LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM072715.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 2.875 28 32 39 rBv 9488 10412 0.42% 0.045%
2 3.069 61 65 69 rvB 4347 4517 0.18% 0.020%
3 6.769 686 694 703 rBB 80588 130873 5.23% 0.565%
4 6.934 716 722 731 rBB 280416 432066 17.26% 1.866%
5 7.128 749 755 764 rBB 327901 504262 20.14% 2.177%
6 7.598 827 835 841 rBVY 330037 527919 21.09% 2.280%
7 7.657 841 845 851 rVB 35729 51913 2.07% 0.224%
8 7.810 868 871 876 rBB 3110 3890 0.16% 0.017%
9 8.304 950 955 969 rBB 242622 384028 15.34% 1.658%
10 8.422 970 975 980 rBvY 14298 21359 0.85% 0.092%

11 8.692 1015 1021 1026 rBV 184563 282215 11.27% 1.219%
12 8.757 1026 1032 1039 rVVv 372762 590344 23.58% 2.549%
13 9.475 1148 1154 1162 rBB 324774 526288 21.02% 2.273%
14 10.010 1238 1245 1258 rBV 469643 772886 30.88% 3.337%

15 10.304 1291 1295 1301 rBB3 4183 5583 0.22% 0.024%
16 10.386 1301 1309 1314 rBV 461987 767635 30.67% 3.315%
17 10.433 1314 1317 1323 rVB3 18252 26751 1.07% 0.116%
18 10.533 1329 1334 1339 rBB2 7798 11988 0.48% 0.052%
19 11.039 1416 1420 1425 rBB 2425 3933 0.16% 0.017%
20 11.557 1505 1508 1512 rBV 3299 4991 0.20% 0.022%
21 12.033 1585 1589 1597 rBV 13746 24063 0.96% 0.104%
22 12.604 1681 1686 1694 rBB 5477 10384 0.41% 0.045%
23 12.857 1724 1729 1734 rBB 16160 23729 0.95% 0.102%

24 13.180 1775 1784 1791 rBV 76056 108339 4_.33% 0.468%
25 13.674 1861 1868 1874 rBV 874566 1167495 46.64% 5.041%

26 13.951 1908 1915 1923 rBV 974883 1385301 55.34% 5.982%

27 14.127 1940 1945 1949 rBB2 6661 8885 0.35% 0.038%
28 14.263 1961 1968 1975 rVB2 684935 1043775 41.70% 4_.507%
29 14.474 1999 2004 2016 rBB 59307 91115 3.64% 0.393%
30 14.857 2066 2069 2074 rVB 7269 8609 0.34% 0.037%
31 14.939 2079 2083 2087 rBV2 2627 3394 0.14% 0.015%
32 14.980 2087 2090 2098 rVv2 3647 5763 0.23% 0.025%
33 15.057 2100 2103 2106 rBV 7595 10817 0.43% 0.047%
34 15.086 2106 2108 2113 rVB 10512 11691 0.47% 0.050%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM072715.M
= SVOA CALIBRATION

35 15.257 2130 2137 2145 rBB 1223518 1733902 69.27% 7.487%

36 15.386 2154 2159 2171 rBV 400963 552892 22.09% 2.387%

37 15.492 2174 2177 2182 rVB 4329 5498 0.22% 0.024%
38 15.627 2195 2200 2205 rVB 7634 9425 0.38% 0.041%
39 16.157 2285 2290 2294 rVB 3254 3809 0.15% 0.016%
40 16.798 2394 2399 2403 rBVY 2538 3343 0.13% 0.014%

41 17.010 2429 2435 2441 rBV2 915197 1254757 50.12% 5.418%
42 17.110 2445 2452 2463 rVB 1365803 1900543 75.92% 8.207%

43 17.298 2480 2484 2488 rVB 8745 10247 0.41% 0.044%
44 17.674 2544 2548 2553 rVV2 81843 91214 3.64% 0.394%
45 17.898 2583 2586 2590 rBVY 6456 6727 0.27% 0.029%
46 17.980 2595 2600 2606 rVB 14870 18713 0.75% 0.081%
47 19.192 2803 2806 2808 rBV2 2911 2660 0.11% 0.011%
48 19.298 2820 2824 2830 rVB 10427 12474 0.50% 0.054%
49 19.415 2837 2844 2852 rBV 1740038 2291354 91.53% 9.894%
50 19.645 2880 2883 2889 rVB2 9118 10267 0.41% 0.044%
51 20.762 3070 3073 3077 rVB3 6051 6803 0.27% 0.029%
52 21.003 3110 3114 3118 rBV2 13330 17077 0.68% 0.074%
53 21.127 3132 3135 3140 rBV2 4117 3781 0.15% 0.016%
54 21.215 3144 3150 3156 rBV 1307687 1646303 65.77% 7.109%
55 21.303 3163 3165 3169 rVB4 3470 3816 0.15% 0.016%
56 22.239 3319 3324 3334 rBV 221886 297177 11.87% 1.283%
57 22.686 3397 3400 3405 rBvV 12796 19492 0.78% 0.084%
58 22.727 3405 3407 3411 rVB3 9579 10990 0.44% 0.047%

59 23.280 3493 3501 3508 rBV 1428653 2503262 100.00% 10.809%
60 23.415 3517 3524 3534 rVB 923050 1678711 67.06% 7.249%

