LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T 6G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF120815.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 heiaht area % max. total
1 3.538 160 162 175 rBvV 426165 795622 23.75% 2.637%
2 3.984 199 201 216 rBY 2362746 3232121 96.47% 10.711%
3 5.276 311 314 322 rBVY 2290796 3350375 100.00% 11.103%
4 5.402 322 325 336 rVB 2542899 3349035 99.96% 11.099%
5 5.699 349 351 360 rBV 713331 890400 26.58% 2.951%
6 5.916 367 370 382 rVB 1737170 2152379 64.24% 7.133%
7 6.339 404 407 415 rBV 19289 47523 1.42% 0.157%
8 6.533 421 424 438 rBVY 1251231 2048228 61.13% 6.788%
9 7.607 515 518 528 rVB 656422 1085961 32.41% 3.599%
10 9.162 651 654 662 rVB 21305 42429 1.27% 0.141%
11 9.345 667 670 673 rVV 1873213 2344608 69.98% 7.770%
12 9.436 676 678 681 rvVv 38939 55747 1.66% 0.185%
13 9.528 683 686 687 rvVv 25087 35780 1.07% 0.119%
14 9.848 711 714 718 rVB4 20377 39389 1.18% 0.131%
15 10.031 727 730 733 rBV 477265 579686 17 .30% 1.921%
16 10.213 744 746 751 rVB2 41921 61714 1.84% 0.205%
17 10.385 759 761 766 rBV2 653305 1150189 34.33% 3.812%
18 10.499 768 771 774 rVB 28505 53117 1.59% 0.176%
19 10.648 780 784 786 rBV3 25929 57093 1.70% 0.189%
20 10.808 792 798 799 rBV2 13986 37825 1.13% 0.125%
21 11.231 832 835 838 rBV 116513 150139 4._.48% 0.498%
22 11.585 861 866 869 rBV2 30652 85951 2.57% 0.285%
23 11.688 872 875 881 rBV 886638 1473691 43.99% 4.884%
24 11.779 881 883 886 rVB 43361 53286 1.59% 0.177%
25 12.008 900 903 907 rBV 88550 186186 5.56% 0.617%
26 12.076 907 909 911 rVB 28115 40238 1.20% 0.133%
27 12.351 932 933 937 rvB4 18424 33722 1.01% 0.112%
28 12.739 965 967 969 rBV 45715 60599 1.81% 0.201%
29 12.785 969 971 978 rVB 633955 866031 25.85% 2.870%
30 13.711 1047 1052 1055 rBV3 18382 48486 1.45% 0.161%
31 13.768 1055 1057 1060 rVvVv3 14700 35380 1.06% 0.117%
32 13.837 1060 1063 1071 rVvV 99164 173559 5.18% 0.575%
33 14.214 1092 1096 1101 rBV 21976 52109 1.56% 0.173%
34 14.351 1105 1108 1111 rBV2 24049 42680 1.27% 0.141%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T 6G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF120815.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.557 1124 1126 1129 rBV 44740 69819 2.08% 0.231%
36 14.762 1140 1144 1147 rBV2 18229 33870 1.01% 0.112%

37 14.865 1150 1153 1155 rVB 92512 121838 3.64% 0.404%
38 15.117 1172 1175 1178 rBV 88979 134355 4.01% 0.445%
39 15.254 1185 1187 1189 rVB2 29949 39418 1.18% 0.131%
40 15.414 1198 1201 1204 rBV 1137553 1518834 45.33% 5.033%

41 15.700 1223 1226 1230 rVB2 30457 59079 1.76% 0.196%
42 16.225 1266 1272 1273 rBV2 32500 90766 2.71% 0.301%
43 16.294 1277 1278 1283 rVB4 28327 42560 1.27% 0.141%
44 16.397 1285 1287 1289 rBV2 24592 44089 1.32% 0.146%
45 16.500 1294 1296 1299 rVB 37367 59147 1.77% 0.196%
46 16.557 1299 1301 1305 rBV3 19759 37805 1.13% 0.125%
47 16.774 1318 1320 1325 rVB 49599 80804 2.41% 0.268%

48 16.923 1331 1333 1337 rBV2 187220 344613 10.29% 1.142%
49 17.003 1337 1340 1344 rVV 494984 793512 23.68% 2.630%
50 17.357 1369 1371 1374 rBV2 37881 67829 2.02% 0.225%

