LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 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-BM021418.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 4.893 320 324 328 rBV3 17581 25758 1.14% 0.138%
2 6.881 659 662 667 rBV3 25687 44851 1.98% 0.241%
3 7.075 689 695 703 rBV2 46294 92745 4_.10% 0.498%
4 7.528 761 772 781 rBV 497428 892866 39.48% 4_.796%
5 7.875 826 831 840 rBV6 17891 34450 1.52% 0.185%
6 8.269 891 898 903 rBV6 32111 66671 2.95% 0.358%
7 8.698 966 971 983 rBV3 40714 104924 4.64% 0.564%
8 9.410 1087 1092 1101 rBV5 31385 65093 2.88% 0.350%
9 9.975 1182 1188 1189 rBV3 20742 28150 1.24% 0.151%
10 10.292 1235 1242 1259 rBvV 709142 1302394 57.59% 6.996%

11 13.610 1800 1806 1810 rBV 111920 180091 7.96% 0.967%
12 13.657 1810 1814 1821 rVB2 74772 132472 5.86% 0.712%
13 13.874 1843 1851 1859 rBV 134191 223376 9.88% 1.200%
14 14.180 1896 1903 1911 rBV2 1067614 1685222 74.52% 9.052%

15 14.245 1911 1914 1922 rVB5 28837 46880 2.07% 0.252%
16 15.186 2069 2074 2081 rBV 165016 269538 11.92% 1.448%
17 15.245 2083 2084 2091 rVB5 16879 24947 1.10% 0.134%
18 15.368 2100 2105 2108 rBV5 17063 32438 1.43% 0.174%
19 16.233 2249 2252 2257 rBV5 17310 29451 1.30% 0.158%
20 16.704 2328 2332 2336 rBV7 12907 24844 1.10% 0.133%

21 16.939 2365 2372 2376 rBV 1393268 1912088 84.56% 10.270%
22 16.980 2376 2379 2385 rVB 249859 346772 15.33% 1.863%
23 17.039 2385 2389 2394 rBV 165697 257753 11.40% 1.384%
24 17.368 2439 2445 2447 rBV7 26947 42723 1.89% 0.229%
25 17.845 2518 2526 2529 rBV7 75685 147569 6.53% 0.793%

26 18.015 2550 2555 2559 rBV5 75751 117959 5.22% 0.634%

27 18.068 2559 2564 2568 rVB6 23860 48421 2.14% 0.260%
28 18.327 2605 2608 2613 rVV6 21882 35774 1.58% 0.192%
29 18.380 2613 2617 2625 rVVv4 73237 116146 5.14% 0.624%
30 18.709 2669 2673 2675 rBV5 14745 26286 1.16% 0.141%
31 18.839 2693 2695 2697 rBV3 27020 31586 1.40% 0.170%
32 18.880 2698 2702 2710 rVB3 35997 92258 4.08% 0.496%

33 19.009 2718 2724 2731 rBV 431201 637697 28.20% 3.425%
34 19.145 2743 2747 2755 rVB10 80184 150377 6.65% 0.808%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418_.M
SVOA CALIBRATION

Method
Title

35 19.345 2777 2781 2784 rBV2 296715 473234 20.93% 2.542%

36 19.374 2784 2786 2793 rVB 341652 411849 18.21% 2.212%
37 20.198 2923 2926 2936 rVB4 177125 307045 13.58% 1.649%
38 20.880 3037 3042 3048 rBVS 64134 131572 5.82% 0.707%
39 21.068 3070 3074 3079 rBV 1321269 1398199 61.83% 7.510%
40 21.150 3082 3088 3092 rBV 1562303 2261351 100.00% 12.146%

41 21.362 3120 3124 3127 rBVY 407904 507618 22.45% 2.727%
42 21.403 3127 3131 3136 rVB 929827 1048219 46.35% 5.630%
43 21.621 3165 3168 3174 rVB3 169352 216315 9.57% 1.162%
44 22.662 3342 3345 3347 rBV2 132338 185731 8.21% 0.998%
45 22.974 3394 3398 3402 rVB3 158785 238142 10.53% 1.279%

