LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 1.847 13 14 27 rVB2 95389 277502 8.15% 0.934%
2 3.538 160 162 176 rBvV 438019 815383 23.96% 2.743%
3 3.984 199 201 218 rBvY 2361914 3247442 95.42% 10.926%
4 5.276 311 314 322 rBVY 2409996 3403360 100.00% 11.450%
5 5.401 322 325 336 rVB 2581242 3374952 99.17% 11.355%
6 5.699 349 351 360 rBV 623008 821568 24.14% 2.764%
7 5.916 368 370 380 rVB 1622932 2012821 59.14% 6.772%
8 6.339 405 407 417 rvVB 22091 55699 1.64% 0.187%
9 6.533 421 424 438 rBV 1340647 2042434 60.01% 6.872%
10 7.607 515 518 529 rVB 609224 956607 28.11% 3.218%
11 9.173 650 655 661 rvB2 42043 90849 2.67% 0.306%
12 9.345 667 670 677 rBY 1984901 2421290 71.14% 8.146%
13 9.562 684 689 693 rVB 20683 36049 1.06% 0.121%

14 10.030 727 730 740 rBV2 445620 956828 28.11% 3.219%
15 10.385 759 761 768 rBv2 561066 984791 28.94% 3.313%

16 11.231 832 835 838 rvB 115290 142766 4._.19% 0.480%
17 11.585 861 866 869 rBvV 31814 76510 2.25% 0.257%
18 11.688 872 875 881 rBV 849512 1426925 41.93% 4_.801%
19 12.008 897 903 907 rBV 93529 202418 5.95% 0.681%

20 12.739 964 967 969 rBV 45988 59575 1.75% 0.200%
21 12.785 969 971 974 rBV 546847 755579 22.20% 2.542%
22 13.425 1025 1027 1032 rBv4 28023 49568 1.46% 0.167%
23 13.768 1054 1057 1060 rvv4 23918 49622 1.46% 0.167%
24 13.837 1060 1063 1069 rVv2 98034 163158 4._.79% 0.549%
25 14.214 1092 1096 1101 rVB 21971 51055 1.50% 0.172%
26 14.351 1105 1108 1112 rVB3 21823 40359 1.19% 0.136%
27 14.557 1124 1126 1130 rBV2 44332 84401 2.48% 0.284%
28 14.762 1141 1144 1148 rBV 51403 84037 2.47% 0.283%
29 14.865 1150 1153 1155 rVB 80142 110065 3.23% 0.370%
30 14.980 1161 1163 1167 rBV5 14470 41798 1.23% 0.141%

31 15.117 1172 1175 1179 rVvV 117380 179983 5.29% 0.606%
32 15.414 1198 1201 1204 rBV 1249798 1736122 51.01% 5.841%
33 15.700 1223 1226 1230 rBV3 30127 69112 2.03% 0.233%
34 16.248 1269 1274 1276 rBV3 58762 118151 3.47% 0.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 16.305 1276 1279 1282 rBV2 30162 53828 1.58% 0.181%
36 16.397 1285 1287 1289 rBV2 22462 42446 1.25% 0.143%
37 16.500 1294 1296 1299 rVB2 32726 54372 1.60% 0.183%

38 16.774 1317 1320 1323 rBV 60099 103044 3.03% 0.347%
39 16.923 1330 1333 1337 rBV2 176670 378817 11.13% 1.274%
40 16.991 1337 1339 1347 rVV 462169 881339 25.90% 2.965%

41 17.403 1373 1375 1378 rBVY 90177 122423 3.60% 0.412%
42 17.746 1402 1405 1407 rBV 130515 215532 6.33% 0.725%

43 18.637 1481 1483 1489 rVB 347464 504305 14.82% 1.697%
44 21.849 1762 1764 1772 rVB3 169809 428096 12.58% 1.440%

Sum of corrected areas: 29722981
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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 F\DATA\BF120815\

BF083627.D
9 Dec 2015 7:39
umsiz
G4647-11
35 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF083627.D

