LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 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 11 14 31 rvB3 7015 14160 2.03% 0.184%
2 3.052 58 62 68 rvB 27006 31705 4 _55% 0.411%
3 4.934 377 382 388 rvB2 4289 8500 1.22% 0.110%
4 6.975 724 729 742 rBB 55414 89445 12.84% 1.159%
5 7.140 752 757 768 rBB 49554 77064 11.06% 0.999%

7.340 786 791 801 rBB 59236 92281 13.25% 1.196%

7.810 865 871 880 rBB 125927 197919 28.41% 2.565%
990 1002 rBB 67486 109819 15.76% 1.424%
8.963 1062 1067 1077 rBB 48539 80676 11.58% 1.046%
9.687 1185 1190 1198 rBB 34368 55484 7.96% 0.719%

QO ~NO®
o0}
a1
=
o
O
o0}
al

11 10.222 1275 1281 1292 rBV 62634 105226 15.11% 1.364%
12 10.598 1338 1345 1358 rBV 187329 309919 44.49% 4.017%

13 10.739 1363 1369 1378 rBV 46504 84093 12.07% 1.090%
14 13.851 1893 1898 1902 rBV 131151 175046 25.13% 2.269%
15 13.898 1902 1906 1912 rVB 33755 45755 6.57% 0.593%
16 14.139 1941 1947 1956 rBV 150736 218780 31.41% 2.836%
17 14.339 1977 1981 1987 rBB 8352 10136 1.46% 0.131%
18 14.445 1993 1999 2007 rBvV2 300574 443787 63.71% 5.752%
19 14.651 2030 2034 2047 rBV2 12869 28532 4._.10% 0.370%
20 15.292 2137 2143 2148 rVB 12620 15726 2.26% 0.204%
21 15.439 2160 2168 2178 rBV 212812 297053 42.64% 3.850%
22 15.557 2184 2188 2194 rVB 28192 36774 5.28% 0.477%
23 16.151 2284 2289 2301 rBV2 16117 28309 4._.06% 0.367%
24 16.945 2420 2424 2427 rVB 6873 7388 1.06% 0.096%

25 17.192 2460 2466 2473 rBV 368529 529072 75.95% 6.858%

26 17.286 2477 2482 2493 rVV2 206225 306704 44.03% 3.976%

27 18.074 2613 2616 2622 rBV 13191 17868 2.56% 0.232%
28 19.245 2812 2815 2819 rVB2 5593 7086 1.02% 0.092%
29 19.357 2831 2834 2843 rBV2 6029 9914 1.42% 0.129%
30 19.586 2865 2873 2885 rBV 292079 411022 59.00% 5.328%
31 20.121 2958 2964 2969 rBV 31040 36907 5.30% 0.478%
32 20.304 2990 2995 3000 rBV6 4532 7281 1.05% 0.094%
33 20.433 3012 3017 3018 rBV3 8164 10468 1.50% 0.136%
34 20.462 3018 3022 3028 rVvVv 64702 77836 11.17% 1.009%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 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 20.521 3029 3032 3035 rVv3 8127 9822 1.41% 0.127%
36 20.562 3036 3039 3044 rVvVv 9483 11059 1.59% 0.143%
37 20.621 3044 3049 3053 rVvVv 25545 29771 4.27% 0.386%
38 21.086 3123 3128 3139 rBV 94062 119994 17.23% 1.555%
39 21.245 3152 3155 3160 rBV3 9033 14396 2.07% 0.187%
40 21.286 3160 3162 3165 rVB2 8504 8851 1.27% 0.115%
41 21.380 3173 3178 3189 rVB 547085 696620 100.00% 9.030%
42 21.521 3198 3202 3206 rBVY 41979 42828 6.15% 0.555%
43 21.703 3230 3233 3237 rBV4 6712 8953 1.29% 0.116%
44 21.927 3268 3271 3273 rBV4 6571 7169 1.03% 0.093%
45 21.962 3273 3277 3282 rBY 136123 166524 23.90% 2.159%
46 22.433 3353 3357 3364 rBVY 45105 61926 8.89% 0.803%
47 22.562 3374 3379 3384 rBV4 14418 25974 3.73% 0.337%
48 22.668 3394 3397 3402 rVB3 17666 25849 3.71% 0.335%
49 22.950 3440 3445 3450 rBV 97766 140776 20.21% 1.825%
50 23.003 3451 3454 3463 rVV5 17064 36438 5.23% 0.472%
51 23.086 3465 3468 3474 rVB2 17189 26195 3.76% 0.340%

52 23.521 3535 3542 3557 rVB2 214213 421097 60.45% 5.458%
53 23.668 3559 3567 3579 rVB2 332306 661718 94.99% 8.577%

