LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: events.e
Intearator: ChemStation

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:\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN041918-PAH_M
Title - ???°S
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 6.798 642 648 658 rVB 79725 122163 8.04% 0.620%
2 6.969 670 677 686 rBV 325713 481222 31.67% 2.442%
3 7.157 703 709 718 rVB 302544 465165 30.61% 2.361%
4 7.622 782 788 795 rVB 507692 761696 50.13% 3.866%
5 8.322 899 907 917 rBV 243190 360213 23.71% 1.828%
6 8.763 975 982 993 rBV 337119 523551 34.46% 2.657%
7 9.481 1098 1104 1111 rBV 256481 408188 26.86% 2.072%
8 10.010 1187 1194 1206 rVB 409195 639349 42.08% 3.245%
9 10.387 1251 1258 1269 rVB 706480 1113182 73.26% 5.649%
10 13.669 1810 1816 1820 rBvV 673848 889784 58.56% 4.516%

11 13.716 1820 1824 1829 rVB 155727 200668 13.21% 1.018%
12 13.939 1856 1862 1872 rBV 805525 1147317 75.51% 5.823%

13 14.175 1897 1902 1908 rVB 44451 54471 3.58% 0.276%
14 14.251 1909 1915 1923 rVvV2 875738 1335196 87.88% 6.776%
15 14.451 1944 1949 1957 rBV 28567 45860 3.02% 0.233%
16 14.798 2004 2008 2014 rBV2 11003 15377 1.01% 0.078%
17 15.133 2060 2065 2070 rVB 48814 58585 3.86% 0.297%

18 15.251 2078 2085 2092 rVB 956267 1366893 89.96% 6.937%
19 15.363 2099 2104 2111 rBV 228244 307131 20.21% 1.559%
20 15.992 2206 2211 2215 rBV 37880 52710 3.47% 0.268%

21 16.786 2341 2346 2350 rBV 23340 29905 1.97% 0.152%
22 16.998 2376 2382 2391 rBV 1054485 1408029 92.67% 7.146%
23 17.098 2391 2399 2413 rVB 993229 1342066 88.33% 6.811%
24 17.916 2531 2538 2548 rBV 62113 87206 5.74% 0.443%
25 19.204 2753 2757 2766 rBv4 20870 27096 1.78% 0.138%

26 19.398 2784 2790 2797 rBV 1091519 1448475 95.33% 7.351%
27 20.945 3048 3053 3066 rBvV 71256 146357 9.63% 0.743%
28 21.204 3091 3097 3103 rBV 1195501 1479840 97.40% 7.510%
29 22.268 3275 3278 3282 rVB2 31020 35593 2.34% 0.181%
30 22.762 3359 3362 3369 rVB 51589 69882 4._.60% 0.355%

31 23.251 3438 3445 3452 rBV2 824638 1411388 92.89%% 7.163%
32 23.315 3452 3456 3461 rVvVv 73181 113855 7.49% 0.578%
33 23.386 3462 3468 3483 rVB2 824452 1519419 100.00% 7.711%
34 23.945 3558 3563 3572 rBV 70907 120189 7.91% 0.610%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: events.e
Intearator: ChemStation

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN041918-PAH .M
??? S

35 24.668 3682 3686 3693 rVB 65657 116231 7.65% 0.590%

Sum of corrected areas: 19704252
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN000828.D
1200000

1000000

800000
10.39

600000
7.62

10.01
400000 8.76

6.97 16
8.32 9.48

200000
6.8

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN000828.D
1200000

17.00 19.40
1000000 15.25 17.10

14.25

800000 13.94

13.67
600000

400000

5.36
200000 18.72

14. 15. 15.99 J 17.92
L_A 1%?51480#Aj A 16.79 19.2

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000828.D
1200000 2120

1000000
232339
800000
600000

400000

200000 ypp7 2276 ﬁ\)f 2394 2467
2094 - [N A

T

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

AN
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 Hexanoic acid, anhydride Concentration Rank 8

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

6.80 3.21 ng/ul 122163 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 50
2 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 50
3 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 50
4 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 45
5 p-Nitrophenyl hexanoate 237 C12H15N04 000956-75-2 42

