 59385 1.41% 0.115%
6.987 655 663 676 rBv 749402 1212533 28.83% 2.356%
7.157 684 692 702 rBV 550523 865085 20.57% 1.681%
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7.351 719 725 733 rBV 675066 1118033 26.59% 2.172%
7.822 799 805 812 rBV 788345 1261673 30.00% 2.452%
933 rBv 869392 1419334 33.75% 2.758%
8.992 997 1004 1013 rBV 739670 1209990 28.77% 2.351%
9.710 1118 1126 1135 rBV 618518 1029497 24.48% 2.000%

QO ~NO®
o0}
a1
N
N
©
=
(o0}
O
N
N

11 10.239 1209 1216 1229 rBV 870539 1468279 34.91% 2.853%
12 10.622 1274 1281 1293 rVB 1140673 1868659 44.43% 3.631%
13 10.763 1298 1305 1315 rBV 769897 1348996 32.08% 2.621%
14 13.880 1826 1835 1839 rBV 1660809 2273940 54.07% 4.418%
15 13.927 1839 1843 1847 rVB 323350 441735 10.50% 0.858%

16 14.163 1876 1883 1891 rBV 1707025 2514793 59.80% 4 _886%
17 14.345 1909 1914 1920 rVB2 47930 57969 1.38% 0.113%
18 14.474 1929 1936 1943 rBV2 1701058 2598025 61.78% 5.048%
19 14.674 1963 1970 1985 rBV 835135 1332357 31.68% 2.589%
20 15.298 2072 2076 2081 rVB2 98101 122358 2.91% 0.238%

21 15.468 2098 2105 2114 rVB 2263940 3301813 78.51% 6.416%
22 15.592 2120 2126 2136 rBV 858569 1203547 28.62% 2.339%
23 15.704 2139 2145 2149 rVB5 59512 106060 2.52% 0.206%
24 15.821 2159 2165 2168 rBV5 27951 48037 1.14% 0.093%
25 16.162 2218 2223 2231 rBV2 136844 251737 5.99% 0.489%

26 16.680 2305 2311 2316 rBV7 26267 48928 1.16% 0.095%
27 16.956 2352 2358 2361 rBV 71284 96930 2.30% 0.188%
28 17.004 2362 2366 2372 rVB7 36824 67798 1.61% 0.132%

29 17.221 2397 2403 2412 rVB 2222521 3119128 74.17% 6.061%
30 17.321 2413 2420 2427 rVB 2571525 3634110 86.42% 7.061%

31 17.509 2447 2452 2456 rBV3 46024 78482 1.87% 0.152%
32 17.586 2459 2465 2471 rVBS8 41881 70095 1.67% 0.136%
33 18.092 2546 2551 2558 rBV 289726 451389 10.73% 0.877%
34 19.174 2727 2735 2741 rBV 22607 69525 1.65% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 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\SOM-EPA-BM042517 .M
SVOA CALIBRATION

35 19.250 2741 2748 2750 rBV3 84126 149283 3.55% 0.290%

36 19.280 2750 2753 2756 rVB 58693 60961 1.45% 0.118%
37 19.321 2757 2760 2764 rBV6 51823 87453 2.08% 0.170%
38 19.374 2765 2769 2772 rBV2 148624 189232 4_50% 0.368%
39 19.615 2804 2810 2821 rVB 3071772 4205382 100.00% 8.171%
40 19.721 2826 2828 2832 rVB4 50018 53665 1.28% 0.104%

41 20.050 2879 2884 2885 rBV5 58845 89647 2.13% 0.174%
42 20.115 2885 2895 2896 rBV3 351153 745562 17.73% 1.449%
43 20.274 2919 2922 2930 rVB5 106402 180799 4_30% 0.351%
44 20.574 2970 2973 2978 rBV2 73365 89399 2.13% 0.174%
45 21.086 3056 3060 3065 rBVY 404286 503437 11.97% 0.978%

