LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 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-BM041416 .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 2.769 12 14 28 rvB3 6799 10995 1.32% 0.117%
2 3.052 58 62 68 rvB 25361 29759 3.57% 0.315%
3 4.928 377 381 387 rBB4 5006 8453 1.02% 0.090%
4 6.975 724 729 738 rBY 63534 102423 12.30% 1.086%
5 7.140 752 757 768 rBB 51896 81703 9.81% 0.866%

7.340 786 791 798 rBV 67365 103399 12.42% 1.096%
7.399 798 801 809 rvB 9059 14527 1.74% 0.154%
rBB 173479 274761 33.00% 2.913%
8.510 984 990 1003 rBB 76524 127948 15.37% 1.356%
8.963 1062 1067 1075 rBV 57360 94544 11.35% 1.002%
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11 9.687 1184 1190 1197 rBB 43591 69960 8.40% 0.742%
12 10.222 1275 1281 1294 rBB 71070 121696 14.61% 1.290%
13 10.598 1338 1345 1358 rBB 248809 412914 49.59% 4._377%
14 10.740 1363 1369 1387 rVvVv 51338 94006 11.29% 0.997%
15 13.851 1892 1898 1902 rBV 143516 196348 23.58% 2.081%

16 13.898 1902 1906 1912 rVB 39656 52987 6.36% 0.562%
17 14.139 1941 1947 1958 rBV 160625 244546 29.37% 2.592%
18 14.445 1993 1999 2007 rBV2 349167 533526 64.07% 5.656%

19 14.651 2029 2034 2048 rBV2 21218 46839 5.63% 0.497%
20 15.292 2139 2143 2148 rVB 10740 13024 1.56% 0.138%
21 15.439 2162 2168 2180 rVB 224550 317920 38.18% 3.370%
22 15.557 2184 2188 2195 rVB 42154 53958 6.48% 0.572%
23 16.151 2284 2289 2299 rBV2 14240 24354 2.92% 0.258%
24 16.945 2419 2424 2427 rBV 7208 8930 1.07% 0.095%

25 17.192 2460 2466 2476 rBV 439351 619522 74.40% 6.568%

26 17.292 2476 2483 2493 rVB 223072 338481 40.65% 3.588%

27 17.498 2510 2518 2523 rBV3 9636 16917 2.03% 0.179%
28 18.074 2611 2616 2626 rBV 29225 42970 5.16% 0.456%
29 18.392 2661 2670 2673 rBv4 9465 15308 1.84% 0.162%
30 19.010 2772 2775 2780 rVB4 8319 12115 1.45% 0.128%
31 19.104 2787 2791 2798 rVB2 9563 14453 1.74% 0.153%
32 19.245 2811 2815 2822 rVB3 16318 29564 3.55% 0.313%
33 19.357 2831 2834 2844 rBV2 14036 21293 2.56% 0.226%

34 19.586 2867 2873 2885 rVB 304910 429376 51.56% 4 _.552%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 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-BM041416 .M

Title = SVOA CALIBRATION

35 19.768 2891 2904 2907 rBV6 21974 68449 8.22% 0.726%
36 20.121 2957 2964 2970 rVB 36869 51675 6.21% 0.548%
37 20.304 2990 2995 3001 rVB6 10017 14760 1.77% 0.156%
38 20.380 3004 3008 3011 rBV6 4534 9119 1.10% 0.097%
39 20.462 3012 3022 3027 rVvVv 99249 158554 19.04% 1.681%
40 20.521 3029 3032 3035 rVvs3 19672 24291 2.92% 0.258%
41 20.562 3035 3039 3042 rVvVv 19428 23066 2.77% 0.245%
42 20.621 3045 3049 3053 rVB 37589 44228 5.31% 0.469%
43 20.786 3072 3077 3081 rBV9 9458 20485 2.46% 0.217%
44 21.080 3123 3127 3137 rBVY 135324 190228 22.85% 2.017%
45 21.245 3152 3155 3160 rBY 13605 18353 2.20% 0.195%
46 21.380 3172 3178 3184 rBVY 610117 832689 100.00% 8.827%
47 21.521 3198 3202 3206 rBVY 53101 59338 7.13% 0.629%
48 21.698 3229 3232 3237 rVB4 19460 26020 3.12% 0.276%
49 21.927 3269 3271 3273 rBV3 10584 9316 1.12% 0.099%
50 21.962 3273 3277 3290 rVB 165241 239243 28.73% 2.536%
51 22.433 3353 3357 3361 rVB 59519 74767 8.98% 0.793%
52 22.568 3376 3380 3387 rVB 39309 61707 7.41% 0.654%
53 22.668 3394 3397 3403 rVB3 26051 35426 4._.25% 0.376%
54 22.951 3440 3445 3449 rBvV 119969 169382 20.34% 1.796%
55 23.003 3450 3454 3462 rVV3 37456 72035 8.65% 0.764%
56 23.086 3464 3468 3473 rVB2 26308 40503 4._86% 0.429%