51 17.746 1402 1405 1408 rBV 182032 277210 8.27% 0.919%
52 18.409 1461 1463 1468 rBV2 89761 239961 7.16% 0.795%
53 18.637 1482 1483 1489 rVB 300827 451698 13.48% 1.497%
54 19.357 1544 1546 1555 rVB6 123287 287479 8.58% 0.953%
55 20.877 1677 1679 1686 rVB4 145626 342780 10.23% 1.136%

56 21.860 1762 1765 1769 rVB2 128938 326059 9.73% 1.081%

Sum of corrected areas: 30174803
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083630.D

2500000 5140
3.98 599

2000000

5.92

1500000
6.53

1000000
5.70 761

500000 3.54

6.34

L e L e

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00

Abundance TIC: BF083630.D
2500000

2000000 9.34

1500000

1000000 11.69

10.38 12.79

500000 10.03

—

9.16 L.ﬁm 9.85/| 10.21/10.50.a%.81 1‘1/'\23 11. 1.7813'26312.35 1214 13 5%%* 1424%4.554%8715.1‘
! T T T T T I I :

Ot el I S A S e e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00

Abundance TIC: BF083630.D
2500000

2000000

1500000
15.41

1000000

500000
16.

15.70 16620469665, 7

e e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.54 17.87 ng 795622 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 162 (3.538 min): BF083630.D (-160) (-) m/z 43.10 100.00%

43.1
59.1
5000

1001 T e T
83.1 4

...,....,....,....-,':...,..:.|,....,....,.:..,....,|....,....,....,....,...., m/z 59.10 56.45%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

59.0 3.20 3.40 3.60 3.80
m/z 101.10 16.58%

15.0 101.0
310
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
B e o  ma )
3.20 3.40 3.60 3.80
5000 41.0 m/z 58.10 13.79%
29.0
87.0
15.0 71.0 98.0
wmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 3.20 3.40 3.60 3.80
m/z 41.10 8.85%
5000 41.0
Il il |0 1260 1420
R B R L RAAARamasEamar b B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 unknown5.40 Concentration Rank 1

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

5.40 75.23 ng 3349040 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 325 (5.402 min): BF083630.D (-322) (-) m/z 132.10 100.00%
13p.1
5000 68.1
401 541 ‘ 500 520 540 560 580
..,....,....,...:,'.'..:,:.'..,.:..,....,??.9....,.197.9...,....,'...,... m/z 68.10 48.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN U R R
5.00 5.20 5.40 5.60 5.80
310 510 ‘ m/z 134.10 32.17%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
500 520 540 560 580
5000 m/z 66.05 29.08%
33.0 44.0 105.0
560 00 | 860
wwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 5.00 5.20 5.40 5.60 5.80
m/z 69.10 18.25%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 15 25 §0 Jo 55 eb fo 85 95 160 110 150 1§0 150 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.61 ng 150139 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
Abundance Scan 835 (11.231 min): BF083630.D (-832) (-) m/z 57.10 100.00%
57.1
>0 NV\)JL_/\\/
85.1
IR SN SUNLE IR B
3910 113.2 11.00 11.20 11.40 11.60
. 1412 m/z 43.10 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 L S BN B B
85.0 umnmnmnm
29.0 m/z 71.10 55.11%
\‘ A \ o 113.0 141 0 169 0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
57.0
"' 11.00 11.20 11.40 1160
0
5000 85.0 m/z 41.10 35.81%
29.0
113.0 1410 169.0 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane LA B L L L ) B
57.0 11.00 11.20 11.40 11.60
m/z 85.10 33.44%
5000
85.0
29.0
L L, 4, , 1180 1410 1840
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 5 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.01 4_.30 ng 186186 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Octadecane 254 C18H38 000593-45-3 78
5 Docosane 310 C22H46 000629-97-0 78

Abundance Scan 903 (12.008 min): BF083630.D (-900) (-) m/z 57.10 100.00%

517.1
5000

11.60 11.80 12.00 12.20 12.40
m/z 43.10 72.14%

1131 1412 1692

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 llllllllllllllllll
85.0 11. 60 11. 80 12. 00 12. 20 12. 40
29.0 m/z 71.10 61.87%
C L 130 1410 1600 282.0
T T e T [ e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R o e e R
11.60 11.80 12.00 12.20 12.40
5000 m/z 85.20 37.57%
85.0
29.0

