LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_F\METHODS\8270-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.036 255 258 267 rVB 1115942 1484636 27.14% 2.524%
2 5.470 293 296 298 rBV 5205456 5363210 98.05% 9.119%
3 6.499 383 386 389 rBV 4836129 4760296 87.02% 8.094%
4 6.625 394 397 400 rBV 5484264 4846349 88.60% 8.240%
5 6.853 414 417 419 rBV 1985254 1614916 29.52% 2.746%
6 7.013 428 431 433 rVB 4169741 4193470 76.66% 7.130%
7 7.425 464 467 469 rBV 2635828 3575600 65.37% 6.079%
8 7.539 475 477 482 rBV 48368 80676 1.47% 0.137%
9 8.145 527 530 532 rBVY 1730119 2013050 36.80% 3.423%
10 9.219 621 624 626 rBV 6281942 5470128 100.00% 9.301%

11 9.608 656 658 661 rBvV 620980 821972 15.03% 1.398%
12 9.825 673 677 681 rBvV2 80047 161437 2.95% 0.274%
13 9.893 681 683 685 rBV 2496785 2216345 40.52% 3.768%
14 10.019 691 694 696 rBvV 286966 284920 5.21% 0.484%
15 10.328 720 721 723 rVB 192602 147909 2.70% 0.251%

16 10.545 737 740 744 rBV 62983 121096 2.21% 0.206%
17 10.682 749 752 754 rVV 3278245 3147631 57.54% 5.352%
18 10.716 754 755 761 rVB2 84861 127829 2.34% 0.217%
19 10.796 761 762 767 rBV 134696 240500 4._.40% 0.409%
20 11.254 799 802 803 rBvV 118108 116508 2.13% 0.198%

21 11.379 810 813 815 rBV 2254435 2007004 36.69% 3.412%

22 11.436 816 818 822 rVvB2 59457 87074 1.59% 0.148%
23 11.608 830 833 837 rBvV3 34550 76395 1.40% 0.130%
24 11.676 837 839 840 rvv 71994 77597 1.42% 0.132%

25 11.699 840 841 843 rVB 241464 180191 3.29% 0.306%

26 11.882 855 857 858 rvB2 111068 122463 2.24% 0.208%
27 12.111 875 877 880 rvB2 252332 308948 5.65% 0.525%
28 12.282 887 892 897 rVB6 37878 86507 1.58% 0.147%
29 12.351 897 898 901 rBV3 84180 77834 1.42% 0.132%
30 12.408 901 903 904 rBV 178187 165246 3.02% 0.281%

31 12.442 904 906 907 rvv2 65336 106728 1.95% 0.181%
32 12.488 907 910 914 rvv4 119233 245256 4.48% 0.417%
33 12.591 914 919 920 rvVv 101924 287711 5.26% 0.489%
34 12.614 920 921 923 rVB2 148398 132344 2.42% 0.225%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011116\

Data File : BF084381.D

Acq On : 11 Jan 2016 15:54 Instrument :
Operator : SJ/UM BNA_F

Sample - H1035-02 ClientSampleld :
Misc : HAZ-COMP

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.682 923 927 929 rBvV2 738267 1027356 18.78% 1.747%

36 12.785 934 936 940 rBVv3 790881 1413292 25.84% 2.403%
37 12.854 940 942 945 rvV 237603 360293 6.59% 0.613%
38 12.899 945 946 949 rvv 122246 140322 2.57% 0.239%
39 12.968 949 0952 954 rVvB 3957071 4047339 73.99% 6.882%
40 13.197 969 972 973 rBV2 31305 63411 1.16% 0.108%

41 13.288 978 980 983 rvv2 130562 131447 2.40% 0.223%
42 13.448 990 994 999 rBV 1279314 1332503 24.36% 2.266%
43 13.620 1007 1009 1011 rBVZ2 48405 63832 1.17% 0.109%
44 13.860 1028 1030 1036 rBV 362031 693425 12.68% 1.179%
45 14.008 1041 1043 1046 rBV2 1116360 1326673 24.25% 2.256%