Abundance Scan 648 (6.798 min): BN000828.D (-642) (-) m/z 99.10 100.00%
99
5000
71
2 o 6.40 6.60 6.80 7.00 7.20
e m/z 71.10 32.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #72481: Hexanoic acid, anhydride
99
43
5000 LA I L UL I
7 6.40 6.60 6.80 7.00 7.20
- m/z 70.10 14 .85%
R AR s S E S S o i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
99
6.40 6.60 6.80 7.00 7.20
5000 43 m/z 42.10 13.06%
71
27 60
15 87 117 140 155
miz--> 20 40 60 80 100 120 140 160 180
Abundance #72480: Hexanoic acid, anhydride e e
99 6.40 6.60 6.80 7.00 7.20
m/z 69.10 12.62%
43
5000
71
29 ‘
T }?l"j"““"'tl '“"%0"" ﬁ---l?f-*39-}43--%5?-- "}33" USRS S SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 4

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

7.16 12.21 ng/ul 465165 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 709 (7.157 min): BN000828.D (-703) (-) m/z 132.00 100.00%
132
5000 68
96 A L L L
40 o1 M 6 g7 | 104 6.80 7.00 7.20 7.40
..w”.w”.w”.WL”,H”,Jm,“m,””,”“,ﬂn,””,””,h”,“ m/z 68.10 44 .73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A RARAS AR RS &
6.80 7.00 7.20 7.40
0
31 5 Sﬁ 78 m/z 134.00 31.99%
| | !
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
56 132
6.80 7.00 7.20 7.40
5000 m/z 66.10 28.21%
64
15 23y 2 76 91 99
mmwrﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- 4 ./\| R S EREEEE &
132 6.80 7.00 7.20 7.40

m/z 69.10 18.39%

5000
104
63

o o8 T ur )
1 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 unknown-02 Concentration Rank 5

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

8.32 9.46 ng/ul 360213 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dichloromethvl- 114 CHA4CI2Si 000075-54-7 38
2 2-Propvn-1-ol. 3-(trimethvisilyl)- 128 C6H120Si 005272-36-6 37
3 2H-Pvrrol-2-one. 1.5-dihvdro-4-m... 113 C5H7NO2 069778-83-2 32
4 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 27
5 Thiazole, 2,5-dimethyl- 113 C5H7NS 004175-66-0 25

Abundance Scan 907 (8.322 min): BN000828.D (-899) (-) m/z 113.10 100.00%
11
5000
85 S} N —
42 54 g 76 ” 96 | 8.00 8.20 8.40 8.60
e e ot e b e | mZZz 115.10 94 84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7680: Silane, dichloromethyl-

5000

8.00 8.20 8.40 8.60
m/z 85.10 26 .00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
85 113
e ey
8.00 8.20 8.40 8.60
5000 m/z 82.10 18.50%
45 61 75
53
21 38 68 98 128

mﬁmﬁmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6898: 2H-Pyrrol-2-one, 1,5-dihydro-4-methoxy- R E e
8.00 8.20 8.40 8.60
m/z 114.10 15.71%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 6 unknown-03 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
" 9.48  7.33 ng/ul 408188  Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4(1H)-Pvrimidinone. 6-amino-2.3-... 143 CAHSN30S 001004-40-6 25

