LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample - H3914-21

Misc :

ALS Vial : 3 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-BM070216 .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

2.699 12 19 49 rVB2 29587097 68820806 100.00% 39.301%
6.810 707 718 734 rBV 736723 1281817 1.86% 0.732%
rBv 490457 783414 1.14% 0.447%
7.163 772 778 781 rBV 703673 1185579 1.72% 0.677%
7.198 781 784 791 rVB 721860 1076653 1.56% 0.615%
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8.163 934 948 954 rBV3 668840 1703687 2.48% 0.973%
8.339 972 978 989 rBV 818013 1367428 1.99% 0.781%
rvB 870829 1487315 2.16% 0.849%
8.786 1047 1054 1057 rvVv 655674 1132171 1.65% 0.647%
8.828 1057 1061 1076 rVB 989418 1688259 2.45% 0.964%
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11 9.092 1098 1106 1122 rBV 1220621 2006248 2.92% 1.146%
12 9.504 1169 1176 1178 rBV 587716 1016167 1.48% 0.580%
13 9.533 1178 1181 1187 rVB 740325 1123237 1.63% 0.641%
14 10.039 1260 1267 1291 rVB2 831042 2312821 3.36% 1.321%
15 10.410 1323 1330 1334 rBV 510427 881796 1.28% 0.504%

16 10.457 1334 1338 1348 rVB 444741 775502 1.13% 0.443%
17 10.551 1348 1354 1368 rVB 391913 759315 1.10% 0.434%
18 11.710 1544 1551 1570 rBV 1095665 1918211 2.79% 1.095%
19 12.304 1644 1652 1665 rBV 1472477 2454211 3.57% 1.402%
20 12.457 1671 1678 1689 rVB 568833 907362 1.32% 0.518%

21 12.704 1713 1720 1726 rBV 788318 1254908 1.82% 0.717%
22 13.110 1782 1789 1798 rBV 1489741 2389533 3.47% 1.365%
23 13.363 1825 1832 1845 rVB 1267576 2098532 3.05% 1.198%
24 13.698 1882 1889 1898 rBV 1322624 2028868 2.95% 1.159%
25 13.863 1911 1917 1927 rVB 966951 1470284 2.14% 0.840%

26 13.974 1927 1936 1938 rBV 1498165 2399287 3.49% 1.370%
27 14.004 1938 1941 1954 rVB 1776808 2660441 3.87% 1.519%
28 14.280 1979 1988 1994 rBV3 674911 1097919 1.60% 0.627%
29 14.515 2019 2028 2046 rBV3 1475750 3135962 4._.56% 1.791%
30 14.662 2046 2053 2070 rVB2 1301661 3014409 4._.38% 1.721%

31 15.115 2123 2130 2151 rBV 1796693 2573973 3.74% 1.470%
32 15.280 2151 2158 2163 rBV 1820276 2792347 4._.06% 1.595%
33 15.409 2175 2180 2192 rBV 688400 990191 1.44% 0.565%
34 15.551 2199 2204 2212 rVB 2390523 3336707 4._.85% 1.905%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample - H3914-21

Misc :

ALS Vial : 3 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-BM070216 .M
SVOA CALIBRATION

35 16.339 2335 2338 2351 rVB 1452264 2010484 2.92% 1.148%

36 16.686 2391 2397 2413 rBV 935109 1414334 2.06% 0.808%
37 17.033 2449 2456 2459 rBV 917208 1330275 1.93% 0.760%
38 17.074 2459 2463 2468 rVV 1709769 2508727 3.65% 1.433%
39 17.133 2468 2473 2481 rVB 2006430 3039964 4.42% 1.736%
40 18.003 2615 2621 2642 rBV 1967232 2716961 3.95% 1.552%

41 19.433 2857 2864 2867 rBV2 2448074 3748543 5.45% 2.141%
42 19.462 2867 2869 2878 rVB 1181841 1365290 1.98% 0.780%
43 21.215 3161 3167 3178 rVB2 3123542 5448605 7.92% 3.111%
44 21.650 3236 3241 3247 rBV 3456106 4269937 6.20% 2.438%
45 22.015 3298 3303 3312 rBV 1944255 2695455 3.92% 1.539%

46 22.774 3425 3432 3444 rBV 1926597 3440545 5.00% 1.965%
47 23.297 3513 3521 3525 rBV2 1986309 3915637 5.69% 2.236%
48 23.338 3525 3528 3538 rVV 1148917 2041570 2.97% 1.166%
49 23.438 3538 3545 3556 rVB 881575 1705928 2.48% 0.974%
50 25.662 3912 3923 3939 rVB 1725391 4935908 7.17% 2.819%

51 26.321 4024 4035 4048 rVB 843843 2598393 3.78% 1.484%

Sum of corrected areas: 175111916
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample : H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M
SVOA CALIBRATION

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

Abundance TIC: BM006398.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample : H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .M

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 unknown-01

Concentration Rank 1

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

2.70 1278.42 ng/ul 68820800 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 43
2 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 37
3 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 36
4 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 36
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32

