LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\

Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

3?22 le H2654-11 26WARD-2A-CS-16(6-12FTBGS
ALS Vial : 19 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-BF042716.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 2.224 10 12 32 rvB 54159 223164 5.73% 0.622%
2 4.967 250 252 260 rVB 64613 115826 2.98% 0.323%
3 5.390 286 289 291 rBVY 3304439 3893212 100.00% 10.857%
4 6.430 377 380 382 rBVY 3428230 3748090 96.27% 10.452%
5 6.556 388 391 394 rBVY 3848395 3663238 94.09% 10.215%
6 6.624 395 397 399 rVB 97624 87570 2.25% 0.244%
7 6.784 409 411 414 rBV 1026850 990113 25.43% 2.761%
8 6.944 422 425 427 rBV 3258344 2963626 76.12% 8.264%
9 7.356 458 461 463 rBV 2441669 2568641 65.98% 7.163%
10 7.459 467 470 477 rVB 70531 150981 3.88% 0.421%

11 8.076 521 524 526 rBV 1332637 1267652 32.56% 3.535%
12 9.150 616 618 621 rBVY 3260620 3489301 89.63% 9.730%

13 9.276 627 629 630 rvB 82955 74119 1.90% 0.207%
14 9.550 650 653 655 rBv 684098 617858 15.87% 1.723%
15 9.768 671 672 674 rVB 57832 41555 1.07% 0.116%
16 9.825 675 677 680 rvv 1299212 1216491 31.25% 3.392%
17 10.236 711 713 714 rBV 51080 59314 1.52% 0.165%
18 10.270 714 716 717 rVB 73779 88247 2.27% 0.246%
19 10.488 732 735 736 rBvV2 47930 89880 2.31% 0.251%

20 10.613 743 746 749 rBV 1989394 1972077 50.65% 5.499%

21 10.670 749 751 753 rvV 58761 115178 2.96% 0.321%
22 10.739 755 757 763 rVB 160429 218634 5.62% 0.610%

23 10.933 772 774 776 rBV 24381 39073 1.00% 0.109%
24 11.185 794 796 797 rBV 107321 84076 2.16% 0.234%
25 11.219 797 799 802 rVB 31275 44497 1.14% 0.124%
26 11.311 805 807 809 rBvV 872237 976374 25.08% 2.723%
27 11.368 810 812 816 rvVvB2 34914 53784 1.38% 0.150%
28 11.539 825 827 831 rBV 506508 490294 12.59% 1.367%
29 11.608 831 833 840 rVvB 69784 86184 2.21% 0.240%

30 11.848 852 854 858 rBv2 217080 346348 8.90% 0.966%

31 12.362 896 899 902 rBV 643954 812078 20.86% 2.265%
32 12.408 902 903 907 rvv2 58255 69011 1.77% 0.192%
33 12.556 914 916 920 rBV 24800 46879 1.20% 0.131%
34 12.728 928 931 933 rBVvV2 52595 114684 2.95% 0.320%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 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-BF042716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.774 933 935 936 rvv 88531 77838 2.00% 0.217%
36 12.888 943 945 948 rBV 1570391 2143192 55.05% 5.977%
37 13.128 965 966 968 rVB 78386 74772 1.92% 0.209%
38 13.345 983 985 986 rBV 58122 59199 1.52% 0.165%
39 13.425 990 992 994 rBV2 47587 63887 1.64% 0.178%

40 13.471 994 996 1001 rvv 70549 107450 2.76% 0.300%

41 13.791 1022 1024 1030 rBV 132830 256394 6.59% 0.715%
42 13.939 1034 1037 1043 rBVY 765331 1025812 26.35% 2.861%
43 14.419 1077 1079 1081 rBV 76254 105561 2.71% 0.294%
44 14.694 1101 1103 1109 rVB2 324936 405297 10.41% 1.130%
45 15.345 1157 1160 1162 rBVY 514227 722754 18.56% 2.015%