3.98 5.240

5.92

6.53

5.70 7.61

3.54

6.34

0
Time-->

4.00 4.50

5.00 5.50

6.00 6.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF083627.D

9.34

11.69

10.38 12.79

10.03

517 t9-56 J\\ A

11.23

15.12
11.5¢ 1201 12f14 13.43 1%.3?4 14,4 334,564 o5

A
T ] rTrrr r ...~ T T T ] T T T T [ T T T T | T 7T

O
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
2500000

2000000

1500000

1000000

500000

0

TIC: BF083627.D

15.41

Time-->

15.

19.00 19.50 20.00 20.50

16.00 16.50

17.00 17.50 18.00 18.50

50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 Hexane Concentration Rank 6

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

1.85 6.76 ng 277502 1,4-Dichlorobenzene-d4 5.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane 86 C6H14 000110-54-3 47
2 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 17
3 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 16
4 Decane. 2.2-dimethvl- 170 C12H26 017302-37-3 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9

Abundance Scan 14 (1.847 min): BF083627.D (-13) (-) m/z 57.10 100.00%
411 511
5000
| L1 g 1.80 1.90 2.00 2.10 2.20 2.30
L = = T = = e m/z 41.10 83.72%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1796: Hexane
57.0
41.0
5000 RS AN A AN LG AR I
1.80 1.90 2.00 2.10 2.20 2.30
29.0 86.0 m/z 43.10 69.69%
o || [ 7o
miz--> T S T M
Abundance
43.0
1.80 1.90 2.00 2.10 2.20 2.30
5000 56.0 m/z 56.10 50.58%
27.0
69.0 4.0
20 150
miz--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #12327: Pentane, 2,2,3,4-tetramethyl-
57.0 1.80 1.90 2.00 2.10 2.20 2.30
m/z 42.10 33.57%
43.0
5000
180 | Ll | 970 1130
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 ﬁo 150 1501'902002102'20230
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.54 19.85 ng 815383 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 9
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 162 (3.538 min): BF083627.D (-160) (-) m/z 43.10 100.00%
431
59.1
5000
1011 50 om0 k0 ah0
et Gl s s | e 10 57260
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 320 3.40 3.60 3.80
0
150 a0 1010 m/z 101.10 16.96%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
320 340 360 380
5000 m/z 58.10 14 _.40%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13214: 3-Hexanol, 4-ethyl-
59.0 3.20 3.40 3.60 3.80
m/z 41.10 8.44%
5000
31.0 41.0
H | 700 830 101.0
”'I}ﬁqI'”Mh'”'H*M'I'”ti"”l“'”lﬂ'”l"”IM'”I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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 : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 3 unknown5.40 Concentration Rank 1

