LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM121915.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.152 8 11 16 rvv 6075 6905 0.78% 0.033%
2 3.205 18 20 24 rVB2 793 915 0.10% 0.004%
3 3.499 66 70 73 rBB 2909 3083 0.35% 0.015%
4 3.893 133 137 141 rBB 7688 8876 1.01% 0.043%
5 4.810 290 293 298 rBB 6191 7866 0.89% 0.038%
6 6.869 637 643 646 rBV 117470 197562 22.46% 0.955%
7 7.028 665 670 677 rBB 91053 132588 15.07% 0.641%
8 7.122 680 686 694 rBB 165441 238101 27.06% 1.151%
9 7.228 698 704 711 rBB 122172 184046 20.92% 0.890%
10 7.692 777 783 789 rBB 102861 154294 17 .54% 0.746%

11 8.140 853 859 866 rBB 283843 426578 48.49% 2.062%
12 8.410 899 905 909 rBvV 142362 219356 24.93% 1.060%
13 8.463 909 914 918 rvVv 292304 472065 53.66% 2.282%
14 8.504 918 921 935 rVB 174911 256908 29.20% 1.242%
15 8.763 960 965 971 rBB 143649 228553 25.98% 1.105%

16 8.851 974 980 987 rBB 104061 160928 18.29% 0.778%
17 9.416 1069 1076 1083 rBB 175160 277307 31.52% 1.340%
18 9.569 1097 1102 1109 rBB 85705 132506 15.06% 0.640%
19 9.669 1113 1119 1128 rBB 239409 366136 41.62% 1.770%
20 9.898 1152 1158 1165 rBB 171981 252886 28.75% 1.222%

21 10.110 1188 1194 1205 rBB2 140566 327451 37.22% 1.583%
22 10.481 1251 1257 1261 rBV 130769 216370 24.59% 1.046%
23 10.533 1261 1266 1273 rVB 160783 257339 29.25% 1.244%
24 10.622 1274 1281 1290 rBB 82454 134407 15.28% 0.650%

25 10.757 1301 1304 1308 rBB 998 1402 0.16% 0.007%
26 10.816 1308 1314 1320 rBB 294645 463196 52.65% 2.239%
27 11.186 1374 1377 1381 rBB 1146 1752 0.20% 0.008%
28 11.251 1384 1388 1392 rBB 2906 3812 0.43% 0.018%

29 11.398 1406 1413 1425 rBB 62214 150440 17.10% 0.727%
30 12.010 1512 1517 1524 rBB 90127 136579 15.52% 0.660%

31 12.080 1525 1529 1532 rBB 1288 1543 0.18% 0.007%
32 12.157 1539 1542 1545 rBB 852 1232 0.14% 0.006%
33 12.292 1561 1565 1572 rBB2 1300 1948 0.22% 0.009%

34 12.375 1572 1579 1586 rBB 363583 567657 64.53% 2.744%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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

Z:\HPCHEM1I\BNA M\METHODS\SOMOZ2.2-EPA-BM121915.M
SVOA CALIBRATION

Method
Title

35 12.527 1596 1605 1611 rBB2 254907 564973 64.22% 2.731%

36 12.845 1654 1659 1669 rBB 200429 293056 33.31% 1.416%
37 13.216 1716 1722 1728 rBB 155883 222676 25.31% 1.076%
38 13.757 1808 1814 1818 rBV 246470 325651 37.02% 1.574%
39 13.804 1818 1822 1828 rVB 157727 201216 22.87% 0.972%
40 14.039 1856 1862 1865 rBVY 272383 443854 50.45% 2.145%

41 14.069 1865 1867 1874 rVB 199771 227616 25.87% 1.100%
42 14.257 1894 1899 1906 rBB 165107 232221 26.40% 1.122%
43 14.351 1909 1915 1920 rBV2 175246 270952 30.80% 1.310%
44 14.410 1920 1925 1931 rVV 344701 491171 55.83% 2.374%
45 14.469 1931 1935 1943 rVB 115315 157377 17.89% 0.761%

46 14.563 1946 1951 1959 rBB 108368 157245 17.87% 0.760%
47 14.645 1960 1965 1974 rBB 194132 264227 30.03% 1.277%
48 14.745 1977 1982 1988 rBB 177146 245209 27.87% 1.185%
49 15.216 2058 2062 2066 rBB 5526 6999 0.80% 0.034%
50 15.345 2078 2084 2088 rBV 347412 484544 55.08% 2.342%

51 15.392 2088 2092 2095 rVvv2 338199 484744 55.10% 2.343%
52 15.427 2095 2098 2102 rVvVv 256482 359525 40.87% 1.738%
53 15.486 2102 2108 2115 rVB2 316653 532612 60.54% 2.574%
54 15.586 2122 2125 2127 rBB 1639 1798 0.20% 0.009%
55 16.751 2318 2323 2333 rBV 433879 584235 66.41% 2.824%