61 23.909 3604 3608 3614 rVB5 15573 27466 1.10% 0.119%

62 24.633 3727 3731 3738 rVB3 17330 35326 1.41% 0.153%

63 25.485 3871 3876 3884 rVB6 14827 33719 1.35% 0.146%
Sum of corrected areas: 23158961
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM072715_M
SVOA CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM002097.D
1500000
1000000
500000 10.01 10.39
13 7.60 8.76 9.47
6.9 : 830 '
8.69
6.7
0l 2:88.07 6Pg1 842 1014833 11.04 11
S r———r—— 7 = = S e e e S
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM002097.D
19.42
1500000
17.11
15.26
1000000 13.95
13.67 17.41
14.26
500000 5 39
3.18 17.67
oL 1203 12,602.86 1015147 Lomme) dssss 1606 16.80||[17.30 | 11008 19.34919.64
e e e S P S e Y e e S e e ey
Time--> 12.00 12,50 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: BM002097.D
1500000 23.28
21.22
1000000 D3.41
500000
22.24
20. 751200830 22688 L 23.91 24.63 25.49
O e B B e e e e e
Time--> 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\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM072715_M
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 Phenol, 2-methoxy- Concentration Rank 1

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

8.69 10.69 ng/ul 282215 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 97
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 96
3 Mequinol 124 C7H802 000150-76-5 91
4 Phenol, 2-methoxy- 124 C7H802 000090-05-1 90
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 89

Abundance Scan 1021 (8.692 min): BM002097.D (-1015) (-) m/z 109.00 100.00%
109
8l 124
5000
20 T e 840 8.60 8.80 9.00
..,....,....,...:',....,"!|.~..,:l.l..,?ﬁ‘.-.,:...,.?“.3.,....:....,..'..,.. m/z 81.00 81.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10077: Phenol, 2-methoxy-
109
81 124
5000 R I L R
8.40 8.60 8.80 9.00
21 49 53 m/z 124.10 77 .85%
63
..,”..,..lk\..uﬂ,.ﬂﬁ}hkh.,NN..,?ﬂui:...,.?§.,...4....,.J..“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
109
124 UL L R R
81 8.40 8.60 8.80 9.00
5000 m/z 53.10 19.74%
53
15 27 3 63 74 95
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #10070: Mequinol ./.\.,....,....,....,....
109 124 8.40 8.60 8.80 9.00
m/z 52.00 11.08%
81
5000
53
15 21 ?‘9 i \\6\5 74 | 95 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM072715_M
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 Vanillin Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.18 2.08 ng/ul 108339 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 96
2 Vanillin 152 C8H803 000121-33-5 95
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H303 000621-59-0 94
4 Vanillin 152 C8H803 000121-33-5 94
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 94
Abundance Scan 1784 (13.180 min): BM002097.D (-1775) (-) m/z 151.00 100.00%
1%1
5000
81
109 rrrryrrrryrrrrprrrrror
39 sm 65 ‘ % | 1T3 137 1280 13100 13.20 1340
e LTI | A | e m/z 152.00 95.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24646: Vanillin
151
5000 LN AU SUNILE
a1 12.80 13.00 13.20 13.40
‘ 109 193 m/z 81.00 33.07%
"'P%?'I”'%?”'%?'”'lu'”IHJ”I??JN"'W??'W"'ﬂ"'ﬁ""P"'""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
151
AAUNABAARARSR RARES L
12.80 13.00 13.20 13.40
5000 o1 m/z 109.00 21.41%
109
51 123
39 65
21 23 o5 137
mmmmmmmﬁmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24718: Benzaldehyde, 3-hydroxy-4-methoxy- e REa s o
151 12.80 13.00 13.20 13.40
m/z 123.00 17.07%
5000 81
109 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM072715_M
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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.24 3.61 ng/ul 297177 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 81
2 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 80
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
4 9-Octadecenamide, (Z2)- 281 C18H35NO 000301-02-0 46
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 3324 (22.239 min): BM002097.D (-3319) (-) m/z 59.00 100.00%

59

5000 a1

22.00 22.20 22.40 22.60
m/z 72.10 81.66%

222 240 277294 320337
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #106877: 9-Octadecenamide, (2)-
59
5000 LA L I L L L L L L
41 22.00 22.20 22.40 22.60
126 m/z 55.10 55.26%
Ier °p | 154 184 503 222238 264281
bl Bl b et 208222288 A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
M 22.00 22 20 22. 40 22.60
5000 m/z 41.05 38.18%
137
8 112
154170 103208 240 277294 320337
mmmﬁwmmﬁwwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106876: 9-Octadecenamide, (2)-
59 22.00 22.20 22.40 22.60

m/z 69.10 36.83%

5000{ 43
281
\\\“m\ w\‘ h ‘ 154 184 203 222238 264 |
S i A - A 0. e A

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO72815\
Data File : BM002097.D

Acq On : 28 Jul 2015 17:04

Operator : TP/UM

Sample : G3037-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM072715_M
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]
Phenol, 2-methoxy- 8.69 10.7 ng/ul 282215 1 7.60 527919 20.0
Vanillin 13.18 2.1 ng/ul 108339 3 14.26 1043780 20.0
9-Octadecenamide, ... 22.24 3.6 ng/ul 297177 5 21.22 1646300 20.0
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