LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample : 15772-04DL 5X

Misc :

ALS Vial : 35 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-BM101217 .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 7.022 662 669 675 rBv2 38452 72282 1.95% 0.170%
2 7.169 687 694 700 rBV 125229 223112 6.01% 0.525%
3 7.375 722 729 739 rBY 158460 288161 7.76% 0.677%
4 7.845 801 809 819 rBV 649035 1114026 29.99% 2.619%
5 8.210 864 871 880 rBvV 88309 156241 4.21% 0.367%
6 8.381 893 900 907 rvB 52059 90579 2.44% 0.213%
7 8.563 923 931 941 rBvV2 122893 230892 6.22% 0.543%
8 9.016 1000 1008 1017 rBV2 243557 457474 12.32% 1.076%
9 9.198 1032 1039 1046 rVB 68761 118628 3.19% 0.279%
10 9.328 1053 1061 1066 rvv3 53233 113090 3.04% 0.266%
11 9.386 1066 1071 1078 rVB 32226 58737 1.58% 0.138%

12 9.739 1125 1131 1140 rBV 155169 299073 8.05% 0.703%
13 10.039 1176 1182 1190 rBV4 57091 119116 3.21% 0.280%
14 10.281 1216 1223 1237 rBV 237212 453921 12.22% 1.067%
15 10.651 1278 1286 1291 rBV 929542 1617730 43.55% 3.803%

16 10.698 1291 1294 1300 rVB 118722 175034 4.71% 0.412%
17 10.822 1307 1315 1323 rBV 673820 1213231 32.66% 2.852%
18 11.763 1468 1475 1483 rBV 270302 483307 13.01% 1.136%
19 12.210 1544 1551 1566 rVB 103822 193171 5.20% 0.454%
20 12.533 1592 1606 1615 rVB2 339543 661416 17.81% 1.555%

21 13.327 1733 1741 1753 rBV 1197259 1864853 50.20% 4 _.384%
22 13.551 1773 1779 1785 rVB2 64613 123773 3.33% 0.291%
23 13.669 1795 1799 1807 rVB6 36581 77929 2.10% 0.183%
24 13.816 1817 1824 1830 rBV2 274482 505084 13.60% 1.187%
25 13.898 1830 1838 1849 rVB 546023 836907 22.53% 1.968%

26 14.051 1858 1864 1868 rBV 150317 247713 6.67% 0.582%

27 14.086 1868 1870 1877 rVB2 69996 81835 2.20% 0.192%
28 14.192 1882 1888 1901 rBV 586576 1159718 31.22% 2.726%
29 14.351 1906 1915 1923 rVVv4 22768 62326 1.68% 0.147%

30 14.498 1929 1940 1946 rBV2 1523540 2453411 66.05% 5.768%

31 14.563 1946 1951 1960 rVB 2436755 3524269 94.88% 8.286%
32 14.804 1985 1992 1997 rVB 87426 141056 3.80% 0.332%
33 14.898 2001 2008 2017 rVV 2563704 3714542 100.00% 8.733%
34 14.974 2019 2021 2032 rVB6 32066 60188 1.62% 0.142%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample : 15772-04DL 5X

Misc :

ALS Vial : 35 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-BM101217 .M
SVOA CALIBRATION

35 15.110 2039 2044 2050 rVB4 52734 109459 2.95% 0.257%

36 15.180 2050 2056 2059 rBV5 51678 112854 3.04% 0.265%
37 15.492 2104 2109 2114 rBV 721708 976047 26.28% 2.295%
38 15.545 2114 2118 2127 rVB 540675 816750 21.99% 1.920%
39 15.645 2127 2135 2137 rBV5 75381 131854 3.55% 0.310%

40 15.704 2142 2145 2151 rVB2 51157 74967 2.02% 0.176%
41 15.839 2163 2168 2175 rVB 220119 341910 9.20% 0.804%
42 15.945 2183 2186 2189 rBV2 37839 56950 1.53% 0.134%
43 15.986 2189 2193 2205 rVV2 241440 485341 13.07% 1.141%
44 16.080 2205 2209 2214 rVB 51079 79383 2.14% 0.187%
45 16.233 2229 2235 2242 rVB 584493 894450 24.08% 2.103%
46 16.510 2277 2282 2284 rBV3 41485 71363 1.92% 0.168%
47 16.757 2319 2324 2332 rBV2 100626 200160 5.39% 0.471%
48 16.904 2344 2349 2354 rVB6 35904 77454 2.09% 0.182%
49 16.998 2357 2365 2367 rBV7 26681 60726 1.63% 0.143%

