LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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
1 2.834 39 42 54 rvVB5 55658 97629 1.36% 0.091%
2 3.422 139 142 149 rBvY 157862 207657 2.88% 0.193%
3 3.610 169 174 182 rVB 102313 131393 1.82% 0.122%
4 3.998 236 240 247 rVB 62404 81538 1.13% 0.076%
5 4.198 268 274 285 rBV 3687841 5009344 69.57% 4.667%
6 4.793 368 375 380 rBvV 2278432 3233785 44.91% 3.013%
7 4.845 380 384 392 rvB 126251 187258 2.60% 0.174%
8 5.398 471 478 490 rBV 3772386 5585595 77.57% 5.204%
9 6.292 623 630 636 rBvV3 50958 92340 1.28% 0.086%
10 6.828 711 721 726 rBV 1731869 2869597 39.85% 2.673%

11 6.875 726 729 739 rVB 307538 485986 6.75% 0.453%
12 6.987 741 748 760 rBV 1251562 1979127 27.49% 1.844%
13 7.181 772 781 791 rBV 1630913 2669857 37.08% 2.487%
14 7.645 853 860 878 rvB 1253315 2084175 28.94% 1.942%
15 8.357 974 981 998 rVB 2024924 3435114 47.71% 3.200%

16 8.804 1047 1057 1066 rBV 1581937 2694773 37.42% 2.510%
17 9.322 1140 1145 1150 rBV 160643 268995 3.74% 0.251%
18 9.522 1171 1179 1191 rBV 1350078 2381927 33.08% 2.219%
19 9.686 1199 1207 1216 rBV 87242 197537 2.74% 0.184%
20 10.057 1262 1270 1288 rBV 1937270 3453592 47.96% 3.217%

21 10.427 1326 1333 1350 rVB 1827383 3199058 44.43% 2.980%
22 10.569 1350 1357 1376 rBV 1665352 3034095 42.14% 2.827%

23 11.510 1511 1517 1528 rVB4 51904 98569 1.37% 0.092%
24 11.963 1586 1594 1601 rBV 224340 425713 5.91% 0.397%
25 12.245 1637 1642 1650 rVB 47991 80710 1.12% 0.075%

26 13.710 1884 1891 1896 rBV 3142780 4822109 66.97% 4.492%
27 13.757 1896 1899 1919 rVB 1391959 1996126 27.72% 1.860%
28 13.992 1929 1939 1950 rBV 3524587 5777894 80.24% 5.383%
29 14.298 1984 1991 2004 rVB2 2684854 4189686 58.19% 3.903%
30 14.515 2018 2028 2039 rBV 1785347 2782367 38.64% 2.592%

31 15.157 2133 2137 2143 rVB 69105 95006 1.32% 0.089%
32 15.298 2154 2161 2170 rBV 4477313 6766146 93.97% 6.303%
33 15.427 2177 2183 2196 rBV 1648091 2361142 32.79% 2.200%
34 15.539 2197 2202 2204 rBV 60522 89499 1.24% 0.083%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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 16.021 2280 2284 2287 rBV 91181 135362 1.88% 0.126%

36 16.815 2414 2419 2425 rBV2 194587 304953 4.24% 0.284%
37 17.051 2452 2459 2468 rBV2 3136243 4721340 65.57% 4 _.398%
38 17.151 2468 2476 2486 rVB2 4449597 6911586 95.99% 6.439%
39 17.421 2517 2522 2534 rVB10 25981 77160 1.07% 0.072%
40 17.551 2540 2544 2553 rVB 107338 160121 2.22% 0.149%

41 19.080 2801 2804 2808 rBVY 50746 72749 1.01% 0.068%
42 19.450 2860 2867 2874 rBV2 4888038 7200522 100.00% 6.708%
43 20.962 3120 3124 3134 rBV 205165 323234 4._.49% 0.301%
44 21.162 3155 3158 3163 rBY 108525 121637 1.69% 0.113%
45 21.244 3166 3172 3178 rBV 3351259 4513785 62.69% 4_.205%