54 23.850 3595 3598 3607 rVB5 18333 33137 4.76% 0.430%
55 24.186 3650 3655 3664 rVB 51776 98081 14.08% 1.271%
56 24.386 3686 3689 3697 rVB7 11089 21601 3.10% 0.280%
57 24.950 3780 3785 3794 rBV3 24868 59893 8.60% 0.776%
58 25.838 3932 3936 3945 rVB4 20432 43267 6.21% 0.561%

59 26.785 4088 4097 4107 rBV4 124591 405822 58.26% 5.260%
60 27.574 4223 4231 4237 rBV7 38195 127324 18.28% 1.650%

61 28.109 4315 4322 4327 rBV9 32619 101485 14.57% 1.315%
62 28.185 4329 4335 4358 rVB4 71653 330384 47.43% 4.283%

Sum of corrected areas: 7714689
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BM042016\

BM004995.D

20 Apr 2016 17:50

UM/SsJ

H2621-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .M
SVOA CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

500000
400000
300000
200000

100000

2.773'

TIC: BM004995.D

10.60
7.81

10.22

L

6.9714.34 851 496

il L]

oR==

Time--> 3.0

0 350 400 450 500 550 600 650 700 750 800 850 9.00 9.0

10.00 10.50 11.00

Abundance

500000

400000

300000

200000

100000

TIC: BM004995.D

17.19

14.45 19.59

15.44 7.29

14.14
13.85

20.

18.90 6 20,42

18.07

A
Tt

4.65 16.94

5.5
15.2 \

16.15
14. %ﬂ W

19,9436

O
T

0

Time-->

N
LN B B S B B B B O B D B N B B B B B D N B B B N B B B B B B N B B =TT LN B B S |

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

500000

400000

300000

200000

100000

TIC: BM004995.D
21.38

23.67

23.5

0
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 : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.05 3.20 ng/ul 31705 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 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
3 Acetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 62 (3.052 min): BM004995.D (-58) (-) m/z 73.10 100.00%
7B
5000
43 55 87 D
2.80 3.00 3.20 3.40
e e e e e e | M/Z 43,10 34.00%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AI" T ﬂ"l T T
43 280 3.00 3.20 3.40
55 87 m/z 87.10 27.45%
‘%9 35 ‘M‘\ 67 ||
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
73
280 300 320 340
5000 m/z 55.10 26.52%
43
87
27
I ILRL I "|??" |"'4?"' '?%'gzl' T "|""1P}"'|
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1852: Acetamide, N-ethyl- A e e o
30 280 3.00 3.20 3.40
m/z 41.10 12.92%
5000 43 87
15 72
T ..,...W‘ "??Iw" 'F?"§?" R IR SO UL R ﬁl" IS S S
m/z--> 10 20 30 40 50 60 70 8 90 100 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.46 2.23 ng/ul 77836 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 96
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 92
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17N0O3 025924-78-1 35
4 Desomorphine 271 C17H21NO2 000427-00-9 25
5 Quinuclidin-3-one, 2-(4-dimethyl... 271 C16H21N30 1000266-14-6 22
Abundance Scan 3022 (20.462 min): BM004995.D (-3018) (-) m/z 175.10 100.00%
1715 271
201
5000
41 69 133 159 200 AR "0'?" AUV
83 99 1° 215229 20.20 20.40 20.60 20.80
m/z 271.30 87 .53%
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
a1 69 - m/z 201.15 63.91%
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
175 2020 20.40 20.60 20.80
5000 201 286 m/z 189.15 32.50%
41 69 159
27 91 11513114% 229243557
mﬁmﬁmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101191: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-ox0-2,... L L B
201 211 20.20 20.40 20.60 20.80
m/z 286.30 29.32%
5000
115
143 173 ‘
SR O O s 20 U2 Y N || N
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\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.09 3.45 ng/ul 119994 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 10-Methylnonadecane 282 C20H42 056862-62-5 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3129 (21.092 min): BM004995.D (-3123) (-) m/z 57.05 100.00%
g7
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
] | 141 107 267 20.80 21.00 21.20 21.40
R E L L B B maaas Be s e m/z 71.10 64 .26%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57
5000

20.80 21.00 21.20 21.40
m/z 43.05 58.50%

“h ‘ ‘\ ] }‘}1 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

20.80 21.00 21.20 21.40
5000 m/z 85.10 52.02%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #107656: 10-Methylnonadecane
5[7 20.80 21.00 21.20 21.40
m/z 55.05 32.31%
5000
99 154
‘ [ 267
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20. 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 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 4.78 ng/ul 166524 Chrysene-di12 21.38
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 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3277 (21.962 min): BM004995.D (-3273) (-) m/z 57.10 100.00%