46 23.192 3431 3435 3438 rBV2 118663 182966 8.09% 0.983%
47 23.315 3450 3456 3469 rVB 837100 1608305 71.12% 8.639%
48 23.809 3535 3540 3551 rVvB2 184659 376377 16.64% 2.022%

Sum of corrected areas: 18617493
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M

Quant Title SVOA CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

TIC: BM014343.D

10.29

7.53

4.89 6.88.07 7.87 827 8.70 9.41 9.97
A A A L

0

Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850

9.00 9.50

I I
10.00 10.50 11.00 11.50
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1500000

1000000

500000

TIC: BM014343.D

16.94

14.18

15.19

4.25 1

S [ i
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T T T T T

0
Time-->

12.00 1250 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

1500000

1000000

500000

0

20.88

s

TIC: BM014343.D
15

21
21.97

21.40 23.32

Time-->

21.00 2150 22.00 2250 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\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 1 10H-Phenothiazine, 2-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.20 2.72 ng/ul 307045 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10H-Phenothiazine. 2-chloro- 233 C12H8CINS 000092-39-7 95
2 10H-Phenothiazine. 2-chloro- 233 C12H8CINS 000092-39-7 94
3 3-Methvl-4-(4-methvlsulfanvl-ben... 233 C12H11NO2S 146795-09-7 43
4 Bis(5-methvl-4-o0x0-3.4-dihvdropv... 233 C10H11N502 1000078-58-5 38
5 1H-Phenanthro[9,10-d]imidazol-2-... 233 C15H11N3 037052-13-4 38
Abundance Scan 2926 (20.198 min): BM014343.D (-2923) (-) m/z 232.95 100.00%
198
5000

19.80 20.00 20.20 20.40 20.60

254 290 327 362

o b m/z 198.00 63.93%
m/z--> 50 100 150 200 250 300 350
Abundance #88204: 10H-Phenothiazine, 2-chloro-
233
5000 198

19.80 20.00 20.20 20.40 20.60
m/z 235.00 36.22%

154
45 69
27 B> 7 9BUbig 172

Ot 220
m/z--> 50 100 150 200 250 300 350
Abundance
233
19.80 20.00 20.20 20.40 20.60
5000 198 m/z 201.10 25.31%
99117 154
Lz ® 63 g1 173
e i e e B EE e S
m/z--> 50 100 150 200 250 300 350
Abundance #88111: 3-Methyl-4-(4-methylsulfanyl-benzylidene)-4H-isoxa. .
233 19.80 20.00 20.20 20.40 20.60
m/z 234.10 20.11%
5000
45 63 89 i 148 12
(N ML;.Ju"fL %OﬁinwLH‘w%ﬁ?‘i, T —
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 7H-Benz[de]anthracen-7-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.36 4.49 ng/ul 507618 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 96
2 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 95
3 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 93
4 1-Pvrenecarboxaldehyde 230 C17H100 003029-19-4 93
5 Fluoranthene 202 C16H10 000206-44-0 83
Abundance Scan 3124 (21.362 min): BM014343.D (-3120) (-) m/z 230.05 100.00%

230
202
5000

50 74 1?1126150174 [ 258281 325353 415 475 21.00 21.20 21.40 21.60

O T L S e R E e m/z 202.10 74 .91%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
5000 202

21.00 21.20 21.40 21.60
m/z 200.05 39.61%

27 50 74 101156150174 |

T
m/z--> 50 100 150 200 250 300 350 400 450

Abundance
230
202
21.00 21.20 21.40 21.60
5000 m/z 201.00 29.19%
101

27 50 75 | 126150174

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #86243: 7H-Benz[de]anthracen-7-one

230 21.00 21.20 21.40 21.60

m/z 231.10 18.08%
5000
202
101
0 28 51 75, | 126150174
T e o e e e LN N o o o B o o o IR

