LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 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-BM031516.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 6.516 646 651 657 rBV 75284 113555 5.69% 0.532%
2 6.987 725 731 741 rBVY @ 223112 363503 18.21% 1.702%
3 7.157 754 760 770 rVB 198408 301240 15.09% 1.411%
4 7.357 787 794 804 rVB 229467 365144 18.29% 1.710%
5 7.828 867 874 881 rvVB 184088 299834 15.02% 1.404%
6 8.522 986 992 1001 rBvY 311784 498204 24.95% 2.333%
7 8.981 1063 1070 1080 rVvB 222773 363451 18.20% 1.702%
8 9.698 1184 1192 1201 rBV 180027 297425 14.90% 1.393%
9 10.233 1277 1283 1299 rVB 308009 504597 25.27% 2.363%
10 10.616 1340 1348 1355 rBVY 308279 510848 25.59% 2.393%

11 10.751 1364 1371 1383 rBV 280422 484146 24.25% 2.268%
12 13.869 1895 1901 1905 rBV 601572 839138 42.03% 3.930%
13 13.916 1905 1909 1916 rVB 228296 314138 15.73% 1.471%
14 14.157 1943 1950 1961 rBV 656286 1006766 50.43% 4_.715%
15 14.357 1980 1984 1989 rBV 18627 22460 1.12% 0.105%

16 14.463 1992 2002 2010 rVB2 481690 750718 37.60% 3.516%
17 14.651 2028 2034 2052 rBV 271994 394020 19.74% 1.845%
18 15.310 2141 2146 2150 rBV 27091 31702 1.59% 0.148%
19 15.457 2164 2171 2179 rVB 893104 1321831 66.21% 6.191%
20 15.568 2185 2190 2199 rBV 267291 361685 18.12% 1.694%

21 15.692 2207 2211 2219 rBV2 11611 24803 1.24% 0.116%
22 16.168 2287 2292 2300 rBV 27503 47019 2.36% 0.220%
23 17.204 2462 2468 2475 rBV2 662386 957513 47 .96% 4._.485%
24 17.304 2479 2485 2496 rVB2 999829 1447385 72.50% 6.779%
25 18.092 2614 2619 2625 rBV 50501 67775 3.39% 0.317%

26 19.509 2852 2860 2865 rBV 289011 349169 17.49% 1.635%
27 19.598 2869 2875 2886 rVvV 1282987 1830888 91.71% 8.575%
28 19.721 2892 2896 2901 rVB 40548 44634 2.24% 0.209%
29 20.186 2971 2975 2980 rVB 38668 40124 2.01% 0.188%
30 20.515 3027 3031 3032 rBvV 171098 171649 8.60% 0.804%

31 20.533 3032 3034 3043 rVvVv 194470 260060 13.03% 1.218%
32 21.103 3125 3131 3140 rBV2 229380 324347 16.25% 1.519%
33 21.209 3145 3149 3150 rVvv2 55016 59232 2.97% 0.277%
34 21.227 3150 3152 3159 rVB 56147 74653 3.74% 0.350%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 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-BM031516.M
SVOA CALIBRATION

35 21.392 3174 3180 3189 rBV 1030115 1330102 66.62% 6.230%

36 21.521 3199 3202 3210 rBV5 13689 25330 1.27% 0.119%
37 21.815 3248 3252 3257 rVB3 22426 27392 1.37% 0.128%
38 21.939 3270 3273 3277 rBV2 22602 30132 1.51% 0.141%
39 21.980 3277 3280 3287 rVB2 54312 79934 4._00% 0.374%
40 22.450 3355 3360 3365 rBV2 35772 51440 2.58% 0.241%
41 22.686 3396 3400 3405 rBV4 14325 21836 1.09% 0.102%

42 22.974 3443 3449 3454 rBVY 320973 475942 23.84% 2.229%
43 23.538 3537 3545 3556 rBVY 1000181 1996489 100.00% 9.351%
44 23.686 3562 3570 3581 rVB2 613282 1207314 60.47% 5.655%
45 23.880 3598 3603 3612 rVB 45016 80619 4._.04% 0.378%