2 1.2-Benzenedicarbonitrile. 4-amino- 143 C8H5N3 056765-79-8 14
3 4(1H)-Pvrimidinone. 6-amino-2.3-... 143 C4H5N30S 001004-40-6 12
4 4(1H)-Pvrimidinone. 6-amino-2.3-... 143 C4H5N30S 001004-40-6 12
5 3-Aminophthalonitrile 143 C8H5N3 058632-96-5 10
Abundance Scan 1104 (9.481 min): BN000828.D (-1098) (-) m/z 143.10 100.00%
143
69
5000
113
42 L L B L BB B
" “ ‘ 126 9.20 9.40 9.60 9.80
...,....,....,....!....,.'.:' N0 P~ ,....,..!'!,....;....,...'.,....,:!..,.. m/z 69.10 54.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20145: 4(1H)-Pyrimidinone, 6-amino-2,3-dihydro-2-thioxo-
143
5000 68 LN LRI UL UL UL
43 115 9.20 9.40 9.60 9.80
m/z 85.10 37.19%
84
“W“”P”W””M“W”MM”W””PMW””P”W””P”W””PMW'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
143
920 940 9.60 9.80
5000 m/z 66.10 35.84%
116
28
18 41 52 63 45 89 100
mmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20144: 4(1H)-Pyrimidinone, 6-amino-2,3-dihydro-2-thioxo- R ma R R
143 9.20 9.40 9.60 9.80
m/z 113.10 29.96%
5000 68
43 115
28
"'I"}ﬁ"'“ SN ?}”'M"'“I 76I"'Wg?'49%"l'“'I}ggl"'ﬂ""l“ LN LRI UL UL UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 7 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.67 13.33 ng/ul 889784 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. N.N-dimethvl-4-nitro- 166 C8H10N202 000100-23-2 36
2 Phenol. 5-(dimethvlamino)-2-nitr... 166 C8H10N202 016761-04-9 33
3 3.5-Diamino-2-methvlbenzoic acid 166 C8H10ON202 090007-30-0 33
4 1H-Purine-2.6-dione., 3.7-dihvdro... 166 C6H6N402 006136-37-4 9
5 Benzo[b]tetrahydrofuran-3-one, 5... 166 C8H604 014771-00-7 9
Abundance Scan 1816 (13.669 min): BN000828.D (-1810) (-) m/z 166.10 100.00%
166
5000
" e ' 13.40 13.60 13.80 14.00
50 104 138 200 : : . .
...,...??..'..,6:4..--!|,..!.,:~...12,9..'.',.1.59.,....,....;.. m/z 78.10 19.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35507: Benzenamine, N,N-dimethyl-4-nitro-
166
5000 USRS SUNIA SR B
119 13.40 13.60 13.80 14.00
42 105 136 m/z 92.00 10.71%
15 30 ‘ ?2 6\:\3 H\H M M 150
miz--> 20 40 60 80 12'0 140 1éo 180 200
Abundance
166
149 ' 13.40 13.60 13.80 14.00
5000 m/z 167.10 9.76%
42 108 136
15 30 52 65 78 92 121
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance #35503: 3,5-Diamino-2-methylbenzoic acid R e
166 13.40 13.60 13.80 14.00
m/z 76.10 9.48%
121
5000
1928 4152 71 T 109 | 131 149
m/z--> 20 40 60 80 100 120 14'10 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN042318\
Data File : BN0O00828.D

Aca On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample : J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\SOM-EPA-BN041918-PAH_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 9 unknown-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.36 4.60 ng/ul 307131 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdro-2H-pvridoll.2-alpvra... 164 C8H8N202 1000303-09-7 35
2 2H-Benzlelinden-3-ol. 3.3a.4.5-t... 200 C14H160 071805-91-9 22
3 2H-Pvran-3-carbonitrile. 5.6-dih... 165 C9H11NO2 069245-73-4 10
4 Benzene. l-methoxv-4-phenoxyv- 200 C13H1202 001655-69-2 10
5 Benzenamine, 4,4"-oxybis- 200 C12H12N20 000101-80-4 10
Abundance Scan 2104 (15.363 min): BN0O00828.D (-2099) (-) o m/z 200.10 100.00%
200
5000 54 67 107 123
79 95 170 I|IIII|IIII|IIII|IIII|I
40 136 154 184 15.00 15.20 15.40 15.60
MRS ¥ MY R SN E B m/z 107.10 51.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34157: 3,4-Dihydro-2H-pyrido[1,2-a]pyrazine-1,8-dione
107
164
5000 52 79 R DL UM UL UL B
136 15.00 15.20 15.40 15.60
39 67 m/z 123.00 46.84%
IIIIIIHiH\l .“.“.ll”‘l..‘lh. I?\‘}IIH IEI'?OIII\IIEI"!BIIII\IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
200
129 157 15.00 15.20 15.40 15.60
143 m/z 67.10 41.05%
5000
115 167 185
91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #34742: 2H-Pyran-3-carbonitrile, 5,6-dihydro-4,6,6-trimeth... EEEE e e e e S R
107 15.00 15.20 15.40 15.60
43 67 m/z 54.00 39.29%
5000
27 ‘ %3 9 150 165
SN~ N R | | G
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN042318\
Data File : BN0O00828.D

Acq On : 23 Apr 2018 14:54

Operator : JU/SJ

Sample - J2467-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN041918-PAH_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]
Hexanoic acid, an... 6.80 3.2 ng/ul 122163 1 7.62 761696 20.0
unknown-01 7.16 12.2 ng/ul 465165 1 7.62 761696 20.0
unknown-02 8.32 9.5 ng/ul 360213 1 7.62 761696 20.0
unknown-03 9.48 7.3 ng/ul 408188 2 10.39 1113180 20.0
unknown-04 13.67 13.3 ng/ul 889784 3 14.25 1335200 20.0
unknown-05 15.36 4.6 ng/ul 307131 3 14.25 1335200 20.0
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