50 17.062 2372 2376 2382 rVB 220916 319359 8.60% 0.751%

51 17.133 2384 2388 2395 rVVv2 80090 146643 3.95% 0.345%
52 17.245 2402 2407 2411 rBV2 1945131 2757967 74.25% 6.484%
53 17.286 2411 2414 2419 rVB 953131 1302887 35.08% 3.063%
54 17.345 2419 2424 2428 rBV 799735 1127746 30.36% 2.651%
55 17.451 2438 2442 2445 rBV2 45823 62582 1.68% 0.147%

56 17.651 2471 2476 2483 rBV 1608486 2446268 65.86% 5.751%
57 17.845 2505 2509 2513 rBV 115807 151768 4_.09% 0.357%
58 17.945 2523 2526 2532 rVB3 52150 71421 1.92% 0.168%
59 18.115 2552 2555 2559 rVB2 103075 129137 3.48% 0.304%
60 18.168 2560 2564 2567 rBV 169461 261870 7.05% 0.616%

61 18.468 2612 2615 2620 rBV 101387 130499 3.51% 0.307%
62 18.562 2628 2631 2638 rVB3 112906 144946 3.90% 0.341%
63 19.303 2754 2757 2761 rVB 209111 257870 6.94% 0.606%
64 19.639 2810 2814 2824 rBV 1112869 1687890 45.44% 3.968%
65 20.115 2892 2895 2902 rVB 354044 434554 11.70% 1.022%

66 21.427 3114 3118 3123 rBV 2870328 3619241 97.43% 8.509%

Sum of corrected areas: 42535141
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012136.D

5000000
4000000
3000000

2000000

10.65
1000000 785 10.82

7051737 | 250 %C6.2ma0 9,740,045 1

R ma i s o s o SRR SV NV SRy e S MRS e L0

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012136.D

11.7

5000000
4000000

3000000
145614 90
17.24

14.50 2012

13.33 |
1000000 15.49 19.30

139a419 1p.54 1623
12.53 1 3, .yha&$6 A
1221 ) 131555 i ';\ 4.34| 14 8Rem18 Ill---ll;i’ n. 16.5361608 e, -"

04
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012136.D

21.43

5000000

4000000

3000000

2000000

1000000

T

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\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Indane Concentration Rank 7

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

8.21 2.80 ng/ul 156241 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
3 Indane 118 C9H10 000496-11-7 64
4 Deltacyclene 118 C9H10 007785-10-6 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 64

Abundance Scan 871 (8.210 min): BM012136.D (-864) (-) m/z 117.10 100.00%
117
5000
63 o 780 8.00 820 840 8.60
39 77 . . . . .
ol 207 281 m/z 118.00 50.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117
5000 SRR R LR
7.80 8.00 820 8.40 8.60
m/z 115.00 34 .30%
39 63,1
oL 15 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
7.80 8.00 820 8.40 8.60
5000 o1 m/z 90.95 19.45%
51 g5
o 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8948: Indane
117 7.80 8.00 820 8.40 8.60
m/z 63.00 10.42%
5000
39 58 91
0! . S W Y S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 150 &60 &50 &Zo &%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Benzofuran, 7-methyl- Concentration Rank 12

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

9.20 2.13 ng/ul 118628 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 97
2 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
3 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 90
4 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90