46 24.221 3655 3661 3667 rVB 115864 216969 10.87% 1.016%
47 24.303 3668 3675 3690 rvVv 155287 345771 17.32% 1.619%
48 24.985 3785 3791 3798 rVB2 56580 123755 6.20% 0.580%
49 25.885 3937 3944 3953 rVB2 60737 159059 7.97% 0.745%
50 26.944 4118 4124 4134 rVB3 24765 71235 3.57% 0.334%

51 27.615 4231 4238 4249 rVBS8 24361 81598 4_.09% 0.382%
52 27.821 4267 4273 4285 rVB4 54237 182690 9.15% 0.856%

Sum of corrected areas: 21351263
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM031516.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM004829.D
1200000

1000000
800000
600000

400000
8.52 10.23 10,6275

200000 6.99 16,36 7.83 8.98 9.70
T ﬂAA A n J\
T T T T T T T f 1 T T I [ T T T

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM004829.D

19.60
1200000

1000000 17.30

15.46

800000

o

14.16 17.2
600000 13.87

14.46

400000
14.65 5.57 19.41

200000

14, 15.31 {569 16.17 18.09 19.72 20.19

0 A A A
LIS L L L L L L L L L L L L L L N L L N L L L L L L O L B

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM004829.D

1200000
21.39 23.54

1000000

800000
P3.69
600000

400000 22.97

200000 53

O B et ———

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 1R-_alpha.-Pinene Concentration Rank 2

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

6.52 7.57 ng/ul 113555 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R-_.alpha.-Pinene 136 C10H16 007785-70-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1l0H16 004889-83-2 91
3 1R-.alpha.-Pinene 136 C10H16 007785-70-8 91
4 _alpha.-Pinene 136 C10H16 000080-56-8 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1l0H16 000508-32-7 91

Abundance Scan 652 (6.522 min): BM004829.D (-646) (-) m/z 93.10 100.00%
9B
5000
77
a5 o | 05 11 020 640 650 650
reprrerprerrpreibee e bl e R TmZz 91.10  42.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15163: 1R-.alpha.-Pinene
93
5000 BN ASEE RRSE NRARE
41 77 6.20 6.40 6.60 6.80
m/z 92.10 36.50%
i3 67 ‘ 1?5 121 135
[N R W | R \ |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.20 640 6.60 6.80
5000 m/z 77.00 31.75%
77
2 A B 105 121 .
wmmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15161: 1R-.alpha.-Pinene s R
g3 6.20 6.40 6.60 6.80
m/z 79.10 23.04%
5000
41 77 121
67 105
'W'%§'I”?TI“"I'”'I??'W""P"'I§4'I'“'I"“I"'W'"'P%??I”' BN RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.51 5.25 ng/ul 349169 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-p-Tolylisoindole-1,3-dione 237 C15H11NO2 002142-03-2 47
2 Coumarin-6-ol, 3,4-dihydro-4,4-d... 237 C11H11NO5 1000126-61-0 47
3 4,47 -Diacetyldiphenylmethane 252 C17H1602 000790-82-9 45
4 p,p-Bis(l-aziridinyl)-N-(p-tolyl... 237 C11H16N30P 027824-40-4 40
5 1-Phenyl-3-(2-pyridyl)-5-pyrazolone 237 C14H11N30 021683-60-3 38
Abundance Scan 2860 (19.509 min): BM004829.D (-2852) (-) m/z 237.20 100.00%
237
5000
195 252 /\
1 | 8 19120 1040 15,60 1980
43 111 - - - -
63 76 89 128 208221 7105 10 33180
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80426: 2-p-Tolylisoindole-1,3-dione
237
5000 UNABAR AR AR RARRY
193 19.20 19.40 19.60 19.80
76 m/z 252.20 29.54%