46 14.500 1083 1086 1095 rBVZ2 156110 370030 6.76% 0.629%

47 14.865 1116 1118 1120 rVB 51867 61883 1.13% 0.105%
48 15.025 1130 1132 1137 rVB2 42216 91379 1.67% 0.155%
49 15.117 1137 1140 1141 rBV 79184 96925 1.77% 0.165%
50 15.437 1166 1168 1171 rBV 826422 1165406 21.30% 1.981%
51 15.677 1186 1189 1191 rBV3 32116 61465 1.12% 0.105%
52 15.894 1205 1208 1211 rVV 126412 183742 3.36% 0.312%
53 15.963 1211 1214 1217 rVVv4 27985 80150 1.47% 0.136%
54 16.031 1217 1220 1223 rVB3 135897 247323 4._.52% 0.421%
55 16.546 1262 1265 1272 rVB 39798 76605 1.40% 0.130%
56 16.843 1288 1291 1297 rVB2 29871 75294 1.38% 0.128%
57 16.946 1297 1300 1303 rBV 36470 83513 1.53% 0.142%

58 17.151 1313 1318 1324 rVB3 90275 215700 3.94% 0.367%
59 17.414 1337 1341 1343 rBV5 41783 123735 2.26% 0.210%
60 17.471 1343 1346 1350 rVB5 38278 108251 1.98% 0.184%

61 17.608 1355 1358 1362 rVB4 36627 97967 1.79% 0.167%
62 17.780 1369 1373 1379 rBV5 43001 113420 2.07% 0.193%

63 18.374 1422 1425 1431 rVBS8 35391 118875 2.17% 0.202%
64 19.369 1508 1512 1517 rVB7 28152 93087 1.70% 0.158%

Sum of corrected areas: 58814419
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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:\HPCHEMI\BNA_F\DATA\BF011116\

BF084381.D

11 Jan 2016 15:54

SJ/UM

H1035-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084381.D

6.62
5.47

6.50
7.01

6.85

5.04

7.42

7.54

Or—
Time-->

5.00

5.50

6.00

6.50

7.00

7.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF084381.D

10.68

9.89
11.38

9.61

-

12.97

13.45

T
Time--> 8.00

8.50

0.959:02 1%3310.54@%30 11,281 44781 88" % 12 a0 0Y
| |

A
LI R B B B B B B B N B B B E L L L L L

T ™
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF084381.D

16.55 16M8195L7.15 11447 .617.78 18.37

19.37

16.50 17.00 17.50

I
14.50 15.00 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.04 18.39 ng 1484640 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 258 (5.036 min): BF084381.D (-255) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
sl sl e s | 2" 10 56 01H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.85%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 14 .26%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 480 5.00 5.20 5.40
m/z 41.10 9.24%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 unknown6.62 Concentration Rank 1

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

6.62 60.02 ng 4846350 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.625 min): BF084381.D (-394) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 ® o4 620 640 6.60 6.80 7.00
.,....,....'I'!.‘.‘?,.'.' Sl 87 L M5 Ml Tm/z 68.05  46.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I L R
6.20 6.40 6.60 6.80 7.00
31 4 51 78 m/z 134.00 33.53%
1 ‘ | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.02%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE LA e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 20.08%

5000

92

39 105
n B ST TS gy

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.02 2.57 ng 284920 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 98
2 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 83
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 030021-74-0 81
4 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 76
5 Copaene 204 C15H24 003856-25-5 62
Abundance Scan 694 (10.019 min): BF084381.D (-691) (-) m/z 161.10 100.00%
161
105 119
5000 91 134
204 .
176 189 9.60 9.80 10.00 10.20 10.40
m/z 119.10 56.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58816: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
119 161
41 g1 105
134
5000 55 81 204 9.60 9.80 10.00 10.20 10.40
29 ‘ ‘ 65 ‘ 189 m/z 105.10 55.30%
145
T I‘I‘I : I\‘I |‘l“| |‘3H|‘| e l\\l |“|H| : H l\ : ‘Wl“: IMIHI — ‘l" |:|I-7|6; : I‘I - I\ —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91 119
9.60 9.80 10.00 10.20 10.40
m/ 90.95 40.80%
5000 134 z o
o7 41 o 65 77 106