113.0 141.0 1690 212.0
ﬁmﬁmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

F

Abundance #73965: Hexadecane e e e
57.0 11.60 11.80 12.00 12.20 12.40
m/z 41.10 30.03%
5000
85.0
29.0
J‘\ Hw‘ﬂwlmom%1wonm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 6 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.01 ng 173559 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1063 (13.837 min): BF083630.D (-1060) (-) m/z 73.10 100.00%
431 731
5000 1291 S
97.1 149.1
1852 132 2563 13.60 13.80 14.00 14.20
m/z 43.10 94 .02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 LRI I UL B SUL
129.0 1360 13.80 14.00 14.20
970 185.0 228.0 m/z 60.10 90.15%
.,.. Al ‘m..ﬁm..wh bt Ol J... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
"' 13.60 13.80 14.00 14.20
5000 m/z 41.10 78.54Y%
129.0
256.0
97.0 157.0 1850 2130 VJK/_VthV\p\\PAﬂr\V/LfU
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid R AN EEEa T S S
73.0 13.60 13.80 14.00 14.20
m/z 57.10 78.05%
43.0
5000
129.0
1710 2140
180\\|\ H‘ h‘\ HM W 19,0 \ T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 7 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.81 ng 121838 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11,... 238 C18H22 006566-19-4 99
2 Anthracene. 1.4-dimethoxv- 238 C16H1402 013076-29-4 53
3 4.47-Diisopnropvibiphenvl 238 C18H22 018970-30-4 49
4 3.3"-Diacetvilbiphenvl 238 C16H1402 094113-07-2 46
5 4,47 -Diacetyl biphenyl 238 C16H1402 000787-69-9 43

Abundance Scan 1153 (14.865 min): BF083630.D (-1150) (-) m/z 223.20 100.00%

228.2
5000 1811

A
LN B N N B

14.60 14.80 15.00 15.20
m/z 238.20 65.26%

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

Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 LI L L L L L L L L L
14.60 14.80 15.00 15.20
153.0 m/z 181.10 49.79%
55.0 8LO 104.0 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
R o e S AR e
14.60 14.80 15.00 15.20
0
5000 152.0 195.0 m/z 165.10 38.38%
126.0
39.0 630 87.0 1000 178.0 241.0
R B o I e AN R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81270: 4,4'-Diisopropylbiphenyl
223.0 14.60 14.80 15.00 15.20
m/z 195.10 30.77%
5000
104.0 65 0
30 710 128.0 147,00 || 1950 \
|'“'|“"w"w"“|'“'|“""'w"""“ R R e AR o e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 9 Ethanone, 1,2-di-2-furanyl-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.29 ng 90766 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1.2-di-2-furanvl-2-hvd... 192 C10H804 000552-86-3 50
2 3-Cvclohexen-1-o0l. 3-methvl- 112 C7H120 053783-91-8 42
3 Methvlphosphonic acid. di(2-meth... 264 C13H2903P 1000273-18-3 40
4 l1soxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 40
5 Cyclohexanone, 3-(3,3-dimethylbu... 182 C12H220 040564-94-1 37
Abundance Scan 1272 (16.225 min): BF083630.D (-1266) (-) m/z 97.10 100.00%
97.1
57.1
5000

2902  259.2 16.00 16.20 16.40 16.60
m/z 57.10 60.91%

141.1 1631 197.1

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

Abundance #50115: Ethanone, 1,2-di-2-furanyl-2-hydroxy-
97.0
5000 LA L L L L L
16 00 16. 20 16. 40 16. 60
m/z 83.10 16.76%
39.0 69.0
M ) I 163.0 192.0
[ T T T T T T T [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
97.0
R o R EEE
16.00 16.20 16.40 16.60
5000 m/z 55.10 15.40%
41.0 69.0

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

Abundance #96587: Methylphosphonic acid, di(2-methylpentyl) ester R ARE mam T e S
97.0 16.00 16.20 16.40 16.60
m/z 69.10 13.42%
5000
43.0
\‘ , 690, | 117.0137.0 181.0 7150 265.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260 16 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 10 unknownl6.77 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.04 ng 80804 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlthiane.S-oxide 194 C11H140S 058121-26-9 17
2 Pvrimidine-4.6(3H.5H)-dione. 5-b... 234 C11H10N202S 015018-53-8 14
3 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 12
4 2-Pentenal. 5-phenvl- 160 C11H120 033046-84-3 10
5 Benzene, 2-benzyloxy-1-methoxy-4... 285 C16H15NO4 063909-29-5 10
Abundance Scan 1320 (16.774 min): BF083630.D (-1318) (-) m/z 91.10 100.00%
91.1
. WL¢
117.1 T T
194.1
43.1 65.0 160.0 234.0 285.2 16.40 16.60 16.80 17.00
e e .,1.-.~.J.|,..1-.3.7,.1... el S 263120021 2711710 24.28%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51694: 3-Phenylthiane,S-oxide
91.0
131.0
5000 AR AR RN
194.0 16.40 16.60 16.80 17.00
39.0 63.0 m/z 194.10 10.85%
) ,U,‘,‘\N IM | ‘ A 162.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
16.40 16.60 16.80 17.00
5000 m/z 207.10 9.95%
234.0
65.0 131.0
390 156.0  190.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60948: Benzonitrile, m-phenethyl- R R B EE B
91.0 16.40 16.60 16.80 17.00
m/z 115.10 8.52%
5000
65.0 207.0
m/z--> 45 eb 85 100 150 150 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 11 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.92 8.69 ng 344613 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1333 (16.923 min): BF083630.D (-1331) (-) m/z 57.10 100.00%
5(.1
83.1