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

5.40 82.16 ng 3374950 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 325 (5.401 min): BF083627.D (-322) (-) m/z 132.10 100.00%
13p.1
5000 68.0
o1 || 0 550 550 540 k0 580
ST TRSPOUNNNAN 1 - T2, S | m/z 68.05 49.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU R I I
5.00 5.20 5.40 5.60 5.80
310 510 m/z 134.10 33.25%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
500 520 5.40 5.60 5.80
5000 m/z 66.10 29.75%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 5.00 5.20 5.40 5.60 5.80
m/z 69.10 18.54%
74.0
5000 98.0 116.0
T I‘I\I - ""“l : Iw‘l : |H“| : "“l : I‘MI —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 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 : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.23 2.90 ng 142766 Acenaphthene-d10 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 Eicosane 282 C20H42 000112-95-8 80
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 78
Abundance Scan 835 (11.231 min): BF083627.D (-832) (-) m/z 57.10 100.00%
57.1
ol e 1100 1112 11140 1160
A& s m/z 43.10 78.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73964: Hexadecane
57.0
5000 L S BB UL B
85.0 nmnmnmnm
29.0 m/z 71.10 56.18%
\‘ 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
5000 85.0 m/z 85.10 38.14%
29.0
113.0 141.0 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57.0 11.00 11.20 11.40 11.60
m/z 41.10 37.43%
5000 85.0
29.0
\‘ ‘ [ - 113 0 \ 14‘:" 0 169 0 212.0
m/z--> ' ' éo 8b 160 150 140 160 180 260 250 1150 1120 1140 1160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.01 5.36 ng 202418 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 78
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 903 (12.008 min): BF083627.D (-897) (-) m/z 57.10 100.00%
57.1
5000 85.1 \J/\\Aj\f\,~\~ﬂﬁ\\»~xﬁv\/\f\ﬁfL
| 152 10t 11/80 1180 1200 1220 1240
N m/z 43.10 76.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 VAL VAR R B
85.0 11. 60 11. 80 12. 00 12. 20 12. 40
29.0 m/z 71.15 55.66%
| ‘\ Lo M30 1410 1690 282.0
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 220 240 2éo 280
Abundance
57.0
11/60 11.80 12.00 12.20 12.40
0
5000 85.0 m/z 85.10 39.86%
29.0
113.0 141.0 169.0 197.0 226.0
wmﬁmeﬁrﬁwmﬂﬂﬂTrm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane St B A M
57.0 11.60 11.80 12.00 12.20 12.40
m/z 41.10 32.11%
- T fouwAfbﬂxujLWVXMx~JV\fv»
29.0
00 Lm0 a0 eee 20
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 220 240 2éo 2§0 1160 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.32 ng 163158 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1063 (13.837 min): BF083627.D (-1060) (-) m/z 73.10 100.00%

431 731

5000
129.1

149.0 A
97.1 213.2 R E e A

1711 493177 256.2 13.60 13.80 14.00 14.20
m/z 43.10 88.87%

I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LA L L L L L L L L

13,60 13.80 14.00 14.20
m/z 60.10 83.85%

97.0 129.0 256.0
I, \ H At 1 152.00710 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 13.60 13.80 14.00 14.20
5000 129.0 m/z 41.10 72.65%
171.0
97.0 214.0
152.0
L s R AL mas AL B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R AN EEEa T S S
43.0 73.0 13.60 13.80 14.00 14.20
m/z 57.10 70.80%
5000
129.0 242.0
0 e
A N Y- < W et

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 : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 8 unknownl4.56 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.23 ng 84401 Phenanthrene-d10 12.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Gulonic acid. .aamma.-lactone.... 254 C10H16B206 074128-60-2 40
2 4-Heptanone. 5.5-diethvl-2.2.3.3... 226 C15H300 016424-67-2 38
3 2-Propvithiazole 127 C6HONS 017626-75-4 38
4 2-Pvrrolidinone. 1-methvl- 99 C5H9NO 000872-50-4 38
5 4-Bromoheptane 178 C7H15Br 000998-93-6 37
Abundance Scan 1126 (14.557 min): BF083627.D (-1124) (-) m/z 57.10 100.00%
5711 99.1
5000
155.2 150 14140 1460 1490
14.20 14.40 14.60 14.80
s, 18l 2052 m/z 99.10  81.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90346: D-Gulonic acid, .gamma.-lactone, cyclic 2,3:5,6-bi...
99.0
5000 LR DA UL S I
14.20 14.40 14.60 14.80
3.0 m/z 97.10 24 .57%
7?0‘ | |1240 156.0 1940 2250 2540
m/z--> ﬁo Jo eb 80 160 120 140 1éo 180 200 220 240
Abundance
57.0
99.0 14.20 14.40 14.60 14.80
5000 m/z 111.10 22 .47%
28.0 127.0 170. 0 6.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11409: 2-Propylthiazole AR BT S
58.0 99.0 14.20 14.40 14.60 14.80
m/z 69.10 21.32%
so00{ 270
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.87 2.91 ng 110065 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 3.4"-Diisopropvibiphenvl 238 C18H22 061434-46-6 62
3 4.4"-Diisopropvibiphenvl 238 C18H22 018970-30-4 49
4 Anthracene. 9.10-dimethoxv- 238 C16H1402 002395-97-3 49
5 2-Propenoic acid, 3-(3,4,5-trime... 238 C12H1405 000090-50-6 49