Abundance Scan 19 (2.699 min): BM006398.D (-12) (-) m/z 73.15 100.00%
43 L&
89
5000
55 2.70 2.80 2.90 3.00 3.10
o S 1N i - 20 T S R o SN B oy £ TS - TO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2148: Methanethioamide, N,N-dimethyl-
89
44
5000 30
2.70 2.80 2.90 3.00 3.10
m/z 89.10 53.07%
15 74
‘ 38‘\\‘\ 56 64 il 1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
89
43 2.70 2.80 2.90 3.00 3.10
5000 m/z 41.05 15.45%
59
52 70 76 82
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73 2.70 2.80 2.90 3.00 3.10
m/z 45.10 13.28%
5000 43
31 “ 89
'"I""I'?QJJ"??M"““I"??I""Ill"l"'ﬂl'"'I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.70 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample : H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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 Benzaldehyde dimethyl acetal Concentration Rank 3

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

9.09 45_.50 ng/ul 2006250 Naphthalene-d8 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 91
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 80
3 Benzeneacetic acid, .alpha.-meth._.. 180 C10H1203 056143-21-6 78
4 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 78
5 (R)-(-)-.alpha.-Methoxyphenylace... 166 C9H1003 003966-32-3 78

Abundance Scan 1106 (9.092 min): BM006398.D (-1098) (-) m/z 121.10 100.00%

121
5000 77
91

39 5|1 63 | 1(|)5 151 880 9.00 9.20 9.40
SRNSSEBSESENENES, MU PR cdMENP MY AR S MM & S m/z 76.95 39.82%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24836: Benzaldehyde dimethyl acetal

121 ﬂ\
77

5000 e e
8.80 9.00 9.20 9.40

15 29 51 o1 105 m/z 91.10 22.08%

39 ‘ ‘
B A S
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
121

8.80 9.00 9.20 9.40

5000 m/z 105.00 15.58%
77
51 91 105
15 29 39 65 135 152
I o o B LA i e s o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42340: Benzeneacetic acid, .alpha.-methoxy-, methyl ester... R N EEREE mm s
121 8.80 900 920 940

m/z 51.00 13.25%

5000
77
91
30 5 ez | | ' 180

m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample : H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.30 55.66 ng/ul 2454210 Naphthalene-d8 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1651 (12.298 min): BM006398.D (-1644) (-) m/z 142.10 100.00%
142
5000 115 A
39 51 63 41 89 1200 12.20 12,40 12.60
O ey el el 202 Wy 126 L Tm/z 141.10  89.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18501: Naphthalene, 2-methyl-
142
5000 LR SRR SN BRI B
115 12,00 12.20 12,40 12.60
m/z 115.10 43 _.44%
27 39 51 637145 8 100 | 126 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142
'1'2 00 12.20 12.40 12.60
5000 m/z 143.10 11.59%
115
27 39 51 6371 ,5 8 g 126
ﬁwwmmwwmmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-
141 12.00 12.20 12.40 12.60
m/z 139.10 11.47%
5000 115
27 3% 81 ?ﬁ 7077 89 40 126 |
m/z--> 20 30 40 50 60 75 80 90 100 110 120 130 140 150 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample : H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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 4 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.65 15.67 ng/ul 4269940 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dimethylamino-3-methyl(phenyl) ... 306 C19H18N202 134614-10-1 38
2 Pyrido[2,3-b]Jquinolin-5-one, 7-c... 306 C18H11CIN20 069750-07-8 38
3 1,4-Naphthoquinone, 2,7-diacetyl... 306 C14H1008 003404-89-5 35
4 Benzoic acid, 4-(3-indolylmethyl... 306 C19H18N202 304669-02-1 27
51,1%:2",1"":3"",1"""-Quaterphenyl 306 C24H18 001165-57-7 22

Abundance Scan 3241 (21.650 min): BM006398.D (-3236) (-) m/z 306.20 100.00%

306

5000

21.40 21.60 21.80 22.00
m/z 291.10 71.57%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #120763: 2-Dimethylamino-3-methyl(phenyl)amino-1,4-naphtho...
306
5000 LN I L L L L L L L LB

45 21.40 21.60 21.80 22.00
77 m/z 58.10 61.08%
I 104 437 153,188 213229246262 2%0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
306
R B L AR
21.40 21.60 21.80 22.00
5000 m/z 43.05 56.48%
140
51 75 2121 165 1g9 214 242 19
mmmmﬁfmmmw
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #120425: 1,4-Naphthoquinone, 2,7-diacetyl-3,5,6,8-tetrahyd... R L S REEEE E
43 306 21.40 21.60 21.80 22.00
m/z 263.10 46.77%
5000 263
69 o1 245
bl ety 123, 147 166 190 4 A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71116\
Data File : BM006398.D

Acq On 11 Jul 2016 16:24

Operator : UM/SJ

Sample - H3914-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM070216 .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]
unknown-01 2.70 1278.4 ng/ul 68820800 1 7.63 1076650 20.0
Benzaldehyde dime... 9.09 45.5 ng/ul 2006250 2 10.41 881796 20.0
Naphthalene, 1-me... 12.30 55.7 ng/ul 2454210 2 10.41 881796 20.0
unknown-02 21.65 15.7 ng/ul 4269940 5 21.23 5448610 20.0
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