m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.40 9.27 ng/ul 1048220 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 43
2 1H-Indene. 2.3-dihydro-1.1.3-tri... 236 C18H20 003910-35-8 37
3 Benzlilisoauinoline. 3.6.8-trime... 221 C16H15N 061171-16-2 35
4 4-Hvdroxv-beta-phenvlcinnamonitrile 221 C15H11NO 016281-90-6 35
5 Oxazole, 2,5-diphenyl- 221 C15H11NO 000092-71-7 35
Abundance Scan 3130 (21.398 min): BM014343.D (-3127) (-) m/z 221.10 100.00%
9 2
5000
21.00 21.20 21.40 21.60 21.80
o 250 283306 354 401 429 461 m/z 91.10 96 . 15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90964: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl-
221
5000 AR DAL I
mmmmmmmmmm
o1 143 m/z 119.10 49.62%
115 191
0 ?Zp?ﬁu \‘ L hw 15@ R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
221
21.00 21.20 21.40 21.60 21.80
5000 m/z 143.05 36.77%
143
91
oL27 51 115 16191
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo 0\
Abundance #78384: Benz[jlisoquinoline, 3,6,8-trimethyl- RAREEEEEE LSS e
221 21.00 21.20 21.40 21.60 21.80
m/z 105.05 35.61%
5000
39 76 1}1 152118 1
0:::|||‘|”|||‘|‘|J||'|k|‘|||||||||||||||||||| T AR EE AR R
m/z--> % ﬁ01% moz% %03% 604% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 4 7H-Benz[de]anthracen-7-one,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.97 2.96 ng/ul 238142 Perylene-di12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one. 3-br... 308 C17H9BrO 000081-96-9 60
2 2.3-Dihvdro-4-hvdroxvmethvlfuro(... 201 C12H11NO2 1000243-39-3 22
3 4-Fluoro-5-nitroveratrole 201 C8HBFNO4 1000257-02-6 11
4 1.3-Benzenediol. 4-(phenvimethvl)- 200 C13H1202 002284-30-2 11
5 Tribenzo[b,E,g][1,4]-dioxocin-2,... 310 C20H10N202 337534-28-8 11
Abundance Scan 3397 (25 968 min): BM014343.D (-3394) (-) m/z 200.10 100.00%
200 310
5000 100 282
4 . 161 | 229 356 401429461 503 549 22.60 22.80 23.00 23.20
ol bt AE ot || M/z 310.00  86.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151186: 7H-Benz[de]anthracen-7-one, 3-bromo-
310
5000
100 200 22.60 22.80 23.00 23.20
282 m/z 308.05 80.74%
%8 62\ | 141 17\3 \‘\ 229 “
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
200
22.60 22.80 23.00 23.20
5000 m/z 200.95 72 .46%
172
18 77 M43
Olrerip e ri T mm g e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62124: 4-Fluoro-5-nitroveratrole
22.60 22.80 23.00 23.20
m/z 100.00 42 _.77%
5000
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022318\
Data File : BM014343.D

Aca On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.81 4.68 ng/ul 376377 Perylene-d12 23.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 3540 (23.809 min): BM014343.D (-3535) (-) m/z 57.10 100.00%
57
85
5000
LN PR SUNIUR I
113 23.40 23.60 23.80 24.00 24.20
141 181210 253 296
Ob - A b b i 0, S0, 343372401481 904535 1 Tz 71.10 83.57%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105903: Hexadecane, 7,9-dimethyl-
57
5000 85 LRI SRR S U
2340 23.60 23.80 24.00 24.20
m/z 43.05 74 .30%
126
0 ....‘lu‘l‘.“‘.‘lu‘”.h ; ‘ ‘1832:!']"2'3'9”” A e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
o 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 57.07%
29
o 113141169197 268
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane o LR e e e
23.40 23.60 23.80 24.00 24.20
m/z 55.10 36.62%
- thMJ\VWWV“hJ\uwmwﬁwNNWN%WM
‘ 13141169198
mz-> 0 50 100 150 200 250 300 350 400 450 500 2340 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022318\
Data File : BM014343.D

Acq On : 23 Feb 2018 22:32

Operator : SJ/JU

Sample : J1631-07DL 10X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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]
10H-Phenothiazine... 20.20 2.7 ng/ul 307045 5 21.15 2261350 20.0
7H-Benz[de]anthra... 21.36 4.5 ng/ul 507618 5 21.15 2261350 20.0
unknown-01 21.40 9.3 ng/ul 1048220 5 21.15 2261350 20.0
7H-Benz[de]anthra... 22.97 3.0 ng/ul 238142 6 23.32 1608310 20.0
(DEL) Alkane: Str... 23.81 4.7 ng/ul 376377 6 23.32 1608310 20.0
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