57 23.521 3535 3542 3551 rBV2 233629 447758 53.77% 4.747%
58 23.668 3559 3567 3579 rvB2 372611 773191 92.85% 8.197%
59 24.186 3650 3655 3662 rVB 61308 114607 13.76% 1.215%
60 24.956 3781 3786 3794 rVB3 33522 77489 9.31% 0.821%

61 25.844 3932 3937 3944 rVB3 21531 46641 5.60% 0.494%
62 26.786 4088 4097 4109 rBV3 212576 722682 86.79% 7.661%

63 27.574 4221 4231 4239 rBV4 67187 262102 31.48% 2.779%
64 28.115 4315 4323 4329 rBVS 47895 165471 19.87% 1.754%

Sum of corrected areas: 9433094
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM004998.D
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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: BM004998.D

600000

500000
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400000
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300000
15.44 17.29

200000
13.88414

100000

1.90 18.07
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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: BM004998.D

21.38

600000
500000
23.67
400000

300000 23.5

26.79

200000 21.08

100000 X

e

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\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

3.05 2.17 ng/ul 29759 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 N-Ethylformamide 73 C3H7NO 000627-45-2 5
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5
5 N-Ethylformamide 73 C3H7NO 000627-45-2 4

Abundance Scan 62 (3.052 min): BM004998.D (-58) (-) m/z 73.10 100.00%
73
5000 43
55 87 A e
39 51 | 2.80 3.00 320 3.40
W”“PMP”W“W““PMP”ML'”W””W”P”W”W”W“”W“P”W“Wm m/z 43.10 36.60%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AI" T Ty
43 280 3.00 320 3.40
55 87 m/z 55.10 26.25%
‘2? 33 39 4650 ‘ 59 69|
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
& RS S A
2.80 3.00 320 3.40
5000 m/z 87.10 25.08%
44 58
18 27
15 40 54
A RRAL) KAL) RARRN LARE) RAL) RARN RARAN ALY LRSS RRANS RALA WAL RARLY LALLM KARRA REAR) LARE) RALLA LALN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- L L A I I
30 2.80 3.00 320 3.40
m/z 71.10 11.63%
5000 43 87
15 72
18 27 39.//46 5154 59 68 |
I 1.5 o gt gt g 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.46 3.81 ng/ul 158554 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 92
3 Quinuclidin-3-one, 2-(4-dimethyl... 271 C16H21N30 1000266-14-6 25
4 Normorphine 271 C16H17NO3 000466-97-7 22
5 3,5,7-Trimethyl-4-phenyl-1-azaad... 271 C18H25NO 1000202-12-2 18
Abundance Scan 3022 (20.462 min): BM004998.D (-3012) (-) m/z 175.10 100.00%
175 271
201
5000
4. 159 286 SN A\ V- SR
55 | oo gg MO1p9l45 215229 . 20.20 20.40 20.60 20.80
m/z 271.30 85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110104: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
5000 201 286 2020 20.40 20.60 20.80
41 69 - m/z 201.20 66.07%
115
IIII2I7IIIMI”‘IIII‘HI\”‘HI W | Il\ﬁ\ll\\‘\ IwIH“\M I\‘I‘” ”” ||‘||24‘|.3|?|57|| : |‘|||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
271
SRR UGS
175 20.20 20.40 20.60 20.80
5000 201 286 m/z 189.10 40.51%
41 69 159
27 91 11513114% 229243557
memmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101201: Quinuclidin-3-one, 2-(4-dimethylaminobenzylidene)...
27 20.20 20.40 20.60 20.80
m/z 286.30 28.18%
5000
159 254
41 173 226
5 7791 115 134 198 ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 'édéolédiolédeb'édéd"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.08 4 .57 ng/ul 190228 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3127 (21.080 min): BM004998.D (-3123) (-) m/z 57.10 100.00%
57
7 20.80 21.00 21.20 2140
27 165197 . . . .
. ...j,!fl..e,l.‘i?..,....,%‘i.?. e | M/z 71.10  69.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107655: Eicosane
57
5000 AU AR AR
20.80 21.00 21.20 21.40
m/z 43.10 64 .04%
)| e s 2
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
2080 21.00 21.20 2140
5000 m/z 85.10 48.00%
97
27 127 183217 273303 343372 414
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57 20.80 21.00 21.20 21.40
m/z 55.10 33.59%
5000
97
| 12? 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.80 21.00 21.20 21.40