Abundance Scan 1039 (9.198 min): BM012136.D (-1032) (-) m/z 131.00 100.00%
5000
o 104
39 63 | 8.80 9.00 9.20 9.40 9.60
0..,....,...-:',....!'!-...,-!'.-!. .-.":l .."f‘?,...:,!”..,.1.1?.,...., L~ [ m/z 132.00 83.95%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14530: Benzofuran, 7-methyl-
132
5000 SRS SRR SRR
8.80 9.00 9.20 9.40 9.60
7 103 m/z 76.95 26 .20%
SO T
0“|“lﬁ'“ww'“|“'wl” T e
m/z--> 20 30 40 70 80 90 100 110 120 130 140
Abundance
131
103 8.80 9.00 9.20 9.40 9.60
5000 77 m/z 78.00 23.67%
51
. 29 39 63 g4 91 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14524: Cinnamaldehyde, (E)-
131 8.80 9.00 9.20 9.40 9.60
m/z 104.00 22.41%
103
5000 77
51
0 20 39 O uleor || s
m/z--> 20 3'0 4'0 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Benzo[c]thiophene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.82 15.00 ng/ul 1213230 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
Abundance Scan 1315 (10.822 min): BM012136.D (-1307) (-) m/z 134.00 100.00%
134
5000 j\»
89 e aa vt Ansns ag s
45 63 74 108 10.60 10.80 11.00 11.20
Obrrrrtior b it P A18 196207 | hz57 89 10 12.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15269: Benzo[c]thiophene
134
5000 LRI UL UL UM B
10,60 10.80 11.00 11.20
89 m/z 135.00 9.25%
0 4\5 6‘3\\ 74 H 1(\)8 | ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
134
10,60 10.80 11.00 11.20
5000 m/z 90.10 9.07%

89
27 45 57687 77 108 119

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15270: Benzo[b]thiophene s E b B
134 10.60 10.80 11.00 11.20