Sum of corrected areas: 35860205
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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:\HPCHEM1I\BNA F\DATA\BF042816\

BF086482.D

29 Apr 2016 00:17

UM/SsJ

H2654-11

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF086482.D
56

6.43

5.39 6.94

7.36

6.78

.62

4.97 7.46

Time-->

oF=r—

3.00

3.50

4.00

4.50

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.08

TIC: BF086482.D

9.15

10.61
12.89

9.82

13.1313138147
10022710.4
. 4 WS

T
Time--> 8.00

8.50

10.50 11.00 11.50

12.00 12.50 13.00 13.50

Ho—

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF086482.D

13.94

15.35
14.69
B.79 14.42

14.

Time-->

00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Heptane Concentration Rank 8

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

2.22 4_.51 ng 223164 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 74
2 Hvdroxvlamine. O-(2-methvipropvI)- 89 C4H11NO 005618-62-2 53
3 2-Penten-1-ol. 2-methvl-. (E)- 100 C6H120 016958-19-3 35
4 2-Penten-1-ol. 2-methvl- 100 C6H120 001610-29-3 35
5 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 23

Abundance Scan 12 (2.224 min): BF086482.D (-10) (-) m/z 43.10 100.00%
431
5000 57.1 71.1 ‘/\k
0 O O 350250 .40 250 560
0 ...,....,....,....,....i..'..,.'.'..,....,....,....,....!...., m/z 41.10 56.94%
m/z--> 0 10 20 30 40 70 80 90 100
Abundance #3891. Heptane
43.0
5000 29.0 57.0 710 LRAR UL UL IR I AR
2.20 2.30 2.40 2.50 2.60
m/z 57.10 45 _.58%
100.0
1.0 150 “ 85.0 \
e A RS IS RN RS R RS RS RARRS RS RARRS RRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
. 2,20 2.30 2.40 2.50 2.60 |
5000 ' m/z 71.10 41.19%
71.0
89.0
e A RS LS RN USRS RS RARRS LS ARRRS SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3853: 2-Penten-1-ol, 2-methyl-, (E)-
41.0 71.0 2.20 2.30 2.40 2.50 2.60
m/z 44.00 33.00%
5000
27.0
‘ 57.0 82.0 100.0
0 “ \\ l ‘\H\“ ‘ . | 91.0
"'P"W"”I'”'I”"' 'w"“ |"“|'“'|“"| U IR SRR UL IR AR
m/z--> 0 10 40 50 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 12

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

4.97 2.34 ng 115826 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 Methyl acetoxyacetate 132 C5H804 005837-80-9 9

Abundance Scan 252 (4.967 min): BF086482.D (-250) (-) m/z 43.00 100.00%
43.0
5000 59.1
101.1 460 480 500 5.20 5.40
Ol SO 8L “m/z 59.10  49.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SRAARAREE RS RARSS
4.60 4.80 5.00 5.20 5.40
59.0 m/z 58.10 14.43%
270 ‘ 83.0 101.0
o v ROV ML U N - £ M,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 5.20 5.40
5000 m/z 101.10 11.96%
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3174: 4-Penten-2-one, 4-methyl- R LN ma e
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 9.82%

5000

29.0 55.0 83.0 98.0

ot e e e e e e s B e mam et

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.56 Concentration Rank 1

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

6.56 74.00 ng 3663240 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 391 (6.556 min): BF086482.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.0
400 54, \ %1 500 e 6h0 om0 |
0 |||| m .||| |, 850 | i, 115.1 | m/z 68 OS '50 29U
L AN A RN RS RARRA LN RS KRS IS LA AN AR RARAN R - - ¢
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 NS SR SRR
6.20 6.40 6.60 6.80
2.0 510 m/z 66.05 34 .88%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 97.0 m/z 134.10 32.89%
70.0
31.0
. 44.0 86.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R EAAGAEa A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 20.77%
5000