SOMO2.2-EPA-BM041416.M Thu Apr 21 19:10:37 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.96 5.75 ng/ul 239243 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3277 (21.962 min): BM004998.D (-3273) (-) m/z 57.10 100.00%
57
85
5000
9 161 100 107 325 365 2 21160 7180 200 2220
N 0 0 5 B e e LR A — m/z 71.10 72.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57
5000 85 AU
21.60 21.80 22.00 22.20
13, m/z 43.10 57.76%
29 |41 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
o 2160 21.80 22.00 22.20
5000 m/z 85.05 52.29%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane N B L B B
57 21.60 21.80 22.00 22.20
m/z 55.10 24 .10%
85
5000
29
DR R AP N () esonatibosnmd
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.95 4.38 ng/ul 169382 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3445 (22.951 min): BM004998.D (-3440) (-) m/z 57.10 100.00%
g7
5000
PN SRR SRR
141 169 22.60 22.80 23.00 23.20
L “1.1,'.'.?9,7....2,5?...,.?27.,....,... m/z 71.10  72.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 AU DR
22160 22,80 23.00 23.20
m/z 43.10 53.72%
29| | |l M1}3\1f1,169‘197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
2260 22,80 23.00 23.20
5000 g5 m/z 85.05 53.33%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane T T T
57 22.60 22.80 23.00 23.20
m/z 55.10 23.07%
13 94
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2& 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 8
R.T. EstConc Area Relative to ISTD R.T.
24.19 2.96 ng/ul 114607 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3656 (24.192 min): BM004998.D (-3650) (-) m/z 57.10 100.00%
57
200 JM
23.80 24.00 24.20 24.40 24.60
i m/z 71.10 66 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142112: Pentacosane
57
5000 85 AUV DR
23. 80 24. oo 24. 20 24 40 24. 60
113 m/z 85.10 52.86%
20 ||y 169 211 239 267 205 323 352
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
o 23.80 24.00 24.20 24.40 24.60
5000 m/z 43.05 52.02%
29 113
141 169 197 225 253 296 \w_j\ﬁﬂmﬂmv*J\me/\yhﬂ/kww
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #160628: Triacontane BT
57 23.80 24.00 24.20 24.40 24.60
m/z 99.10 21.50%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(')0 23.80 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 Tetrapentacontane, 1,54-dib... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2496 2.00 ng/ul 77489 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 52
2 Tetratetracontane 619 C44H90 007098-22-8 52
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 52
4 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 52
5 Heneicosane 296 C21H44 000629-94-7 52
Abundance Scan 3787 (24.962 min): BM004998.D (-3781) (-) m/z 57.10 100.00%

5000

%

145 R —
IITIIZII 2681 e 24.60 24.80 25.00 25.20

- e m/z 71.10 73.90%

m/z--> 0 100 200 300 400 500 600 700 800

Abundance #174828: Tetrapentacontane, 1,54-dibromo-

3

5000 Sttt
11 24, 60 24 80 25. OO 25.20
L]

m/z 43.10 73.36%
‘ \H 11155 211 267 323 379 443 499543585 670 755 835
g St #BT Soo 570 AT Teeadsss A RS
miz--> 0 100 200 300 400 500 600 700 800

Abundance

:

