LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 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\SOMO2.2-EPA-BM042516 .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 6.810 693 701 707 rBB 17149 33030 2.40% 0.277%
2 6.957 721 726 734 rBB 33332 51253 3.72% 0.430%
3 7.122 749 754 763 rBB 119832 182914 13.29% 1.535%
4 7.322 783 788 796 rBB 123314 190942 13.87% 1.602%
5 7.787 861 867 874 rBV 139030 223942 16.27% 1.879%
6 8.492 982 987 995 rBB 110370 175126 12.72% 1.470%
7 8.945 1058 1064 1073 rBB 150577 243560 17.69% 2.044%
8 9.098 1086 1090 1094 rBV 12566 17085 1.24% 0.143%
9 9.663 1180 1186 1193 rBB 126630 206894 15.03% 1.736%
10 9.839 1207 1216 1222 rBV 11035 23489 1.71% 0.197%
11 9.904 1222 1227 1233 rVB2 17062 25181 1.83% 0.211%

12 10.198 1271 1277 1288 rBB 198509 323872 23.53% 2.718%
13 10.575 1335 1341 1348 rBvV 219516 367709 26.71% 3.086%

14 11.386 1471 1479 1488 rBB 39224 70578 5.13% 0.592%
15 11.686 1525 1530 1537 rBB 15052 24064 1.75% 0.202%
16 12.933 1738 1742 1748 rBB2 16141 23942 1.74% 0.201%

17 13.839 1888 1896 1904 rBB 471163 662270 48.11% 5.557%
18 14.121 1938 1944 1952 rVB 475527 695147 50.49% 5.833%
19 14.268 1961 1969 1976 rBV 6849 17193 1.25% 0.144%
20 14.427 1990 1996 2003 rBV2 355880 547701 39.78% 4 _.596%

21 14.639 2027 2032 2043 rVB 41464 66886 4._86% 0.561%
22 14.845 2058 2067 2076 rBV2 32397 56983 4.14% 0.478%
23 15.421 2159 2165 2171 rBV 657345 967386 70.27% 8.118%
24 15.480 2171 2175 2181 rVB 12536 17408 1.26% 0.146%
25 15.545 2181 2186 2193 rVB 262775 353798 25.70% 2.969%
26 16.151 2281 2289 2294 rVB3 15842 30218 2.19% 0.254%
27 16.833 2401 2405 2410 rVB 19753 27687 2.01% 0.232%
28 17.174 2457 2463 2468 rBV2 473336 700107 50.85% 5.875%
29 17.215 2468 2470 2474 rVV 44133 58312 4.24% 0.489%
30 17.274 2474 2480 2491 rVB2 783763 1155486 83.93% 9.696%
31 17.580 2528 2532 2539 rVB 18489 24572 1.78% 0.206%
32 18.062 2608 2614 2618 rBV2 10839 15269 1.11% 0.128%
33 18.139 2623 2627 2633 rVB 12407 15246 1.11% 0.128%
34 19.203 2804 2808 2811 rBV2 10699 15611 1.13% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM042516.M

Title = SVOA CALIBRATION

35 19.233 2811 2813 2818 rVB 12043 15548 1.13% 0.130%
36 19.486 2846 2856 2861 rBV2 37557 50432 3.66% 0.423%

37 19.574 2865 2871 2884 rVB 982560 1376706 100.00% 11.552%
38 21.368 3171 3176 3182 rBV 680775 852165 61.90% 7.151%
39 21.950 3272 3275 3283 rVB3 9947 15595 1.13% 0.131%
40 22.933 3438 3442 3447 rVB 14721 22496 1.63% 0.189%

41 23.509 3532 3540 3552 rVvB2 600287 1174897 85.34% 9.859%
42 23.650 3557 3564 3576 rVB2 366793 722449 52_.48% 6.062%

43 24.162 3648 3651 3661 rVB 22103 42614 3.10% 0.358%
44 24.921 3776 3780 3788 rVB 16255 33518 2.43% 0.281%
Sum of corrected areas: 11917281
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM005123.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid Concentration Rank 2