5000

r

16.60 16.80 17.00 17.20
m/z 55.10 98.16%

139.2159.1 181.2

A 2171 2511 279.2
RAAasnas

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0

3

69.0

5000

16.60 16.80 17.00 17.20
m/z 43.10 92.72%

125.0

153.0 196.0 224.0

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

¥

43.0

83.0 16.60 16.80 17.00 17.20
5000 m/z 83.10 81.09%

111.0

139.0 168.0 196.0 224.0 252.0

memmrmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester N LA M e
16.60 16.80 17.00 17.20

83.0 m/z 97.10 73.11%

-

5000

139.0

s

182.0 210.0
e e  EEEmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 12 Cyclopentadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.75  6.99ng 277210  Chrysene-di2 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 1-Octadecene 252 C18H36 000112-88-9 95

452 C21H35F702
402 C20H35F502

1000282-97-3 94
1000283-04-2 94

3 Heptafluorobutanoic acid. heptad...
4 Pentafluoropropionic acid. hepta...

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1405 (17.746 min): BF083630.D (-1402) (-) m/z 57.10 100.00%
57.1
83.1
5000
111.1
‘ 1392 1895 2221 2681 3002 17.40 17.60 17.80 18.00
Tt S . L m/z 43.10 86.68%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
55.0
83.0
5000 LA L L L L L L L L
111.0 17.40 17.60 17.80 18.00
29.0 m/z 55.10 75.95%
L | | 90 1520790
—r— — T T
m/z--> 100 150 200 250 300 350
Abundance
57.0
83.0 N —
17.40 17.60 17.80 18.00
5000 m/z 83.10 68.13%
29.0 111.0
139.0 168.0196.0 224.0 252.0
I A e e e e e L L B e B e e e o B e S o
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester T
57.0 17.40 17.60 17.80 18.00
0
83.0 m/z 69.10 57.87%
5000
111.0
29.0
B W W s A L T SN ) PR
m/z--> 50 100 150 200 250 300 350 17.40 17. 60 17. 80 18 00

8270-BF120815.M Wed Dec 09 18:14:59 2015

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 14 C(l14a)-Homo-27-nor-14_beta.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.36 12.73 ng 287479 Perylene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 C(l14a)-Homo-27-nor-14_beta.-adamm... 428 C30H520 024739-08-0 59
2 Baccharane 414 C30H54 036441-74-4 49
3 Isoaquinoline. 1.2.3.4-tetrahvdro... 283 C18H21N0O2 036646-87-4 49
4 A"-Neoagammacer-22(29)-ene 410 C30H50 001615-91-4 46
5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 41
Abundance Scan 1546 (19.357 min): BF083630.D (-1544) (-) m/z 69.10 100.00%
q
0% 191.2
5000
2572 3001 3542 3963 16100 10120 1940 19560
m/z 81.10 95.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161619: C(14a)-Homo-27-nor-14.beta.-gammaceran-3.alpha.-ol
69.0
121.0
5000 16100 10120 1040 19560
0,
190.0 259.0 410.0 m/z 191.15 78 .34%
..|.’ “‘l‘.‘“.“.‘“‘l“‘...‘.l‘..‘..l....l....‘l!.“..l....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
69.0 UV BASR B
19.00 19.20 19.40 19.60
5000 123.0 414.0 m/z 95.10  76.54%
329.0
233.0 2750 369.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #108147: Isoquinoline, 1,2,3,4-tetrahydro-7-methoxy-2-meth... B e e o e S S EEEmEE
191.0 19.00 19.20 19.40 19.60
m/z 55.10 70.75%
5000
120.0
Y j 2400 282.0
m/z--> 50 100 150 200 2éo 300 350 400 450 19.00 19.20 19.40 19.60