46 21.397 3108 3113 3124 rVB 2629932 3466461 82.43% 6.736%
47 21.991 3211 3214 3220 rVB7 114079 151446 3.60% 0.294%
48 22.956 3374 3378 3383 rVvB2 190274 299709 7.13% 0.582%
49 23.568 3475 3482 3494 rVB2 1460725 2969395 70.61% 5.770%
50 23.715 3500 3507 3516 rVB 1313288 2538641 60.37% 4_.933%

51 24.203 3588 3590 3597 rVvB3 137058 209348 4.98% 0.407%
52 26.844 4035 4039 4048 rVB9 239966 629206 14.96% 1.223%

Sum of corrected areas: 51465324
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LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM042617\

Data Path :

Data File : BM009728.D

Acq On : 26 Apr 2017 20:00
Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial :

Quant Method
Quant Title

15 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

Abundance
3000000

2500000

2000000

1500000

1000000

500000

331 4.25 4.65

TIC: BM009728.D

10.62

8.52 10.24

6.99 7.82 8.99 0.76
7.35 971

|

Time-->
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350 400 450 5.00

5.50

6.00

650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.844.1614.47

118.93

14.34

14.67

TIC: BM009728.D
19,62

17.32

15.47 17.7

N

15.59

16.16
1530 15,8825 16.6467360]|||11559

ol
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

21.40

23.57

TIC: BM009728.D

Time-->

21.00 2150 22.00 2250 23.00 2350 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\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.89 ng/ul 451389 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
Abundance Scan 2551 (18.092 min): BM009728.D (-2546) (-) m/z 43.00 100.00%
48 60
129
Tion | 157 1 P e T el Taios shian
o b L T 282 3% 760,00 92.40%
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73
43
5000
129 17.80 18.00 18.20 18.40
97 185 228 m/z 73.00 91.68%
Iz% In‘ul‘ ikl “Hl‘ IH‘wlw }4|'9w:!-§? |“| \IZ:II']'I “: — — T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
117.80 18.00 18.20 18.40
5000 256 m/z 55.05 83.19%
129
97 157 213
26 185 239
m/z--> 55 160 150 200 2%0 300 3%0
Abundance #107549: n-Hexadecanoic acid i o B e
43 60 17.80 18.00 18.20 18.40
m/z 41.05 82.99Y%
5000 129
H 157 185 213 256
e m 0 R T -
m/z--> 50 150 200 250 300 350 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.12 4_.30 ng/ul 745562 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 46
2 Sesquirosefuran 218 C15H220 039007-93-7 46
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 43
4 7-Hexadecyne 222 C16H30 074685-28-2 42
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 41
Abundance Scan 2896 (20.121 min): BM009728.D (-2885) (-) m/z 69.10 100.00%
¢
41
5000
199 179 “V g 275 o oo o o0
302 . . . .
S 327 3% m/z 55.00 92.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55 5
5000 USRNSSR DR
123 19.80 20.00 20.20 20.40
27‘ ’ m/z 95.10 77.34%
.H.l“,‘“'.“l”l‘.““,‘l. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 123
95 19.80 20.00 20.20 20.40
5000 41 m/z 81.05 62.79%
149 175 218
mz-> 50 100 150 200 250 300 350 400
Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N... R I EEAEEEEs e m
4 g9 19.80 20.00 20.20 20.40
m/z 109.10 58.02%
207
T ..{;%hkutl4{%?9?o.%z8.lt HRLERN SRR BRI SRR SR USRNSSR DR
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.09 2.90 ng/ul 503437 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 1-Hexacosanol 382 C26H540 000506-52-5 87