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

Abundance #58914: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-methyl-...
161 9.60 9.80 10.00 10.20 10.40
m/z 134.10 38.93%
93
5000 105 119
41 79
148 189
U O O P 2 O
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.40 ng 240500 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
5 Dodecane 170 C12H26 000112-40-3 78

Abundance Scan 762 (10.796 min): BF084381.D (-761) (-) m/z 57.10 100.00%

57
43

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 72.68%

183

99 113127141155

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TT 1T TTTT TTTT TT T T TT
85 10 40 10 60 10. 80 11. 00 11. 20
29 m/z 71.10 50.86%
99
T L5 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
T T
10.40 10.60 10.80 11.00 11.20
5000 4! m/z 41.10 34.70%
85
29

99113127141155169183197 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #55008: Tetradecane e EAARE E T
57 10.40 10.60 10.80 11.00 11.20
43 m/z 85.05 32.55%
71
5000 85
29

| 99113127141 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 1-Perchloroethenyl-4-ethyny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.11 3.08 ng 308948 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Perchloroethenyl-4-ethynylbenzene 230 C10H5CI3 1000283-76-9 91
2 Naphthalene, 2,3,6-trichloro- 230 C10H5CI3 055720-40-6 55
3 Naphthalene, 1,3,7-trichloro- 230 C10H5CI3 055720-37-1 55
4 Phenol, 2,3,4,5-tetrachloro- 230 C6H2CI140 004901-51-3 45
5 1,6-Methano-1H-indene, 2,3,3a,4,... 336 ClO0H6CI6 056641-38-4 42

Abundance Scan 877 (12.111 min): BF084381.D (-875) (-) m/z 230.00 100.00%

0

5000
133

75 98115 338

11.80 12.00 12.20 12.40
m/z 231.90 96.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75929: 1-Perchloroethenyl-4-ethynylbenzene
2

5000
11.80 12.00 12.20 12.40

m/z 171.00 55.66%

74 98 125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

230

11.80 12.00 12.20 12.40
5000 m/z 168.90 55.52%
160

195
36 57 75 99 12595 147

TWWWWWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75927: Naphthalene, 1,3,7-trichloro-

11.80 12.00 12.20 12.40
m/z 266.90  38.50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.85 5.43 ng 360293 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 92
2 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 58
3 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 46
4 Trimethyl[5-(Ctrimethylsilyl)-2-t_._.. 228 C10H20SSi2 017906-71-7 45
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 45
Abundance Scan 942 (12.854 min): BF084381.D (-940) (-) m/z 213.10 100.00%
213
5000
A | 228 ' 12.60 12.80 13.00 13.20
39 65 77 107 165 198 : : : :
...,....,.?.1.,....,..J..,....|,..1.3?5,..1“.3?,....1?.1...,....,.!.. m/z 119.00 18.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000

12.60 12.80 13.00 13.20
119 228 m/z 214_.10 16.38%

27 39 51 65 77 9‘1 107 | 135 152165 181 197 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
12.60 12.80 13.00 13.20
5000 m/z 228.10 13.90%
167 196
51 65 77 98 115 139
I B LI I B o S e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #75230: As-Indacen-1(2H)-one, 3,6,7,8-tetrahydro-3,3,6,6-t... R B L AR nas

12.60 12.80 13.00 13.20
m/z 91.00 8.99%

5000

15 27 43 99 11512814y 157171, 57 198

63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 60 12. 80 13. OO 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 13 Pentanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.45 20.09 ng 1332500 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanamide 101 C5H11NO 000626-97-1 59
2 Nonanamide 157 C9H19NO 001120-07-6 53
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50
5 1,7-Octanediol, 3,7-dimethyl- 174 C10H2202 000107-74-4 43
Abundance Scan 994 (13.448 min): BF084381.D (-990) (-) m/z 59.00 100.00%
59
5000
41
83 98112126 "' 1320 1340 13.60 13.80
o 154168 184198 221238 264 281 n/z 72.10 58 05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3982: Pentanamide
59
5000
44 13.20 13.40 13.60 13.80
29 m/z 55.10 39.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
13.20 13.40 13.60 13.80
5000 m/z 41.05 30.85%
43
29 86 114128142157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide R e A RA R R R
59 13.20 13.40 13.60 13.80
m/z 43.05 25.12%
5000
44 86
143
||||||||||||U |||‘|||||]|-?IOIII|1|2|7II|IIII ||||||||| TTTT TTTT |||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 14 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 10.45 ng 693425 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 90