m/z 63.00 7.76%

5000

89
26 4 57, \‘ 77 | 108118 |
o e e

m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 4 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 5.98 ng/ul 483307 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 94
2 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 93
3 Benzo[c]thiophene, 1,3-dihydro- 136 C8HS8S 002471-92-3 87
4 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 72
Abundance Scan 1475 (11.763 min): BM012136.D (-1468) (-) m/z 135.00 100.00%
135
5000
39 51 63 105110 121 1140 1160 11.80 1200
O et et e B4 103110 121128 Il 146 1 Tg 65T 7 g5y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135
5000 01 L DA SURRLA I U B
11:40 11,60 11.80 12.00
39 g m/z 91.05 32.86%
LoE 70,7 84 | 102100 12112 ||
m/z--> 20 30 40 50 60 70 85 gb 100 110 150 130 140 150
Abundance
135
11.40 11,60 11.80 1200
5000 91 m/z 134.00 16.01%
ol 2 39 5lgg O7 774, 102109 121
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro- R R
135 11.40 11.60 11.80 12.00
m/z 137.00 11.02%
5000
91
o 27 3 Slss & 778 | 103110 121128 )
m/z--> 20 30 40 50 60 75 80 gb 100 110 120 130 140 150 1140 11,60 11.80 12.00 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 3-Methylbenzothiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.21 2.39 ng/ul 193171 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methylbenzothiophene 148 C9HS8S 001455-18-1 91
2 Benzo[b]thiophene, 6-methyl- 148 C9HS8S 016587-47-6 91
3 Benzo[b]thiophene, 2-methyl- 148 C9HS8S 001195-14-8 90
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
Abundance Scan 1551 (12.210 min): BM012136.D (-1544) (-) m/z 147.00 100.00%
147
5000
45 63 77 gg 103 121 11.80 12.00 12.20 12.40 12.60
Qb ot bl ML 1O 207 757148700 78.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23290: 3-Methylbenzothiophene
147
5000 LRI IR SRS U
11.80 12.00 12.20 12.40 12.60
45 6 m/z 149.00 13.12%
15 27 f ‘ I 58\‘ ‘ Ll 8‘9‘ 1?3 1:}5\ 132 “
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
148
1180 12.00 12.20 12.40 12.60
5000 m/z 121.00 9.47%
. 4 6374 oo 103 121 .,
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #23296: Benzo[b]thiophene, 2-methyl- e
147 11.80 12.00 12.20 12.40 12.60
m/z 77.05 6.63%
5000
74 103 115
O Bt B 12 L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 7 Naphthalene, 2,7-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.12 ng/ul 505084 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 1825 (13.821 min): BM012136.D (-1817) (-) m/z 156.10 100.00%
141 196
5000
115 50
39 51 63 77 g9 m 13.60 13.80 14.00 14.20
) S Y N Dl A Al 193208 1 ozo7141.10 0 99.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2,7-dimethyl-
156
141
5000
13.60 13.80 14.00 14.20
. 115 128 m/z 155.05 30.40%
Ol i B 22T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
141
13.60 13.80 14.00 14.20
5000 m/z 115.00 26 .46%
77 115 128
15 27 39 51 83 °" g9 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28495: Naphthalene, 1,3-dimethyl-
156 13.60 13.80 14.00 14.20
141 m/z 128.00 20.41%
5000
115 128
27 39 51 63 76
olre bt S22 202 Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 8 Naphthalene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.05 2.02 ng/ul 247713 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
Abundance Scan 1864 (14.051 min): BM012136.D (-1858) (-) m/z 141.10 100.00%
141 156
5000
63 76 Hio s 3.80 14.00 14.20 0
39 oL 75 89 102 13.80 14.00 14.20 14.4
) S A Y N it | e 207221 e TeE T 8881k
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
13.80 14.00 14.20 14.40
115 159 m/z 155.00 27 .64%
63 7
s ®LE Do | g
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156
141
13.80 14.00 14.20 14.40
5000 m/z 114.95 19.85%
115
15 27 39 51 63 77 gg 109p 128
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28489: Naphthalene, 2,6-dimethyl-
156 13.80 14.00 14.20 14.40
141 m/z 128.00 15.29%
5000
77 115
Sl T )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 9 [1,1"-Biphenyl]-4-carboxald... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.79 ng/ul 341910 Acenaphthene-d10 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 91
2 Dibenzofuran, 4-methyl- 182 C13H100 007320-53-8 91
3 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 90
4 9H-Fluoren-9-ol 182 C13H100 001689-64-1 86
5 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 83
Abundance Scan 2168 (15.839 min): BM012136.D (-2163) (-) m/z 182.00 100.00%
182
5000
152
76 15.60 15.80 16.00 16.20
51 91 127
o...,....,..=.,'...-'!-,.-e-..,f.l?,....,..-'l'.,..'.. 233, m/z 181.00  97.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47256: [1,1'-Biphenyl]-4-carboxaldehyde
182
5000 L UL BN UL SRR
152 15,60 15.80 16.00 16.20
76 m/z 152.00 23.46%
o 20 St 90 113127 \‘\ |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
182
15.60 15.80 16.00 16.20
5000 m/z 183.00 13.58%
76 o1 152
o 39 62 111127 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47258: [1,1'-Biphenyl]-4-carboxaldehyde
182 15.60 15.80 16.00 16.20
m/z 76.00 10.86%
152
5000
76
29 o1 102 127
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 10 Dibenzofuran, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.52 ng/ul 485341 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzofuran, 4-methyl- 182 C13H100 007320-53-8 87
2 9H-Fluoren-9-ol 182 C13H100 001689-64-1 64
3 [1,1"-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 64
4 2-Hydroxyfluorene 182 C13H100 002443-58-5 58
5 9H-Fluoren-9-ol 182 C13H100 001689-64-1 50
Abundance Scan 2194 (15.992 min): BM012136.D (-2189) (-) m/z 181.00 100.00%
141
5000
152 S U
76 15.60 15.80 16.00 16.20 16.40
51 91 126
Obprr i e b M 208 283 0 777182.00 98.59%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47252: Dibenzofuran, 4-methyl-
182
5000
15.60 15.80 16.00 16.20 16.40
152 m/z 152 .05 24 _00%
39 91
d 2w e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
181
15.60 15.80 16.00 16.20 16.40
5000 m/z 179.00 13.16%
152
76 165
o 27 51 91 110126
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47257: [1,1'-Biphenyl]-4-carboxaldehyde
181 15.60 15.80 16.00 16.20 16.40
152 m/z 183.00 11.95%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 11 1(2H)-Acenaphthylenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.23 6.49 ng/ul 894450 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 93
2 1-Acenaphthenol, 3-methylamino- 199 C13H13NO 1000129-22-6 74
3 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 64
4 Dibenzofuran 168 C12H80 000132-64-9 58
5 7(4H)-Benzothiazolone, 2-amino-5... 168 C7H8N20S 017583-10-7 50
Abundance Scan 2234 (16.227 min): BM012136.D (-2229) (-) m/z 140.00 100.00%

140 168
5000

113 16.00 16.20 16.40 16.60
50 87
Ohh iy '| L W00 S 153 | ea 2 287281 7z 139.00 86.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36885: 1(2H)-Acenaphthylenone
140 168
5000 LA L L L L L L L LB