104
28 950 63 ‘ 90 7117132 157165179 | 208220

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

237

195 19.20 19.40 19.60 19.80
5000 m/z 165.10 20.44%

53 91 222
7 105120134148 176

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89711: 4,4"-Diacetyldiphenylmethane e A Eamew A e
237 19.20 19.40 19.60 19.80

m/z 238.20 19.63%

5000 43
252

" 165
15 28 63 82 96 “1" 126139152 179194 209223 |

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.52 2.58 ng/ul 171649 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-2,5-dimethyl-6-methoxyqu... 202 C12H14N20 1000214-69-9 30
2 Oxadiazolo[3,4-a]pyridazino[4,3-... 202 C10H10N40 1000260-59-4 20
3 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 18
4 13,5-Trimethyl-2-cyclohexylbenzene 202 C15H22 004516-10-3 14
5 Androsta-5,7-diene, 4,4-dimethyl- 284 C21H32 1000194-15-2 14
Abundance Scan 3032 (20.521 min): BM004829.D (-3027) (-) m/z 202.20 100.00%
202

5000

20.20 20.40 20.60 20.80
m/z 199.10 66.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57256: 8-Amino-2,5-dimethyl-6-methoxyquinoline
2

5000

20.20 20.40 20.60 20.80
m/z 213.20 52 .43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
202
A
e g o b
30 20.20 20.40 20.60 20.80
5000 185 m/z 159.10 48.85%
51
162
T 91 11713146
mmwwwwmﬁwwrmﬁrﬁrm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #57199: 3-Methoxy-5-naphthoic acid B e R
202 20.20 20.40 20.60 20.80

m/z 185.10 45_87%

5000

159
45 6377 103 197142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 Ferruginol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.53 3.91 ng/ul 260060 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferruginol 286 C20H300 000514-62-5 64
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 38
3 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 38
4 1-Methoxyethyl-4,8-dimethoxy-9H-... 286 C16H18N203 082652-19-5 27
5 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 25
Abundance Scan 3034 (20.533 min): BM004829.D (-3032) (-) m/z 175.10 100.00%
175189 27196
69
5000
229 IUNABS ULV IR
215 | 243 20.20 20.40 20.60 20.80
bbb || M/Zz 271.25  98.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110097: Ferruginol
271286
69 189
175 rTrrrrrrrrrrryrrrrprrorT
5000 20,20 20,40 20.60 20.80 |
159 1522 m/z 189.10 95.11%
128 14
..|....M..‘.‘,....??...,...‘.,.l‘.‘. | \ﬁ ‘\ .‘.. T ..‘..24.:.3..|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
271
175 20,20 20.40 20.60 20.80
5000 201 286 m/z 286.25 83.06%
41 69 159
27 91 115129145 229243557
WWWTWFWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110126: 5-Androstene, 4,4-dimethyl- A
27 20.20 20.40 20.60 20.80
286 m/z 69.10 65.81%
5000
n% g% 135 o 1 20
2 217 243,57
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.10 4.88 ng/ul 324347 Chrysene-di12 21.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Furan, 2-[(2-ethoxy-3,4-dimethyl_... 232 C15H2002 055162-49-7 42
2 Acetamide, N-(2,3-dihydro-5-diet... 300 C16H20N402 125291-77-2 35

3 Ethanone, 1-(6,7-dichloro-5-hydr... 244 C10H6CI1203 329210-01-7 27
4 1,1-Di(n-hexyloxy)-1-silacyclope... 286 C16H3402Si 1000245-75-2 15

5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 11
Abundance Scan 3130 (21.097 min): BM004829.D (-3125) (-) m/z 57.10 100.00%

43 5
83
204
97 229
5000
128 189 285300
143157171 257

20.80 21.00 21.20 21.40
m/z 55.05 93.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77521: Furan, 2-[(2-ethoxy-3,4-dimethyl-2-cyclohexen-1-yl...
189 217232