Abundance Scan 1153 (14.865 min): BF083627.D (-1150) (-) m/z 223.20 100.00%

228.2
5000 181.1

14.60 14.80 15.00 15.20
m/z 238.20 56.29%

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 lllAllllllllllllllllllll
14.60 14.80 15.00 15.20
153.0 m/z 181.10 44 _95%
55, o 8L0 104.0 H
S =< R W O .70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
e
14.60 14.80 15.00 15.20
5000 m/z 195.10 28.94%
43.0
165.0
104.0
15.0 7.0 128.0 195.0
Lt A L
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 165.10 28.23%
5000
104.0 6 0
B0 770 | 128014700 1950 | |
R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14.80 15.00 15.20

8270-BF120815.M Wed Dec 09 18:13:59 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 12 unknownl6.25 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.25 2.68 ng 118151 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine., 1-(4.6-dimethvl-2-pvr... 241 C13H15N5 016018-49-8 27
2 9H-Carbazole. 9-(trimethvisilvl)- 239 C15H17NSi 074367-40-1 27
3 Benzimiedazolol2.1-blauinazolin-... 239 C14H13N30 083785-99-3 25
4 Indole. 3-imidazolol2.1-blthiazo... 239 C13H9N3S 292855-05-1 25
5 N-(Benzo[1,3]dioxol-5-yImethylen... 239 C15H13NO2 007402-58-6 25
Abundance Scan 1274 (16.248 min): BF083627.D (-1269) (-) m/z 149.10 100.00%
149.1 239.2
91.1
5000
55.1 123.1 206.1 e e e e
178.1 299.2 16.00 16.20 16.40 16.60
i b b e L Tm/z 239.20  95.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82934: Guanidine, 1-(4,6-dimethyl-2- py||m|d|nyl) 3-phenyl-
9.0 24

5000
16.00 16.20 16.40 16.60
m/z 91.10 73.52%
198.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
239.0
R N IER S S
73.0 16.00 16.20 16.40 16.60
5000 m/z 123.10 19.84%

45.0

mmwmmmﬁm‘mmﬂwmﬂm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #81659: Benzimiedazolo[2,1-b]quinazolin-11-one, 6,7,8,9,10... R AR RRRES T
239.0 16.00 16.20 16.40 16.60
m/z 206.10 19.77%
5000
211.0
39.0 650 9.0 11801430 183.0 ‘
o | I L I | |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60

8270-BF120815.M Wed Dec 09 18:13:59 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 13 unknownl16.77 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.34 ng 103044 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-T1-(2.2-dimethvl-3... 278 C21H26 061142-62-9 37
2 N-Benzvloxv-2-carbomethoxvaziridine 207 C11H13NO3 053084-33-6 35
3 2-Propenoic acid. 3-I(phenvimeth... 194 C10H1002S 013831-01-1 35
4 Anisole. 2-(benzvloxv)-5-(2-nitr... 285 C16H15N04 001860-56-6 27
5 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 25
Abundance Scan 1320 (16.774 min): BF083627.D (-1317) (-) m/z 91.10 100.00%
91.1
. J“_/\/
117.1 S atmaid
207.1
57.1 144.0 1721 l | 239.2 1640 1660 1680 1700

285.2
et e b et ekt e riees || m/z 117.10  25.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105320: Benzene, 1,1'-[1-(2,2-dimethyl-3-butenyl)-1,3-pro...
91.0