56 17.098 2376 2382 2388 rBV 232765 314907 35.80% 1.522%
57 17.192 2392 2398 2401 rBV 368627 527336 59.94% 2.549%
58 17.227 2401 2404 2413 rVB 404926 555586 63.15% 2.685%
59 17.504 2445 2451 2467 rBV 425455 589303 66.99% 2.848%

60 18.321 2587 2590 2594 rBB 4448 4492 0.51% 0.022%
61 18.521 2621 2624 2627 rBB2 2694 3152 0.36% 0.015%
62 19.162 2724 2733 2741 rVB 287414 364542 41.44% 1.762%
63 19.386 2767 2771 2774 rBV 1703 1981 0.23% 0.010%

64 19.498 2784 2790 2798 rVB 463432 620470 70.53% 2.999%
65 20.433 2944 2949 2954 rBV 299764 325863 37.04% 1.575%

66 21.215 3077 3082 3086 rBV 353691 377197 42.88% 1.823%
67 21.297 3091 3096 3099 rBV 322736 402600 45.76% 1.946%
68 21.339 3099 3103 3108 rVB 572827 702656 79.87% 3.396%

69 21.880 3194 3195 3198 rBV2 2058 1572 0.18% 0.008%
70 22.062 3221 3226 3234 rBV 44157 60620 6.89% 0.293%
71 22.344 3272 3274 3278 rVB3 4392 4738 0.54% 0.023%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
Title = SVOA CALIBRATION
72 22.850 3357 3360 3364 rVB2 7221 8731 0.99% 0.042%

73 22.915 3364 3371 3387 rBV 536871 879740 100.00% 4._.252%
74 23.403 3447 3454 3458 rBV 366400 727942 82.75% 3.518%
75 23.450 3458 3462 3471 rVV 484115 845070 96.06% 4.084%

76 23.544 3471 3478 3490 rVB 217544 403013 45.81% 1.948%
77 24.062 3562 3566 3573 rVB 9553 15730 1.79% 0.076%

78 24.803 3687 3692 3698 rVB2 10477 20543 2.34% 0.099%
79 25.803 3853 3862 3873 rVB 147391 388496 44.16% 1.878%

Sum of corrected areas: 20690768
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM122115\

BMO03681.D

21 Dec 2015 15:30

UM/SJ
G4734-08

5

Sample Multiplier: 1

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

Z-\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
SVOA CALIBRATION

Abundance

500000

400000

300000

200000

100000

4.81

6.87 |7.23

Il

TIC: BM003681.D

7.12

7.69

10.82
67

9.90 1953
10.11 10 g

0.62

b

——

11.40

6 1111

Time-->

3.

JBH0350 389

5.00

50 4.00 450

5.50

6.00

6.50

T
7.00 7.50

8.00

g.14 846
50

8.7

T

i}

85
T T
8.50 9.00 9.50

10.00 10.50 11.00 11.50

Abundance

500000

TIC: BM003681.D

400000 12.37
' 14.41 16
15.49

16.75 7.50
17.2%

300000

200000

100000{12.01

218629

12.53

12.85
13.22

13

[ay

14.04
.76

14.07
b 80/ 14:

54844

15# 5.59

3

19.50

19.16

18.38.52 19.%

20.43

0+
Time-->

17419
17.
T

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

500000

400000

300000

200000

100000

0

21.34

22.92

23.45

24.06

TIC: BM003681.D

24.80
A

25.80

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SOM02.2-EPA-BM121915.M Tue Dec 22 16:47:12 2015

Page: 4




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z-\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.01 12.62 ng/ul 136579 Naphthalene-d8 10.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-1sopropvlauinoline 171 C12H13N 000135-79-5 38
2 Chloroxvlenol 156 C8HOCIO 000088-04-0 32
3 2-Chloro-5-hvdroxv-2.4.6-cvclohe... 156 C7H5CIO2 007009-16-7 32
4 Benzene. 2.5-cvclohexadien-1-vl- 156 C12H12 004794-05-2 28
5 2,2"-Bipyridine 156 C10H8N2 000366-18-7 25
Abundance Scan 1517 (12.010 min): BM003681.D (-1512) (-) m/z 156.10 100.00%
156.1
5000 1151
78.1 171.1
390 52.1 | 141.0 ‘ 11.60 11.80 12.00 12.20 12.40
o I PR PROPE . S | - | m/z 115.10  46.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36843: 6-1sopropylquinoline
156.0
5000 LRI IR SR SN
171.0 11.60 11.80 12.00 12.20 12.40
m/z 158.10 32.32%
miz--> 20 40 60 80 100 120 140 160
Abundance
121.0 156.0
11,60 11.80 12,00 12.20 12.40
5000 m/z 171.10 29.72%
39.0 77.0 91.0
o 25.0 63,0 105.0 141.0
miz--> 20 40 60 80 100 120 140 160
Abundance #27418: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one e e
156.0 11.60 11.80 12.00 12.20 12.40
m/z 78.10 27 .11%
128.0
5000 64.0
39.0 92.0
0 26.0 MH Ll ” \79'0 “ m 111.0 ! ‘\
m/z--> 20 40 60 80 100 120 140 160 ' 1160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z-\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Naphthalene, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 52.47 ng/ul 567657 Naphthalene-d8 10.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1578 (12.369 min): BM003681.D (-1572) (-) m/z 142.10 100.00%
14%.1
5000 115.1
511 631 741 891 12.00 12.20 12.40 12.60
Obr e e e i e 020l 1261 L Tm/z 141.10  92.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
w000 1150 12000 1230 1240 1760
m/z 115.10 39.36%
270 390 510 630 740 890 1000 | 1260 |
m/z--> 20 30 Jo 50 60 fo 80 §o 100 110 120 130 140 150
Abundance
142.0
12.00 12.20 12.40 12,60
5000 m/z 139.10 11.81%
115.0
270 39.0 510 630 740 890 1059 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18498: Naphthalene, 1-methyl- R L e R
14p.0 12.00 12.20 12.40 12.60
m/z 143.10 11.73%
5000
115.0
71.0
270 390 510 89.0 102.0 ‘ 1260 L
m/z--> 20 30 4'0 5'0 60 7'0 80 9'0 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z-\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
SVOA CALIBRATION