57

24.60 24.80 25.00 25.20
5000 m/z 85.10 51.21%

99
155 211 267 323 379 434477 533 618

m/z--> 0 100 200 300 400 500 600 700 800

i+

Abundance #115572: Eicosane, 2-methyl-
57 24.60 24.80 25.00 25.20
m/z 55.10 44 .19%
5000
99 253
2 [ iRz 28 S
m/z--> 0 100 200 300 400 500 600 700 800 24, 60 24 80 25. OO 25 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 _.beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.79 18.69 ng/ul 722682 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 99
4 _beta.-Sitosterol 414 C29H500 000083-46-5 98
5 5-Cholestene-3-0l, 24-methyl- 400 C28H480 1000214-17-4 53
Abundance Scan 4098 (26.791 min): BM004998.D (-4088) (-) m/z 43.10 100.00%
48
81 197 145
5000 213
255 303 329 414
381 LN U AU SR I
26.40 26.60 26.80 27.00 27.20
m/z 55.10 69.05%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #159283: .beta.-Sitosterol
43
5000 L DU A DR BN
81 105 " 26,40 26.60 26.80 27.00 27.20
18 m/z 107.10 63.20%
“ R 0
.‘.‘ H H | H IL\MLI ““.“ ‘u P4 \ 276 I“' ; ‘; |3|5‘|"| ) 'Mi .‘. .
miz--> 0 150 200 250 300 350 400
Abundance
43
26,40 26,60 26.80 27.00 27.20
5000 81 4107 m/z 57.05 60.01%
145 414
213 303
173 255 329 381
234 | 276 354
miz--> 0 55 160 1%0 200 250 360 3éo 460
Abundance #159291: Stigmasterol, 22,23-dihydro- A EAEEE B
43 26.40 26.60 26.80 27.00 27.20
m/z 81.10 59.57%
414
69 105
’ L m \m MJ U\ p mlism 1\718 213 246 273 303 329 354 381 I
miz--> 0 5'0 100 150 2(')0 250 3(')0 3éo 4(')0 26. 40 26. 60 26. 80 27. oo 27. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27 .57 6.78 ng/ul 262102 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 49
2 4-(p-N,N-dimethylaminophenylimin._.. 218 C13H18N20 1000100-07-8 49
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 46
4 2-Chloro-5,6-dimethyl-1-(2-propy... 218 C12H11CIN2 080276-20-6 43
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 43
Abundance Scan 4230 (27.568 min): BM004998.D (-4221) (-) m/z 218.20 100.00%
218

5000
e e
268 - 27.20 27.40 27.60 27.80

Ay 327 S5 m/z 203.15  73.31%

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

Abundance #68277: Anthracene, 9-(2-propenyl)-
218

5000

27.20 27.40 27.60 27.80
m/z 95.10 36.78%

189
101
27 44 63 g2 | 122139 185 | |
L e T L B aa E e e
m/z--> 50 100 150 200 250 300 350
Abundance
218
R ma B A
27.20 27.40 27.60 27.80
0
5000 m/z 69.10 35.23%
134
101
43 45 84 160 187
—— T T T T T
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 B o
218 27.20 27.40 27.60 27.80
m/z 55.05 34.75%
41 91 133
5000 175
67 9 L
J%Pﬂ.kz = SN
m/z--> 50 100 150 200 250 300 350 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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 2-Isopropenyl-4a,8-dimethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

28.11 4.28 ng/ul 165471 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Isopropenyl-4a,8-dimethyl-1,2,_... 204 C15H24 1000193-57-0 66
2 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 51
3 3,7,11-Trimethyl-dodeca-2,4,6,10... 218 C15H220 013832-89-8 42
4 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 41
5 4,8-Methanoazulen-9-o0l, decahydr... 222 C15H260 004586-22-5 41

Abundance Scan 4322 (28.109 min): BM004998.D (-4315) (-) m/z 57.10 100.00%

43 9

109
189 207

5000 161175

229 265 e
27.80 28.00 28.20 28.40

m/z 95.10 91.78%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58780: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...

189

107

5000 ¥ 204 ML
41 133147161 2780 28,00 28.20 28.40

120 m/z 93.10 87 .73%

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

Abundance
a1 93 107
B B e A
55 79 135 27.80 28.00 28.20 28.40
5000 189 m/z 55.05 86.95%
121 g9 204
2z 161
175
R RS L e L B ARA BARERE R LSS L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #68195: 3,7,11-Trimethyl-dodeca-2,4,6,10-tetraenal e A RERRE AT
69 27.80 28.00 28.20 28.40
m/z 69.10 85.97%
41
5000 149 218

27 55 ‘
Ll b

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 217. 80 28 00 28. 20 28 40

162175 189 203
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004998.D

Acq On : 20 Apr 2016 19:39

Operator : UM/SJ

Sample : H2621-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416_M
Quant Title : 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]
Butane, 2-methoxy... 3.05 2.2 ng/ul 29759 1 7.81 274761 20.0
2-Phenanthrenol, ... 20.46 3.8 ng/ul 158554 5 21.38 832689 20.0
(DEL) Alkane: Str... 21.08 4.6 ng/ul 190228 5 21.38 832689 20.0
(DEL) Alkane: Str... 21.96 5.8 ng/ul 239243 5 21.38 832689 20.0
(DEL) Alkane: Str... 22.95 4.4 ng/ul 169382 6 23.67 773191 20.0
(DEL) Alkane: Str... 24.19 3.0 ng/ul 114607 6 23.67 773191 20.0
Tetrapentacontane... 24.96 2.0 ng/ul 77489 6 23.67 773191 20.0
-beta.-Sitosterol 26.79 18.7 ng/ul 722682 6 23.67 773191 20.0
unknown-01 27.57 6.8 ng/ul 262102 6 23.67 773191 20.0
2-1sopropenyl-4a, ... 28.11 4.3 ng/ul 165471 6 23.67 773191 20.0
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