Abundance Scan 3061 (21.092 min): BM009728.D (-3056) (-) m/z 57.05 100.00%
57
83
5000
111
USRS BN SUNRA B
1391191 2265c0 281 20.80 21.00 21.20 21.40
_— .,l.l..,1.?..',....2?9...,...3.4?...f‘?l.‘.‘?g.,...., m/z 43.10 94.02%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83
5000 111 LIS L L L L L L
20. 80 21. 00 21. 20 21. 40
m/z 55.05 77.03%
‘\ ‘ ] ‘ \‘\ ‘\ ‘ \‘\ \167 196 224 252 280 308
miz--> 0 55 100 150 260 2éo 360 3%0 460 4%0 '
Abundance
55 83
20,80 21.00 21.20 21,40
5000 111 m/z 83.10 68 .55%
29
139 168196 238 266
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene Bk B BEpea e e
43 20.80 21.00 21.20 21.40
m/z 69.10 63.52%
5000 83
111
‘l 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 200 250 300 350 460 4%0 ' 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
'22.96  2.36 ng/ul 200709  Perylene-diz 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 80

054833-48-6 80
035599-77-0 80

3 Heptadecane,
4 Tridecane, l1l-iodo-

2,6,10,15-tetramethyl- 296 C21H44
310 C13H271

5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 3379 (22.962 min): BM009728.D (-3374) (-) m/z 57.10 100.00%
g7
e e e
113 208 22.60 22.80 23.00 23.20
] 146 18 238261283 309 342 429
oL LAy A, 248 183 | 238261209 500 892 371 403929 | hs7 71.05  66.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LA L L L L L B
22.60 22.80 23.00 23.20
29 m/z 43.10 53.95%
‘ ‘ L M113 141 169 197 225 253 281 309 337 365 394
e S e R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o B e
22.60 22.80 23.00 23.20
5000 P m/z 85.10 48.11%
29 113
141 169 197 225 253 281 309 338
e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- RN L e e RE S e e
57 22.60 22.80 23.00 23.20
m/z 41.10 26.82%
- | WWMW
113
‘ ‘ | ) 717,141 183 211 239 267 296
e e e T i e o B e
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.84 4.96 ng/ul 629206 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 25
2 (5-Methyl-2-phenyl-1,3-dioxan-4-... 208 C12H1603 088481-60-1 25
3 .beta.-Sitosterol 414 C29H500 000083-46-5 25
4 Imidazo[l,2-a]pyridine, 3-amino-... 255 C15H14FN3 1000317-07-2 12
5 3-Pyridinecarboxylic acid, 4,6-d... 208 C11H16N202 1000349-78-1 12
Abundance Scan 4038 (26.838 min): BM009728.D (-4035) (-) m/z 43.10 100.00%
ile]
5000 107 281

163 208

54381 414 26.60 26.80 27.00 27.20
m/z 57.05 52 _.20%

255

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

Abundance #217433: .beta.-Sitosterol
43
5000 81 LA L L L L L L
107 26.60 26.80 27.00 27.20
18 - - 414 m/z 107.05 43.79%
303 381
.J‘. hlw IH\IHJ 354
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
107 177
B
208 26.60 26.80 27.00 27.20
5000 79 m/z 281.00 41.87%
41
149
T T o T e e e
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol N BREmEEES
43 26.60 26.80 27.00 27.20
m/z 41.10 40.76%
5000
81 107 414
149 213 555 303329
Al Mtk gl 354381
miz—-> 0 50 100 150 200 250 300 350 400 450 500 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042617\
Data File : BM009728.D

Acq On : 26 Apr 2017 20:00

Operator : SJ/MA

Sample - 12836-14

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
Tetradecanoic acid 18.09 2.9 ng/ul 451389 4 17.22 3119130 20.0
unknown-01 20.12 4.3 ng/ul 745562 5 21.40 3466460 20.0
Behenic alcohol 21.09 2.9 ng/ul 503437 5 21.40 3466460 20.0
(DEL) Alkane: Str... 22.96 2.4 ng/ul 299709 6 23.71 2538640 20.0
unknown-02 26.84 5.0 ng/ul 629206 6 23.71 2538640 20.0
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