Abundance Scan 1030 (13.860 min): BF084381.D (-1028) (-) m/z 57.05 100.00%

a7
83
5000
111

13.60 13.80 14.00 14.20
139 200 230
AL P8 20088 281 m/z 55.05 92.23%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000
29 13.60 13.80 14.00 14.20
e m/z 43.10 88.98%
L T em
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_ﬁ
83 13.60 13.80 14.00 14.20
5000 m/z 83.05 72.73%
29 111

139 167 196 223 252 280

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

-

Abundance #168066: 17-Pentatriacontene

43 13.60 13.80 14.00 14.20

m/z 69.05 63.94%
5000 83
111
\ i 139167 196 224 267292 321 462 490

||||||||||||||||||||||||||||||||||||||||||||| _l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_ﬁ

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 15 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.50 5.58 ng 370030 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 94
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 1086 (14.500 min): BF084381.D (-1083) (-) m/z 57.10 100.00%
57
83
5000
L B B B BN
240 397 14.20 14.40 14.60 14.80
3 53 281 m/z 43.10 83.124%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83
5000 L UL I A B
n 14.20 14.40 14.60 14.80
2 m/z 55.05 78.00%
m\“ L ‘\wlk}ﬁgf}QS}gﬁZ}q ?%SIgeplgg?l SN
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
8 14,20 1440 14.60 14.80
5000 m/z 83.10 72 .52%
111
29 139 4168 191210 238 283
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride R R AR
57 14.20 14.40 14.60 14.80
83 m/z 97.05 57.44%
B 1 N“,AVHL_AJ~VVj\kvw.wvjxx)\w
29
| ‘ A LA 267 196 224 50271 oy
m/z--> 56 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 16 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.89 3.15 ng 183742 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Docosane 310 C22H46 000629-97-0 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1208 (15.894 min): BF084381.D (-1205) (-) m/z 57.10 100.00%
57
5000 85 ,_/\V_,,rv_,f\/\f\A\.,\,--f
L0 10 100 20 oo 1560 15180 1600 1620
b AL T 19T 225 e m/z 43.10 63.58%
m/z--> 50 1 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 LR BRI UL SULRLS IR
15 60 15. 80 16. 00 16. 20
29 m/z 71.10 62.06%
h |y e 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 43.63%
29 113 141 169 197 225 253 281 310
m/z--> 55 160 150 260 250 300 3éo
Abundance #123100: Pentadecane, 8-heptyl- B B B e
57 15.60 15.80 16.00 16.20
m/z 55.10 20.74%
5000 85
29 113 210
Dl se #0 om0 2o T T
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 17 unknownl6.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.03 4.24 ng 247323 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R,4S,7S,11R-2,2,4,8-Tetramethyl ... 204 C15H24 1000140-07-6 35
2 Himachala-2,4-diene 204 C15H24 060909-27-5 30
3 Cyclohexene, 1-methyl-4-(5-methy... 204 C15H24 000495-61-4 27
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 22
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 22
Abundance Scan 1220 (16.031 min): BF084381.D (-1217) (-) m/z 204.20 100.00%
133 204 271

69

95

5000

A
LI I B I

15.80 16.00 16.20 16.40
m/z 271.20 86.86%

m/z--> 50 100 150 200 250 300 350
Abundance #58778: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...
9 133 161 204
41
A
5000 69 R DN FURRURA LN N