8270-BF120815.M Wed Dec 09 18:15:00 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 15 Hop-22(29)-en-3.beta.-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.88 15.18 ng 342780 Perylene-d12 18.64

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hopn-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 83
2 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 46
3 Aciphvllene 204 C15H24 087745-31-1 46
4 Cholest-8(14)-en-3-ol. 2.2-dimet... 414 C29H500 064519-14-8 43
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 40

Abundance Scan 1679 (20.877 min): BF083630.D (-1677) (-) m/z 95.10 100.00%

135.1 189.2

5000

g1 1316.2 360.2 4264 475 20.60 20.80 21.00 21.20
m/z 93.10 72.57%

31.1

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189.0
95.0
135.0 IIIIIII IIIIIIIIIIII
5000 20. 60 20. 80 21. OO 21 20
m/z 109.10 71.35%
H ‘ | | 2290 2970 3440 4110
T T
m/z--> 15 200 250 300 350 400 450
Abundance
109.0
41.0 R R REREEEE SR S
149.0 20.60 20.80 21.00 21.20
5000 205.0 m/z 69.10 70.86%
276.0 332.0
L I A o e B L o e L o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58628: Aciphyllene R B A M
95.0 20.60 20.80 21.00 21.20
0
147.0 1890 m/z 135.10 63.56%
5000

i W

m/z--> 150 200 250 300 350 400 450 20. 60 20. 80 21. 00 21 20

8270-BF120815.M Wed Dec 09 18:15:00 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083630.D

Aca On : 9 Dec 2015 9:09

Operator : UM/I1Z

Sample T G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120815.M
ASP BNA STANDARDS FOR 5 POINT 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 16 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.86 14.44 ng 326059 Perylene-d12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-oxo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 90
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 46
3 Germacra-1(10).4.11(13)-trien-12... 232 C15H2002 000553-21-9 46
4 1-Ethvnvilcvclopentanol 110 C7H100 017356-19-3 38
5 Sesquirosefuran 218 C15H220 039007-93-7 38
Abundance Scan 1765 (21.860 min): BF083630.D (-1762) (-) m/z 69.10 100.00%
69.1
09.1
5000
163.2 205.2 273.2 ————
11 | 328.2 387.3 426.4 21.60 21.80
m/z 55.10 80.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 L B L L
160.0 21.60 21.80
H m/z 81.10 79.62%
‘:‘M‘l‘:h“l‘||“‘hu‘|||”|“|‘||“||| — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 95.0
2160 2180
5000 m/z 95.10 78.31%
134.0 218.0
175.0
mz-> 50 100 150 200 250 300 350 400
Abundance #77527: Germacra-1(10),4,11(13)-trien-12-oic acid, 6.alpha... L e B e e e o e e
81.0 21.60 21.80
a1 m/z 109.10 68.70%
5000 23.0 232.0
176.0
LML!I”"'I""I""I""I"' U U DA
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80

8270-BF120815.M Wed Dec 09 18:15:01 2015 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083630.D

Acq On : 9 Dec 2015 9:09

Operator : UM/1Z

Sample : G4647-17

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120815.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... 3.54 17.9 ng 795622 1 5.70 890400 20.0
unknown5 .40 5.40 75.2 ng 3349040 1 5.70 890400 20.0
Hexadecane 11.23 2.6 ng 150139 3 10.38 1150190 20.0
Eicosane 12.01 4.3 ng 186186 4 12.79 866031 20.0
Tetradecanoic acid 13.84 4.0 ng 173559 4 12.79 866031 20.0
10,18-Bisnorabiet... 14.87 2.8 ng 121838 4 12.79 866031 20.0
Ethanone, 1,2-di-... 16.23 2.3 ng 90766 5 17.00 793512 20.0
unknownl6.77 16.77 2.0 ng 80804 5 17.00 793512 20.0
Trichloroacetic a... 16.92 8.7 ng 344613 5 17.00 793512 20.0
Cyclopentadecane 17.75 7.0 ng 277210 5 17.00 793512 20.0
C(14a)-Homo-27-no... 19.36 12.7 ng 287479 6 18.64 451698 20.0
Hop-22(29)-en-3.b... 20.88 15.2 ng 342780 6 18.64 451698 20.0
5-Bromo-4-oxo0-4,5... 21.86 14.4 ng 326059 6 18.64 451698 20.0
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