LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM113017.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.246 21 27 31 rvB2 29729 47033 1.53% 0.122%
2 4.857 296 301 307 rVvB2 30910 48586 1.58% 0.126%
3 6.887 636 646 656 rVB 651098 1159444 37.75% 3.010%
4 7.045 667 673 680 rVB 492773 753399 24.53% 1.956%
5 7.240 700 706 717 rVB 713521 1128385 36.74% 2.929%
6 7.704 777 785 792 rVB 739913 1156955 37.67% 3.003%
7 8.410 899 905 912 rBV 818115 1300459 42.34% 3.376%
8 8.857 974 981 988 rBV 666032 1083093 35.26% 2.811%
9 9.269 1046 1051 1058 rVB3 33410 56151 1.83% 0.146%
10 9.575 1096 1103 1109 rBV 568960 937362 30.52% 2.433%

11 10.110 1187 1194 1202 rBV 850990 1413261 46.01% 3.668%
12 10.486 1249 1258 1264 rBV 890516 1533168 49.92% 3.980%
13 10.622 1274 1281 1293 rBV 723576 1263327 41.13% 3.279%
14 11.398 1407 1413 1421 rBV7 16819 34916 1.14% 0.091%
15 13.169 1710 1714 1720 rVB3 33310 46465 1.51% 0.121%

16 13.757 1808 1814 1819 rBV 1361998 1865183 60.73% 4.841%
17 13.804 1819 1822 1830 rVB 349569 467558 15.22% 1.214%
18 14.033 1851 1861 1867 rBV 1526606 2311341 75.25% 5.999%
19 14.092 1867 1871 1876 rVV6 22583 41226 1.34% 0.107%
20 14.198 1881 1889 1894 rVV3 85918 234076 7.62% 0.608%

21 14.245 1894 1897 1903 rVV3 73070 116083 3.78% 0.301%
22 14.345 1906 1914 1923 rVB2 1164204 1837147 59.82% 4_.769%
23 14.563 1945 1951 1963 rBV 536774 869162 28.30% 2.256%
24 15.204 2057 2060 2066 rVB2 68953 93032 3.03% 0.241%
25 15.339 2077 2083 2093 rVB 1794685 2567202 83.58% 6.664%

26 15.468 2100 2105 2113 rBV 448195 631494 20.56% 1.639%

27 15.586 2121 2125 2127 rBV4 24300 36081 1.17% 0.094%
28 16.068 2202 2207 2214 rBV3 55128 89216 2.90% 0.232%
29 16.862 2339 2342 2346 rBV6 31336 41825 1.36% 0.109%

30 17.092 2374 2381 2388 rBV 1475413 2086543 67.94% 5.416%

31 17.192 2392 2398 2406 rVB2 1936092 2675822 87.12% 6.946%
32 17.598 2464 2467 2473 rVB7 19965 30867 1.00% 0.080%
33 17.992 2530 2534 2544 rBV 298589 452790 14.74% 1.175%
34 19.280 2749 2753 2757 rBV2 222041 303396 9.88% 0.788%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method
Title

35 19.492 2783 2789 2796 rBV 1931903 2724495 88.71% 7.072%
36 21.280 3089 3093 3099 rVB 1611923 2051246 66.79% 5.324%

37 23.380 3444 3450 3461 rVB2 1622659 3071372 100.00% 7.972%
38 23.521 3469 3474 3481 rVB 1119860 1966786 64.04% 5.105%

Sum of corrected areas: 38525947
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013243.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 D-Mannoheptulose Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.20 2.55 ng/ul 234076 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Mannoheptulose 210 C7H1407 003615-44-9 72
2 D-Allose 180 C6H1206 002595-97-3 64
3 _.beta.-D-Glucopvranose. 1.6-anhv... 162 C6H1005 000498-07-7 64
4 _beta.-D-Glucopvranose. 1l.6-anhv... 162 C6H1005 000498-07-7 56
5 1,6-Anhydro-._.beta.-d-talopyranose 162 C6H1005 1000133-05-8 56
Abundance Scan 1889 (14.198 min): BM013243.D (-1881) (-) m/z 60.00 100.00%
64.0
5000
39 97.1 13.80 14.00 14.20 14.40 14.60
o 121.0 1521  191.0 281.1 77 5700 a1 620
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69728: D-Mannoheptulose
60.0
5000 AR BN IR I
13.80 14.00 14.20 14.40 14.60
98.0 m/z 73.00 34.78%
Dol o) e 174.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
13:80 14.00 14.20 14.40 14.60
5000 m/z 43.00 29.28%
o 98011601440 1500
mﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro- I A EERER RS
60.0 13.80 14.00 14.20 14.40 14.60
m/z 42.10 25.07%
5000
29.0
98.0
o’ P e e PR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.99 4.34 ng/ul 452790 Phenanthrene-d10 17.09
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 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87
Abundance Scan 2534 (17.992 min): BM013243.D (-2530) (-) m/z 73.00 100.00%
256.2 LN ORI SR S B
17.60 17.80 18.00 18.20 18.40
o 285.3 326.9356.1 397.1 n/z 5510 81390
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR U SR SRR B
17.60 17.80 18.00 18.20 18.40
97.0 110 2130 2560 m/z 60.00 78.64%
ol— 'MI““ W)M “h‘l“ E‘“L.“l I\ I‘ ‘ ‘ ‘I ‘ ; I“' T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 73.0
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 43.10 77.87%
129.0
213.0
171.0
L A L L L L WL B WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #84455; Tetradecanoic acid A BAREE B
73.0 17.60 17.80 18.00 18.20 18.40
m/z 41.05 75.99%
s000] +30 129.0
185.0
H M 228.0
0"'1|“"'M*k“'““'{"W"" U PN DAL LN ORI SR S B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120717\
Data File : BM013243.D

Aca On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample : 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.28 2.96 ng/ul 303396 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2753 (19.280 min): BM013243.D (-2749) (-) m/z 73.00 100.00%

.0

5000
19.00 19.20 19.40 19.60
327.1 371.2 417.3 490.5
o m/z 55.10 82 .54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43.0
5000 129.0
19. 00 19 20 19. 40 19 60
H 185.0 547 o 2240 m/z 59.95 81.39%
m/z--> 0 50 0 200 250 300 350 400 450
Abundance
43.0
o R E B e B e
19.00 19.20 19.40 19.60
5000 m/z 43.10 78.74%
129.0
83.0
185.0 410 284.0
O e L I o B o e |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid A o Al BRRmsma

.0 19.00 19.20 19.40 19.60

m/z 41.05 67 .75%

5000

29 199.0 242.0

m/z--> 0 50 100 150 200 250 300 350 400 450 19. OO 19 20 19. 40 19 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120717\
Data File : BM013243.D

Acq On : 07 Dec 2017 15:05

Operator : SJ/JU

Sample - 16719-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
D-Mannoheptulose 14.20 2.5 ng/ul 234076 3 14.35 1837150 20.0
n-Hexadecanoic acid 17.99 4.3 ng/ul 452790 4 17.09 2086540 20.0
Octadecanoic acid 19.28 3.0 ng/ul 303396 5 21.28 2051250 20.0
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