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

6.81 2.95 ng/ul 33030 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 64

Abundance Scan 701 (6.810 min): BM005123.D (-693) (-) m/z 60.00 100.00%
60.0
5000 3.0
41.1
|‘||| I 87|'° 6.40 6.60 6.80 7.00 7.20
0..,....,....,....,....,..!.'....,.!..,....,.... . m/z 73.00 50.80%
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance #7849. Hexanoic acid
60.0
5000 73.0 BRI L AL UL
6.40 6.60 6.80 7.00 7.20
070 410 87.0 m/z 41.10 29.30%
0..,..1.8.?...‘:‘,....‘,‘.‘.‘..,..‘l‘. e 3901160
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance
60.0
6.40 6.60 6.80 7.00 7.20
5000 70 410 73.0 m/z 43.10 19.75%
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50.0 99.0
U R L L S R I I S RS RS RARS Rl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7850: Hexanoic acid A REme e
60.0 6.40 6.60 6.80 7.00 7.20
m/z 55.10 17 .55%
5000 270 410 73.0
‘ ‘ 87.0
0 L ‘ 510M\ L | 101.0 115.0
"P'”I”'W'”'P'”I” AU LR SRR SRR S USRI R UL SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.39 3.84 ng/ul 70578 Naphthalene-d8 10.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Octanoic Acid 144 C8H1602 000124-07-2 40
5 Hexanoic acid 116 C6H1202 000142-62-1 38
Abundance Scan 1480 (11.392 min): BM005123.D (-1471) (-) m/z 60.00 100.00%
60.0 73.1
5000 411
115.1 91291 S . W —
87.0 11.00 11.20 11.40 11.60 11.80
o} m/z 73.10 86.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60.0 730
41.0
5000 AR BN SURE B
27.0 11.00 11.20 11.40 11.60 11.80
1150 ;1590 m/z 57.10 57.70%
“ 87.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
11,00 11.20 1140 11.60 11.80
5000 70 410 73.0 m/z 41.10 46 .79%
87.0
0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7849: Hexanoic acid e Baa s L
60.0 11.00 11.20 11.40 11.60 11.80
m/z 55.10 43 .77%
5000 73.0
270 40 87.0
o250 Il wl L 0 meo I A W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11. 40 11.60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042816\
Data File : BM005123.D

Aca On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.08 ng/ul 56983 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 43
2 D-Glucose. 4-0-.alpha.-D-alucopv... 342 C12H22011 000069-79-4 38
3 D-Allose 180 C6H1206 002595-97-3 38
4 Nonanoic acid 158 C9H1802 000112-05-0 37
5 2,3,4,5-Tetrahydroxypentanal 150 C5H1005 053106-52-8 35
Abundance Scan 2066 (14.839 min): BM005123.D (-2058) (-) m/z 168.10 100.00%
168.1
73.0
43.0
5000 1391
i 11T-° | " 14.60 14.80 15.00 15.20
ol N S S ] e — m/z 73.00 77.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28742: Nonanoic acid
60.0
5000 = UL BRI B B B
41.0 14.60 14.80 15.00 15.20
980 115.0 m/z 60.00 73.50%
ol |1|8|0| U. A .“‘.‘.8179. . :““. . .‘. - .‘ |1|4|1;91|5|8(|)| SE—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
A RIS S B SR
14.60 14.80 15.00 15.20
5000 43.0 m/z 43.00 55.92%
: 97.0
18.0
0 1200 145.0 163 0 191.0 2210
m/z--> ﬁo Jo eb éo 160 150 150 160 180 260 250
Abundance #42883: D-Allose
60.0 14.60 14.80 15.00 15.20
m/z 41.10 54 _15%
5000
43.0 98.0
0 i Il jisro " uso 1440 163.01800
m/z--> 2'0 ' 60 8|0 1(')0 12'0 140 160 180 200 22'0 14.|60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042816\
Data File : BM005123.D

Acq On : 28 Apr 2016 20:52

Operator : UM/SJ

Sample : H2639-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM042516_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanoic acid 6.81 3.0 ng/ul 33030 1 7.79 223942 20.0
Nonanoic acid 11.39 3.8 ng/ul 70578 2 10.57 367709 20.0
unknown-01 14.84 2.1 ng/ul 56983 3 14.43 547701 20.0
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