81

5000 41 107
Fecudnl
L ‘

T I H 1008 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

20.80 21.00 21.20 21.40
m/z 43.05 88.62%

43 229

R A EREEEEmEm e
77 300 20.80 21.00 21.20 21.40

5000 m/z 69.10 77.81%

136 213 | 243257
57 931081,, 160 187 7

rmmmwwmﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84392: Ethanone, 1-(6,7-dichloro-5-hydroxy-3-benzofuryl)-
229

20.80 21.00 21.20 21.40
m/z 41.05  77.27%

5000{ 43

173 201

87 109123 145

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.97 7.88 ng/ul 475942 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3448 (22.968 min): BM004829.D (-3443) (-) m/z 57.10 100.00%
57
85 ﬁ\
5000
141 169 22.60 22.80 23.00 23.20
|, l|11:,.|, A7 225 28 | Tm/z 71.10  72.24%
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl- A\
57
5000 85 USSR LR SRR
22.60 22.80 23.00 23.20
m/z 43.05 55.11%
113
S T e a0 P 67 g0n 3p3 3
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 53.71%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane e
57 22.60 22.80 23.00 23.20
m/z 55.05 22.31%
85
5000
29 113
BNy J | 141 169 197 225 253 296
RIS UL DAL UL UL S UL SR

m/z--> 50 100 150 200 250 300 350 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24 .22 3.59 ng/ul 216969 Perylene-d12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3661 (24.221 min): BM004829.D (-3655) (-) m/z 57.05 100.00%
57
85
5000
13 141 Py
169 : : : :
O et “|, b2t 288 85 m/z 71.05 72.47%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 U UL SRR BN B
24.00 24.20 24.40 24.60
29 113 m/z 85.10 56.44%
\‘ J ‘ “\ ‘hw h‘ u‘ “1?1‘169 197 225 253 296
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance
57
' 24.00 24.20 24.40 24.60
5000 85 m/z 43.05 51.83%
29 113
141 169 197 225 253 281 311337 367 410435
miz-> 0 §o 160 1éo 260 2%0 360 3%0 460
Abundance #142112: Pentacosane
57 24.00 24.20 24.40 24.60
m/z 55.10 21.90%
5000 85
29 113 141 149 211
BT e st gssse SV
miz--> 0 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 8 unknown-04 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .30 5.73 ng/ul 345771 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 41
2 Cycloheptane, methyl- 112 C8H16 004126-78-7 30
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 25
4 17-Pentatriacontene 491 C35H70 006971-40-0 25
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 25
Abundance Scan 3674 (24.297 min): BM004829.D (-3668) (-) 83.05 100.00%
5000
111
57
139 297 24.00 24.20 24.40 24.60
J.I.. Ao 2msper BT w5 Ter 05 74500
m/z--> 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
83
5000 L PN U BN B

24.00 24.20 24.40 24.60
11 m/z 97.05 72.15%

139 168 196
. \ \‘\ L \‘ “ ‘“ \ H\ |" ‘: . le . |22‘|7| |25|8| —
m/z--> 200 250 300 350
Abundance

55 97

24.00 24.20 24.40 24.60

5000 m/z 69.05 56.58%
27
77
T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #46870: 1-Octanol, 2-butyl- ... T MR
57 mmmmmmmm