5000 LA L L L L L L L L L
131.0 16.40 16.60 16.80 17.00
41.0 ’ m/z 207.10 13.69%
R A e B L AR ARARN R A ES Lo e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
R EERE RS B
16.40 16.60 16.80 17.00
5000 m/z 194.10 12.35%
410 650 207.0
mmﬁwwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #51405: 2-Propenoic acid, 3-[(phenylmethyl)thio]-, (E)-
91.0 16.40 16.60 16.80 17.00
m/z 92.10 12.12%
5000
65.0 194.0
390 121.0 161.0
R L i AR AR a I o e AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF120815.M Wed Dec 09 18:14:01 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 1-Pentadecanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.92 8.60 ng 378817 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 1333 (16.923 min): BF083627.D (-1330) (-) m/z 57.10 100.00%
5%.1
i W
5000
111.1

16.60 16.80 17.00 17.20
139.1 170.1 206.1 247.2 283.1 315.3341.2
R ey, T SIS 2L SSSel /7 43.10 87.57%

m/z--> 50 100 150 200 250 300
Abundance #84854: 1-Pentadecanethiol
55.0,83.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
29.0 111.0 244.0 16.60 16.80 17.00 17.20
: 0
210.0 m/z 55.10 86.10%
‘ \ d ‘\ 139 0 18?'0 ‘
| Il \ L \ H 1
e — T T
m/z--> 50 200 250 300
Abundance
55.0
. R RREEEE RS EE
830 16.60 16.80 17.00 17.20
5000 m/z 83.10 72 .49%
29.0 111.0
139.0 182.0210.0
—— T T T T T
m/z--> 50 100 150 200 250 300
Abundance #121981: 1-Docosene R R mEEE
55.0 16.60 16.80 17.00 17.20
m/z 69.10 70.51%
97.0
5000
29.0
125 0
Il H | 15301810 308.0
L e ... T T T T R N EERE E
m/z--> 50 100 150 200 250 300 16. 60 16. 80 17.00 17.20

8270-BF120815.M Wed Dec 09 18:14:02 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 6H-Benzofuro[3,2-c][1]benzo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.40 2.78 ng 122423 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Benzofurol3.2-cl1l1llbenzopvran... 270 C16H1404 032383-76-9 93
2 4_.6-Diamino-3-Ip-methoxvohenvll-... 270 C13H14N60 058791-70-1 70
3 4-Azafluorenone. 3-methviphenvli... 270 C19H14N2 1000216-54-3 58
4 2.4-Diamino-6-benzvl-5-methvlithi... 270 C14H14N4S 018620-94-5 55
5 4,6-Diamino-3-[4-methoxybenzyl]-... 270 C13H14N60 058791-73-4 55

Abundance Scan 1375 (17.403 min): BF083627.D (-1373) (-) m/z 270.10 100.00%

270.1

—

5000
148.1
6.1 R RRAEEEEE e S
30.1 113.1 1971 397 3062 3482 | 17:0017.20 17.40 17.60 17.80
18 W m/z 269.10 50.74%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #100531: 6H-Benzofuro[3,2-c][1]benzopyran-3-ol, 6a,11a-dih...
270.0
5000 IIIIIIIIIIIIIIIIII
17. 00 17. 20 17. 40 17. 60 17. 80
m/z 255.10 36.73%
105.0 148.0
A L e B aaama o s Raaa o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
270.0
\
L B AR
17.00 17.20 17.40 17.60 17.80
5000 m/z 148.10 27 .59%

430  ggg 135015901850 227.0
mz—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #100827: 4-Azafluorenone, 3-methylphenylimine I e
270.0 17.00 17.20 17.40 17.60 17.80
m/z 147.10 16.78%
- W
63.0 91.0 138.0164.0191.0 2270

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 00 17. 20 17. 40 17. 60 17. 80