46 22.409 3366 3370 3376 rVB 288195 390244 5.42% 0.364%
47 23.321 3518 3525 3537 rVB2 2856243 5671611 78.77% 5.284%
48 23.462 3542 3549 3557 rBV 2052443 3872791 53.78% 3.608%

Sum of corrected areas: 107342434
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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: BM006213.D
4000000 420 5.40
3000000
4.79
2000000 8.36 10.06 1 43
57
1000000
2.83 34361 400
0‘
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM006213.D
15.30 17.15 1945
4000000
13.99
13.71 17.45
3000000 14.30
2000000
14.52 H5 43
1B.76
1000000
11}6612, 4 U 15.16 5.54 16.02 18.82)\\ 14755 19.08 |
O S e s o e e e B LA i i e o i o i B B S A S S S L
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 TIC: BM006213.D
4000000
21.24
23.32
3000000
D3.46
2000000
1000000
22.41 J
20.94 16 ! . )
O T S o I A A R o
Time--> 20.50 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\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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 1 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.20 48_.07 ng/ul 5009340 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90

Abundance Scan 274 (4.198 min): BM006213.D (-268) (-) m/z 83.10 100.00%
55 a3
5000
43 98
34 50 3.80 4.00 4.20 4.40 4.60
I YA O O R PR AN AU RN R m/z 55.05 97.59%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 ISR SR SRR
98 3.80 4.00 4.20 4.40 4.60
m/z 43.00 41.07%
0 \‘ 3%« 0| 6267 77 | 8
miz--> 20 30 40 50 60 70 80 90 100
Abundance
55 83
43 NN SR SRR
3.80 4.00 4.20 4.40 4.60
5000 29 o m/z 98.10 34.29%
o 24 38 50 62 67 72 77 92
miz--> 20 30 4 50 60 70 8 90 100
Abundance #3097: 3-Hexen-2-one T B b
83 3.80 4.00 4.20 4.40 4.60
4 55 m/z 39.05 30.13%
5000
29
98
o L s %] e e ‘
m/z--> 20 30 4 50 60 70 80 9 100 380 4.00 420 440 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 31.03 ng/ul 3233790 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 375 (4.793 min): BM006213.D (-368) (-) m/z 43.00 100.00%
43
59
5000
T ah0 40 4B0 560 530
o....,....','...~:|,.7?.?.3...~,|...1?‘,3....,....,....,....,210.7.. m/z 59.10 58.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ARSI SRR L
440 4.60 4.80 5.00 5.20
59 m/z 101.10 20-19%
2\7\ ll H 70 83 1?1
L L L U S S S S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
440 460 480 500 520
5000 59 m/z 58.10 15.18%
31 g3 101
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- A R R
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.01%
5000 59
15 101
0 \?\1 i : 83 \‘
LA S SR SULELEL SURLI UL DAL DL UL SN SN AN SAEBENARAB SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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 unknown-01 Concentration Rank 1