m/z 55.05 51.37%

5000
85
29 ’ 111 //\/\\w\b~,~*_~w
i .L‘.‘ ‘.‘ L J ‘I\ Jk |:I'40 168

m/z--> 50 100 150 200 250 300 350 24 00 24. 20 24 40 24 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.99 2.05 ng/ul 123755 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 3792 (24.991 min): BM004829.D (-3785) (-) m/z 57.05 100.00%
57
5000
S s et S
| | |2 141 160 207 281 24.60 24.80 25.00 25.20 25.40
e e e B T T T o o B S S m/z 71.10 69.00%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000
24.60 24.80 25.00 25.20 25.40
m/z 85.10 52 .85%
29 ‘ 13 44
DL LT M1 160 197 225 53 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
24,60 24.80 25.00 25.20 25.40
5000 g5 m/z 43.05 49_70%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #147090: Hexacosane e e e M
57 24.60 24.80 25.00 25.20 25.40
m/z 55.05 22.67%
- I '/\'\J\’\—‘j
113
29 ||y | |77, 141 169 197 225 253 205 366
m/z--> 50 100 150 200 250 300 350 ' 24.60 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.89 2.63 ng/ul 159059 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratriacontane 479 C34H70 014167-59-0 90
Abundance Scan 3945 (25.891 min): BM004829.D (-3937) (-) m/z 57.10 100.00%
57
85
5000
l|1? 141 149 197 221 249 281 25.60 25.80 26.00 26.20
b e e A m/z 71.10 73.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000
25.60 25.80 26.00 26.20
m/z 85.10 57.72%
m/z--> éo 100 150 260 250 300 350 400
Abundance
57
AL AR AR AR
25.60 25.80 26.00 26.20
5000 m/z 43.05 55.70%
85
29
113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane e B B e e
57 25.60 25.80 26.00 26.20
m/z 99.10 22.71%
5000 85
113 14
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 ﬁ 250 300 350 400 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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 11 Pyrene, hexadecahydro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.82 3.03 ng/ul 182690 Perylene-di12 23.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 58
2 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 49
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 46
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 46
5 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 43
Abundance Scan 4273 (27.821 min): BM004829.D (-4267) (-) m/z 218.20 100.00%
218
5000
133
55 95 161 189
7
“ 281 341 27.60 27.80 28.00 28.20
| S O .. NN S m/z 133.05  34_24%
m/z--> 50 100 150 200 250 300 350
Abundance #68257: Pyrene, hexadecahydro-
218
175
5000 67 LRI BURSUR BN UL B
a1 27.60 27.80 28.00 28.20
135 m/z 203.15 33.82%
...|. “?\“ M‘ \‘ A— — ;
m/z--> 50 100 150 200 250 300 350
Abundance
218
' 27.60 27.80 28.00 28.20
5000 176 m/z 135.10 30.94%
41 o1 133
2 115 | 159 200
m/z--> 50 100 150 200 250 300 350
Abundance #68225: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... L e
218 27.60 27.80 28.00 28.20
m/z 122.10 24 _50%
41 91 133
5000 175
67 o L
‘10.‘.‘.:,.... ——— ——— ”” I I N I
m/z--> 50 100 150 200 250 300 350 27,60 27.80 28.00 28.20

SOM02 .2-EPA-BM031516.M Wed Mar 30 17:23:45 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM032916\
Data File : BM004829.D

Acq On : 29 Mar 2016 20:27

Operator : UM/SJ

Sample : H1939-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .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]
1R-_alpha.-Pinene 6.52 7.6 ng/ul 113555 1 7.83 299834 20.0
unknown-01 19.51 5.3 ng/ul 349169 5 21.39 1330100 20.0
unknown-02 20.52 2.6 ng/ul 171649 5 21.39 1330100 20.0
Ferruginol 20.53 3.9 ng/ul 260060 5 21.39 1330100 20.0
unknown-03 21.10 4.9 ng/ul 324347 5 21.39 1330100 20.0
(DEL) Alkane: Str... 22.97 7.9 ng/ul 475942 6 23.69 1207310 20.0
(DEL) Alkane: Str... 24.22 3.6 ng/ul 216969 6 23.69 1207310 20.0
unknown-04 24.30 5.7 ng/ul 345771 6 23.69 1207310 20.0
(DEL) Alkane: Str... 24.99 2.0 ng/ul 123755 6 23.69 1207310 20.0
(DEL) Alkane: Str... 25.89 2.6 ng/ul 159059 6 23.69 1207310 20.0
Pyrene, hexadecah... 27.82 3.0 ng/ul 182690 6 23.69 1207310 20.0
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