8270-BF120815.M Wed Dec 09 18:14:03 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.75 4.89 ng 215532 Chrysene-di12 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 83
2 l17-Pentatriacontene 491 C35H70 006971-40-0 80
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 74
4 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 74
5 1-Acetoxynonadecane 326 C21H4202 001577-43-1 68
Abundance Scan 1405 (17.746 min): BF083627.D (-1402) (-) m/z 57.10 100.00%
1 W
5000
7.1
137.1 191.1229 2267.1 3482 . 17.40 17.60 17.80 18.00
....,..-.l.lt'l'r‘.'%,'....',.?.'2?.2,'.4:.?’?7.'.2..',:...,....,..‘.1?6,‘.‘ m/z 43.10 75.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
7.0
5000 AR SRR UL B
17.40 17.60 17.80 18.00
m/z 83.10 63.26%
1 u H L m% »01820 2399 2830
mz-> 0 50 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 1 BN BRI SR SO I
17.40 17.60 17.80 18.00
5000 m/z 55.10 61.12%
139.0 M
15.0 181.0 223.0 267 0306.0 348.0 390.0 434.0 490.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93396: Ethanol, 2-(tetradecyloxy)- R AEma T L
57.0 17.40 17.60 17.80 18.00
m/z 71.10 49 .65%
5000 7.0 M
mz-> 0 50 100 150 200 250 300 350 400 450 500 17.40 17.60 17.80 18.00

8270-BF120815.M Wed Dec 09 18:14:04 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120815\
Data File : BF083627.D

Aca On : 9 Dec 2015 7:39

Operator : UM/I1Z

Sample T 6G4647-11

Misc :

ALS Vial : 35 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 17 Friedelan-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.85 16.98 ng 428096 Perylene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 83
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 60
3 3(4H)-Phenanthrenone. 4a.4b.5.6.... 246 C17H260 057684-12-5 46
4 7-Tetradecvne 194 C14H26 035216-11-6 43
5 9-Oxabicyclo[6.1.0]non-6-en-2-one 138 C8H1002 1000211-01-6 30
Abundance Scan 1764 (21.849 min): BF083627.D (-1762) (-) m/z 69.10 100.00%
69.1
109.1
5000
I B I T e
| | 3022 3622  437.3 4984 2140 21.60  21.80
bbbl m/z 81.10 79.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161267: Friedelan-3-one
69.0 109.0
5000 AL L AL
21.40 21.60  21.80
294 m/z 109.10 75 .36%
.leN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
109.0
450 J5o A o1 ois
5000 m/z 95.10 58.10%
160.0
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #86053: 3(4H)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-de... B
109.0 21.40 21.60  21.80
246.0 m/z 55.10 56 .56%
69.0
5000
161.0
‘ | ‘ \20?'0‘
mz-> 50 100 150 200 250 300 350 400 450 500 | 2140 2160 2180

8270-BF120815.M Wed Dec 09 18:14:05 2015
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120815\
Data File : BF083627.D

Acq On : 9 Dec 2015 7:-39

Operator : UM/1Z

Sample : G4647-11

Misc :

ALS Vial : 35 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]
Hexane 1.85 6.8 ng 277502 1 5.70 821568 20.0
2-Pentanone, 4-hy... 3.54 19.9 ng 815383 1 5.70 821568 20.0
unknown5 .40 5.40 82.2 ng 3374950 1 5.70 821568 20.0
Hexadecane 11.23 2.9 ng 142766 3 10.38 984791 20.0
Eicosane 12.01 5.4 ng 202418 4 12.79 755579 20.0
n-Hexadecanoic acid 13.84 4.3 ng 163158 4 12.79 755579 20.0
unknownl14 .56 14.56 2.2 ng 84401 4 12.79 755579 20.0
10,18-Bisnorabiet... 14.87 2.9 ng 110065 4 12.79 755579 20.0
unknown16.25 16.25 2.7 ng 118151 5 17.00 881339 20.0
unknownl16.77 16.77 2.3 ng 103044 5 17.00 881339 20.0
1-Pentadecanethiol 16.92 8.6 ng 378817 5 17.00 881339 20.0
6H-Benzofuro[3,2-... 17.40 2.8 ng 122423 5 17.00 881339 20.0
Pentafluoropropio... 17.75 4.9 ng 215532 5 17.00 881339 20.0
Friedelan-3-one 21.85 17.0 ng 428096 6 18.64 504305 20.0
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