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

5.40 53.60 ng/ul 5585600 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one 98 C6H100 000109-49-9 32
2 5-Hexen-2-one 98 C6H100 000109-49-9 32
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 27
4 Butane, l-isocyanato- 99 C5H9NO 000111-36-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 478 (5.398 min): BM006213.D (-471) (-) m/z 43.00 100.00%
a3
5000
56
77 83 98 5.00 520 540 5.60 5.80
0 ...,....,....,..3.6.|,|::..,..|.~:,‘??..7,9..'.,.'...?.1...'-,.19.5.,...1.1,9...., m/z 56.10 34.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3099: 5-Hexen-2-one
43
5000 R S L
5.00 520 540 5.60 5.80
55 m/z 41.05 19.53%
0 "W'"'I"%?I'?ﬁh“*"I“'"F%"T}"'Iéﬁ"l"%ﬁ""l""I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
500 520 540 560 580
5000 m/z 55.10 12.02%
55
15 27 71 83 98
G R AR R RN RS RARRS ARAAR ALRAN RS LRSS RARRN SARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3162: 4-Penten-2-one, 3-methyl- T T T
43 5.00 520 540 560 5.80
m/z 39.05 11.87%
5000
27
. 3, | P 6774 838 B
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 500 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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.
11.96 2.66 ng/ul 425713 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 43
2 Chloroxylenol 156 C8HOCIO 000088-04-0 32
3 6-1sopropylquinoline 171 C12H13N 000135-79-5 32
4 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 32
5 Benzene, 2,5-cyclohexadien-1-yl- 156 C12H12 004794-05-2 28
Abundance Scan 1594 (11.963 min): BM006213.D (-1586) (-) m/z 156.00 100.00%
156
5000 115
78 171
e
39 52 66 141 11.60 11.80 12.00 12.20
o i 129 27 Tm/z 115.00  49.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36881: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cyanom...
156
5000 AR UL UL U B
171 11,60 11.80 12.00 12.20
6 129 m/z 158.00 31.94%
7P ne 7o T
0....‘.......2‘. “‘...‘.....”..‘...“ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
121 156
11.60 11.80 12.00 12.20
5000 m/z 78.10 31.33%
39 77 91
51
27 65 103 141
G R S S S B IR LS B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36843: 6-Isopropylquinoline e P
156 11.60 11.80 12.00 12.20
m/z 171.10 30.53%
5000
171
15 27 39 51 63 77 gg101 1172 140 || |
m/z--> 20 Jo eb 80 160 120 140 160 180 200 11,60 11.80 12.00 12.20

SOM02 .2-EPA-BM070216.M Tue Jul 05 03:46:56 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO70216\
Data File : BM006213.D

Acq On = 02 Jul 2016 23:32

Operator : UM/SJ

Sample : H3797-19

Misc :

ALS Vial : 23 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 5 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .41 2.02 ng/ul 390244 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
2 Squalene 410 C30H50 007683-64-9 91
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 91
4 .psi.,.psi.-Carotene, 7,7",8,8",... 547 C40H66 000502-62-5 83
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 3370 (22.409 min): BM006213.D (-3366) (-) m/z 69.10 100.00%
89 q
5000
4t LIRS BRI SUNBISN N
95 121 149 22.00 22.20 22.40 22.60 22.80
Ob gl bl a7 ” 191 225245 273 209 328 367 401 Tnz7 81 05 49.13%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LIRS BRI SUNISN N
41 22.00 22.20 22.40 22.60 22.80
95 137 m/z 41.00 25.34%
0 15 fifl “\ ‘\ M\ h‘\‘ H \“ u‘| \‘1§1 “1?1‘ 231 273 299 341 367 410
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance
69
22.00 22,20 22.40 22.60 22.80
5000 m/z 68.05 12.13%
41
95 137
o 116 | 163 191 217 245 273 299 341 367 410
UNLELEL SR UL UL WAL UL SUNLELEL UL B
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... R e e e e R
69 22.00 22.20 22.40 22.60 22.80
m/z 95.10 11.47%
5000
41
95 137
0 o b ] 161 191 217 244 273 209 341 367 410
miz--> 0 5'0 1(')0 1éo 2(')0 251;0 3(')0 3&1,0 4(')0 22.'00 22.'20 22.'40 22.I60 22.|80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEM1I\BNA_M\DATA\BMO70216\
BM006213.D

02

Jul 2016 23:32

UM/SJ
H3797-19

23

Sample Multiplier: 1

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

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

2-Pentanone, 4-hy...

unknown-01
unknown-02

2,6,10,14,18,22-T. ..

4... 4.20  48.1 ng/ul
4.79 31.0 ng/ul
5.40 53.6 ng/ul
11.96 2.7 ng/ul
22.41 2.0 ng/ul

RT EstConc Units Response |# RT

5009340
3233790
5585600
425713
390244
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|--Internal Standard---|
Resp Conc]

1 7.65 2084180 20.0
1 7.65 2084180
1 7.65 2084180 20.0
2 10.43 3199060 20.0
6 23.46 3872790 20.0
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