15.80 16.00 16.20 16.40
m/z 133.10 86.59%

L‘t.ﬂkw.... e

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

Abundance
133
105 IIIIIIIIIIIIIIIIIIIIIII
204 15.80 16.00 16.20 16.40
5000{ 4 161 m/z 69.10 77.19%
69
T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #58768: Cyclohexene, 1-methyl-4-(5-methyl-1-methylene-4-he... R AR RRRES T
4 69 15.80 16.00 16.20 16.40
93 m/z 95.05 71.21%
5000

.{k,}IH?WQJI 171 204

HLH““ J"" Y PURLELEY SRR LRRAL SN SURISN BRI B

T T
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF123115.M Tue Jan 12 15:26:28 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 18 unknownl7.15 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.15 3.70 ng 215700 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one, 1-(1H-imidazol-4-__.. 192 C11H16N20 069393-41-5 47
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 46
3 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 38
4 5H-Benzo[def]carbazole 191 C14HSN 000203-65-6 35
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
Abundance Scan 1318 (17.151 min): BF084381.D (-1313) (-) m/z 191.15 100.00%
191
95
5000 55
123 163
219 282 411 16.80 17.00 17.20 17.40
m/z 95.10 70.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95
69
5000 U PRI S UL I
41 123 192 mmﬂmnmﬂm
m/z 81.10 53.42%
163 ‘
.H‘. ‘l\ll‘\l“l\hl“\l\‘\l\hl‘ .“.H. ‘i ‘.“.‘. "I ——— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16.80 17.00 17.20 17.40
5000 m/z 55.10 45_29%
43 60 91 123 149
mz-> 50 100 150 200 250 300 350 400
Abundance #60204: Phenol, 2,5-bis(1,1-dimethylethyl)- R e EEaE L
191 16.80 17.00 17.20 17.40
m/z 69.05 40.89%
5000
57 163
\ 91 115135
IIILII‘I‘hlI‘IMI‘J‘I\XIUILII\III\\IIII — T R LR R
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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 20 unknownl1l8.37 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.04 ng 118875 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 42
2 5-Heptylresorcinol 208 C13H2002 000500-67-4 22
3 Testosterone 288 C19H2802 000058-22-0 22
4 4AH-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 14
5 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 14

Abundance Scan 1425 (18.374 min): BF084381.D (-1422) (-) m/z 124.10 100.00%

5000

18.00 18.20 18.40 18.60
m/z 55.10 75.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111064: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17.be...

18.IOO 18!20 18.I4O 18!60
m/z 57.05  73.22%

5000

91 109
246

164 187203 228

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
R R R
18.00 18.20 18.40 18.60
5000 m/z 43.10 68.75%
41
69 208
15 95109 151166

Wmmﬂ?wmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111024: Testosterone R e R B
18.00 18.20 18.40 18.60

m/z 41.10 54 _.76%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011116\
Data File : BF084381.D

Acq On : 11 Jan 2016 15:54

Operator : SJ/UM

Sample - H1035-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 5.04 18.4 ng 1484640 1 6.85 1614920 20.0
unknown6 .62 6.62 60.0 ng 4846350 1 6.85 1614920 20.0
Naphthalene, 1,2,... 10.02 2.6 ng 284920 3 9.89 2216350 20.0
Eicosane 10.80 2.4 ng 240500 4 11.38 2007000 20.0
1-Perchloroetheny... 12.11 3.1 ng 308948 4 11.38 2007000 20.0
Phenol, 4,4"-(1-m... 12.85 5.4 ng 360293 5 14.01 1326670 20.0
Pentanamide 13.45 20.1 ng 1332500 5 14.01 1326670 20.0
1-Docosene 13.86 10.4 ng 693425 5 14.01 1326670 20.0
Dichloroacetic ac... 14.50 5.6 ng 370030 5 14.01 1326670 20.0
Octacosane 15.89 3.1 ng 183742 6 15.44 1165410 20.0
unknownl16.03 16.03 4.2 ng 247323 6 15.44 1165410 20.0
unknownl17.15 17.15 3.7 ng 215700 6 15.44 1165410 20.0
unknown18.37 18.37 2.0 ng 118875 6 15.44 1165410 20.0
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