57
5000 85

21.60 21.80 22.00 22.20

141
I d Ly 169 197 901

J, B e L7 - S o S m/z 71.10 69.53%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57
5000 85 LI LI L I B L L
29 21.60 21.80 22.00 22.20
m/z 43.05 57.19%
L“‘. bAy 113,141 169 107 225 253 282
— e T T B
m/z--> 50 100 150 200 250 300 350
Abundance
57
e LR
21.60 21.80 22.00 22.20
5000 o m/z 85.05 50.99%
29
113 141 169 197 225 253 281 309 337 365 394
T T T T T e T T T T e
m/z--> 50 100 150 200 250 300 350 A
Abundance #115570: Heneicosane R e L N
57 21.60 21.80 22.00 22.20
m/z 55.05 23.43%
85
5000
29 113
ULy g1 169 197 225 253 296
R e T e e T e B
m/z--> 50 100 150 200 250 300 350 21 60 21. 80 22. OO 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.95 4._.25 ng/ul 140776 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3445 (22.950 min): BM004995.D (-3440) (-) m/z 57.05 100.00%
57 ﬂ
85
5000
IPNBUNNBS U SR
141 169 22.60 22.80 23.00 23.20
~ J, . ‘| '1 AT TP 298281 386 | pn/z 71.10  69.65%
m/z--> 50 100 150 200 250 300 350
Abundance #82608: Heptadecane
57
85
5000 AR ARRE B
22.60 22.80 23.00 23.20
29 m/z 43.10 57.31%
| L [ Alﬁ 141‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
22.60 22.80 23.00 23.20
5000 g5 m/z 85.10 54 _.33%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #115570: Heneicosane
57 22.60 22.80 23.00 23.20
m/z 55.05 22 .89%
85
- \/\/\/v/\/\b\/“
29 113
BNy J | 141 169 197 225 253 296
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\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 9
R.T. EstConc Area Relative to ISTD R.T.
24.19 2.96 ng/ul 98081 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3656 (24.192 min): BM004995.D (-3650) (-) m/z 57.10 100.00%
g7
85
5000
141 169 207 23.80 24.00 24.20 24.40 24.60
l, mi || It GO -1 A - E m/z 71.10 73.39%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85
23.80 24.00 24.20 24.40 24.60
- m/z 85.10 58.17%
‘\J‘} h‘$ H M ‘1$1‘169 197 225 253 281 311337 367 410435
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
57
85 23.80 24.00 24.20 24.40 24.60
5000 m/z 43.05 53.58%
29
13 141 169 197 225 253 296
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #155177: Octacosane e EAmEE BT
57 23.80 24.00 24.20 24.40 24.60
m/z 55.05 24 _39%
5000 85
29 113 141
|7+ 169 197 225 253 281 309 337 365 394

m/z--> 0 50 100 150 200 250 300 350 400 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 : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 _gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.79 12.27 ng/ul 405822 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 97
3 .beta.-Sitosterol 414 C29H500 000083-46-5 96
4 Stigmasterol, 22,23-dihydro- 414 C29H500 1000214-20-7 96
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 14
Abundance Scan 4098 (26.791 min): BM004995.D (-4088) (-) m/z 43.10 100.00%

81 105

145 213
5000

255 303 329

-

381 414

26.40 26.60 26.80 27.00 27.20
m/z 55.10 77.17%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81107 | BN BN L L LB B
145 013 303 414 26.40 26.60 26.80 27.00 27.20
‘ s 255 ‘ 329 3g1 m/z 57.10  66.83%
L AECNE N
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
R RS R R R
26.40 26.60 26.80 27.00 27.20
5000 81 105 m/z 105.05 64 .44%
18 145 o1s 414
173 255 329
234°2576 303 777 354 381
L A e o e B o B IR e o e B NI i o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43 26.40 26.60 26.80 27.00 27.20
m/z 81.05 62.68%
5000
81 107 414
‘ ‘ N 213 255 303 329
73 381
ey 4 Tarr | 3%
m/z--> 0 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 Acetamide, N-2-[(4-chloroph... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.57 3.85 ng/ul 127324 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, N-2-[(4-chlorophenyl)... 304 C16H17CIN202 1000280-78-6 64
2 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 58
3 5-(1-Naphthyl)tricyclo[4.1.0.0(2... 218 C17H14 107729-05-5 53
4 2-Chloro-5,6-dimethyl-1-(2-propy... 218 C12H11CIN2 080276-20-6 53
5 Dihydrocoumarin, 4,4,5,7,8-penta... 218 C14H1802 039170-97-3 47
Abundance Scan 4230 (27.568 min): BM004995.D (-4223) (-) m/z 218.25 100.00%
218
5000 /\,\/\
268 ' 0 9740 o7 en o7 en
341 27.20 27.40 27.60 27.80

B WY SR m/z 203.20 66.29%

m/z--> 50 100 150 200 250 300 350
Abundance #119576: Acetamide, N-2-[(4-chlorophenyl)(2-pyridyl)methox...
167 218
86