Quant Method
Quant Title

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 1H-Benzimidazole, 5-nitro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.65 19.50 ng/ul 264227 Acenaphthene-d10 14.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 5-nitro- 163 C7H5N302 000094-52-0 53
2 Pvridine. 2.6-epidioxv-5-ethvl-3... 178 C9H10N202 1000263-31-1 50
3 Benzene. 1-(1l-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 50
4 Propofol 178 C12H180 002078-54-8 47
5 Ethanone, 1-[4-(ethoxymethyl)phe... 178 C11H1402 093205-94-8 47
Abundance Scan 1966 (14.651 min): BM003681.D (-1960) (-) m/z 163.10 100.00%
168.1
117.1
5000
76.1 178.1
391 92.1 14.40 14.60 14.80 15.00
Obr e 020 W B L Tm/z 117.10 62.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31349: 1H-Benzimidazole, 5-nitro-
163.0
90.0 117.0
5000 LR UL S UL B
63.0 14.40 14.60 14.80 15.00
133.0 m/z 178.10 29.10%
o ..1?]0.:‘.?%;? ST | S U L e .,1??'9. S
m/z--> 20 40 80 100 120 140 160 180
Abundance
163.0
" 1440 14.60 14.80 15.00
5000 m/z 76.10 26.37%
39.0 178.0
65.0 120.0 145.0
92.0 106.0
G L L L B L AL B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41251: Benzene, 1-(1-hydroxyethyl)-4-isobutyl- s
168.0 14.40 14.60 14.80 15.00
43.0 m/z 164.10 9.17%
57.0
5000
178.0
91.0 121.0135.0
27.0 77.0
ob— I I\I\I .‘l‘.‘.‘. — L 'HI ..‘l‘. Ilgz'cl)\l‘\i‘l . .“. |].-4.9'.0. I l — "I — R o
m/z--> 20 40 80 100 120 140 160 180 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM122115\
Data File : BM0O03681.D

Aca On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : 6G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z-\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM121915.M
SVOA CALIBRATION

Quant Method
Quant Title

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.
22.06 3.01 ng/ul 60620 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobuta(l.2-a:3.4-a")diacenaph... 304 C24H16 007259-03-2 39
2 Tisopurine 152 C5H4N4S 005334-23-6 9
3 6-Mercaptopurine 152 C5H4N4S 000050-44-2 9
4 p-Hvdrazinobenzoic acid 152 C7H8N202 000619-67-0 9
5 (6BALPHA,7BETA,11ALPHA,11AALPHA) ... 292 C19H13CIO 1000241-69-4 9

Abundance Scan 3226 (22.062 min): BM003681.D (-3221) (-) m/z 152.10 100.00%
15p.1
5000
105.4 1870 2470 21.80 22.00 22.20 22.40
b P3O S 283IS1T0 42400 Th77153.10 0 12.69%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #119959: Cyclobuta(1,2-a:3,4-a')diacenaphthylene, 6b,6c,12...
152.0
5000 R AR AN AR R
21.80 22.00 22.20 22.40
m/z 151.10 8.58%
304.0
o390 O 110 | 18502220 2720 4
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
152.0
21,80 22.00 22.20 22.40
5000 m/z 187.00 5.03%
119.0
29.0 69.0
S L L L g B S L S L B S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #24461: 6—Mercaptopurine LI B e |
152.0 21.80 22.00 22.20 22.40
m/z 150.10 4.05%
5000
119.0
71.0
m/z--> 0 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122115\
Data File : BM0O03681.D

Acq On : 21 Dec 2015 15:30

Operator : UM/SJ

Sample : G4734-08

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM121915_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]
unknown-01 12.01 12.6 ng/ul 136579 2 10.48 216370 20.0
Naphthalene, 1-me... 12.37 52.5 ng/ul 567657 2 10.48 216370 20.0
1H-Benzimidazole, ... 14.65 19.5 ng/ul 264227 3 14.35 270952 20.0
unknown-02 22.06 3.0 ng/ul 60620 5 21.30 402600 20.0
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