16.00 16.20 16.40 16.60
m/z 168.00 81.51%
|

113
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
140 168

16.00 16.20 16.40 16.60

5000 70 m/z 63.00 12.12%
182
199
50 87 113 153
0 100 | 126
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18083: Cyclobuta[de]naphthalene
140 16.00 16.20 16.40 16.60

m/z 169.00 11.14%

5000

63 g4 113
O e e e e e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 12 Dibenzothiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.06 2.32 ng/ul 319359 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 95
2 Naphtho[1,2-b]Jthiophene 184 C12H8S 000234-41-3 93
3 Dibenzothiophene 184 C12H8S 000132-65-0 93
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 93
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 2376 (17.062 min): BM012136.D (-2372) (-) m/z 184.00 100.00%
184
5000
139 16,80 17.00 17.20 17.40
69 92 : : :
ol 38 09 %213 | 458 | 20szes o oom o sa | oPiagTos i6.820%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48781: Dibenzothiophene
184
5000
16.80 17.00 17.20 17.40
139 m/z 185.00 12.85%
39 63 92113 | g |
m/z--> 4'0 6|O 8|0 100 12'0 140 160 180 200 220 240 260 280 300 320 340
Abundance
184
16.80 17.00 17.20 17.40
5000 m/z 152.00 9.20%

139
50 74 92 113 158

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48782: Dibenzothiophene

184 16.80 17.00 17.20 17.40

m/z 186.00 6.11%
5000
139
0 39 \6\9 | QF 113 { :!'58 IiL
R L L L L B ML O L O RS LR RN R na s e e

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample = 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 13 3-Acridinol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.12 2.40 ng/ul 434554 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Acridinol 195 C13H9NO 007132-70-9 96
2 6(5H)-Phenanthridinone 195 C13H9NO 001015-89-0 96
3 9(10H)-Acridinone 195 C13H9NO 000578-95-0 93
4 9(10H)-Acridinone 195 C13H9NO 000578-95-0 93
5 4-Amino-9-fluorenone 195 C13H9NO 004269-15-2 90
Abundance Scan 2896 (20.121 min): BM012136.D (-2892) (-) m/z 195.00 100.00%
195
5000
167
139 19.80 20.00 20.20 20.40
63 : : : :
obrrr i L | § | 226254 295 316 383418447480 s18548 | 1o 167 60 31350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57247: 3-Acridinol
195
5000 UABRUARUBSUBARER
167 mmmmmmmm
130 m/z 166.05 19.29%
028 63 o8
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
195
19.80 20.00 20.20 20.40
5000 m/z 139.00 16.27%
167
139
3 74101
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance #57254: g(lOH) -Acridinone LA L L L L N BN |
195 19.80 20.00 20.20 20.40
m/z 196.00 13.78%
5000
167
s ea 19 |
mzs o 100 150 200 2% 30 a0 b0 450 340 3% 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101217\
Data File : BM012136.D

Acq On : 13 Oct 2017 14:30

Operator : SJ/JU

Sample : 15772-04DL 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
Indane 8.21 2.8 ng/ul 156241 1 7.85 1114030 20.0
Benzofuran, 7-met... 9.20 2.1 ng/ul 118628 1 7.85 1114030 20.0
Benzo[c]thiophene 10.82 15.0 ng/ul 1213230 2 10.65 1617730 20.0
Benzo[b]thiophene... 11.76 6.0 ng/ul 483307 2 10.65 1617730 20.0
3-Methylbenzothio... 12.21 2.4 ng/ul 193171 2 10.65 1617730 20.0
Naphthalene, 2,7-... 13.82 4.1 ng/ul 505084 3 14.50 2453410 20.0
Naphthalene, 2,3-... 14.05 2.0 ng/ul 247713 3 14.50 2453410 20.0
[1,1"-Biphenyl]-4... 15.84 2.8 ng/ul 341910 3 14.50 2453410 20.0
Dibenzofuran, 4-m... 15.99 3.5 ng/ul 485341 4 17.24 2757970 20.0
1(2H)-Acenaphthyl ... 16.23 6.5 ng/ul 894450 4 17.24 2757970 20.0
Dibenzothiophene 17.06 2.3 ng/ul 319359 4 17.24 2757970 20.0
3-Acridinol 20.12 2.4 ng/ul 434554 5 21.43 3619240 20.0
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