5000 |||||||||||||||||||
27.20 27.40 27.60 27.80
o 106 139 m/z 69.10 36.23%
[ il ¥, | R
m/z--> 50 100 150 200 250 300 350
Abundance
218
R e A B o
27.20 27.40 27.60 27.80
5000 m/z 81.05 33.42%
189
101
27 44 63 g2 " " 120139 165
m/z--> 50 100 150 200 250 300 350
Abundance #68287: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene R BE T
218 27.20 27.40 27.60 27.80
m/z 55.05 30.04%
5000
108
189
2w s e
.‘.%“‘.N”‘ T | — e
m/z--> 50 150 200 250 300 350 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 : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

28.11 3.07 ng/ul 101485 Perylene-di12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Cycloundecadiene, 9-(1-methy... 190 C14H22 062338-55-0 35
2 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 22
3 Cyclopropa[d]naphthalen-2(4aH)-o0... 204 C14H200 004677-90-1 15
4 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 15
5 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 15

Abundance Scan 4322 (28.109 min): BM004995.D (-4315) (-) m/z 57.10 100.00%

g7
a3 | 1 o

5000

27.80 28.00 28.20 28.40
m/z 95.10 70.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49320: 1,5-Cycloundecadiene, 9-(1-methylethylidene)-
41 93

67 121
107
5000 LA L L L L L LB L |
27 27.80 28.00 28.20 28.40

147 175190 m/z 71.05 69.83%

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

95

123 27.80 28.00 28.20 28.40
5000 41 67 218 m/z 85.10 68.48%

203

o7 8L | 109 147161175
189

mmmﬂmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58602: Cyclopropa[d]naphthalen-2(4aH)-one, 1,1a,5,6,7,8-h... E maa e A

43 27.80 28.00 28.20 28.40
o1 m/z 81.10 65.01%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 27. 80 28 00 28. 20 28 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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 5(1H)-Azulenone, 2,4,6,7,8,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.19 9.99 ng/ul 330384 Perylene-d12 23.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 62
2 8-Amino-2,6-dimethoxylepidine 218 C12H14N202 074509-65-2 58
3 2,4(1H,3H)-Quinazolinedione, 1,3... 218 C12H14N202 002049-84-5 50
4 1,4-Methanonaphthalene, 1,4-dihy... 218 C17H14 055028-73-4 50
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 49
Abundance Scan 4336 (28.191 min): BM004995.D (-4329) (-) m/z 218.20 100.00%
218
5000
122 189 e ——
85 81 105", 149 | a55 27.80 28.00 28.20 28.40 28.60
oS m/z 203.20 26.67%
m/z--> 50 100 150 200 250 300 350
Abundance #68233: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth...
218
176 IS SN | E—
R 91 133 27.80 28.00 28.20 28.40 2860
o J L} m/z 122.10 22.70%
: HI H I\“I“H‘ Mﬁ“ IIH:]-% ‘:‘H‘u“h‘ll wI?I‘\I\\QZO 1 —— :
m/z--> 50 100 150 200 250 300 350
Abundance
218
27.80 28.00 28.20 28.40 28.60
5000 m/z 189.20 22.23%
175
41 64 89 109 131 158 1701
nm/z--> 50 100 150 200 250 300 350
Abundance #67931: 2,4(1H,3H)-Quinazolinedione, 1,3-diethyl- - M D LA R
218 27.80 28.00 28.20 28.40 28.60
m/z 219.25 20.30%
5000 162
132 180
77 104 |
..49,.. IPI\III‘JMI a e BN B B
m/z--> 50 100 150 200 250 300 350 27.80 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042016\
Data File : BM004995.D

Acq On : 20 Apr 2016 17:50

Operator : UM/SJ

Sample : H2621-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041416 .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]
Butane, 2-methoxy... 3.05 3.2 ng/ul 31705 1 7.81 197919 20.0
2-Phenanthrenol, ... 20.46 2.2 ng/ul 77836 5 21.38 696620 20.0
(DEL) Alkane: Str... 21.09 3.5 ng/ul 119994 5 21.38 696620 20.0
(DEL) Alkane: Str... 21.96 4.8 ng/ul 166524 5 21.38 696620 20.0
(DEL) Alkane: Str... 22.95 4.3 ng/ul 140776 6 23.67 661718 20.0
(DEL) Alkane: Str... 24.19 3.0 ng/ul 98081 6 23.67 661718 20.0
-gamma.-Sitosterol 26.79 12.3 ng/ul 405822 6 23.67 661718 20.0
Acetamide, N-2-[(... 27.57 3.9 ng/ul 127324 6 23.67 661718 20.0
unknown-01 28.11 3.1 ng/ul 101485 6 23.67 661718 20.0
5(1H)-Azulenone, ... 28.19 10.0 ng/ul 330384 6 23.67 661718 20.0
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