63.0
15.0 280 390 520 m 77‘0 990 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.46 2.38 ng 150981 Naphthalene-d8 8.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 80
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 47
3 Isoasparaaine 132 C4H8N203 1000130-17-5 33
4 Heptanoic acid. ethyl ester 158 C9H1802 000106-30-9 33

5 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 32

Abundance Scan 470 (7.459 min): BF086482.D (-467) (-) m/z 73.10 100.00%
73.1
5000 41 !
101.1
| 129.1 7.20 7.40 7.60 7.80
oL | L e — m/z 88.10 72.98%
m/z--> 50 100 150 200 250 300 350
Abundance #20008: Hexanoic acid, 2-ethyl-
73.0
41.0
5000 L L
1010 7.20 7.40 7.60 7.80
’ m/z 41.10 51.46%
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0
R N S EEERE s e )
7.20 7.40 7.60 7.80
5000 m/z 57.10 42 _.82%
0 115.0141.0 173.0 214.0242.0 272.0  313.0 355.0
I I B A e e e T e e e e e L B L e
m/z--> 50 100 150 200 250 300 350
Abundance #13693: Isoasparagine i R
88.0 7.20 7.40 7.60 7.80
0
43.0 m/z 43.10 30.40%
h MM//\LM
115.0
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF042716.M Fri Apr 29 13:22:41 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzenesulfonamide, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.36 ng 115178 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 94
2 Tolbutamide 270 C12H18N203S 000064-77-7 90
3 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
4 Thiosulfuric acid. S-I2-T3-(4-me... 381 C12H19N305S3 1000255-60-3 56
5 Thiophene-3-ol, 2,3-dihydro-, 4-... 288 C11H1205S2 039582-96-2 40
Abundance Scan 751 (10.670 min): BF086482.D (-749) (-) m/z 91.05 100.00%
91.0
5000
65.0 171.0
39|-0 ‘ ' 1251 10.40 10.60 10.80 11.00
Ot e e e e e e e m/z 171.00 38.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37053: Benzenesulfonamide, 4-methyl-
91.0
5000 171.0 LN BRI UL UL R
65.0 10.40 10.60 10.80 11.00
39.0 m/z 155.00 35.38%
o S | N - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
10.40 10.60 10.80 11.00
5000 m/z 65.05 31.63%
410 850 155.0
0l15.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125302: O-p-toluenesulfonyll-N-acetylserine, methy! ester
91.0 10.40 10.60 10.80 11.00
m/z 107.10 23.19%
5000 171.0
65.0
o 4.0 A il m 130.0| | 1960 2260 2580 316.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.74 4_.48 ng 218634 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 757 (10.739 min): BF086482.D (-755) (-) m/z 57.10 100.00%

51.1

5000

10.40 10.60 10.80 11.00

113.1 140.1 169.1

o m/z 43.10 77.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LI L L L L LB LB L B}
85.0 10.40 10.60 10.80 11.00
29.0 ’ m/z 71.10 52.06%
0 ‘\ L Ll ‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R R R
10.40 10.60 10.80 11.00
5000 m/z 41.10 36.43%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane s B
57.0 10.40 10.60 10.80 11.00
m/z 85.10 32.02%
5000 85.0
29.0
“'v“'v“'w“'v“'w”'v“"”"“"”"“"“"“'v“'v' R R R REEEEREE R )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.85 7.09 ng 346348 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 854 (11.848 min): BF086482.D (-852) (-) m/z 43.10 100.00%
43.1
73.0
5000

129.1 N

97.1
i 1571 1852 2132 56,3 11.60 11.80 12.00 12.20
Ot m/z 60.00 75.62%
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 LI L L LB L B
11. 60 11. 80 12. OO 12. 20
1290 256.0 m/z 41.10 71.87%
97.0 . .
0 Il \ H At 15201700 10402139 237.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
T T T
11.60 11.80 12.00 12.20
5000 m/z 57.10 69.68%
129.0 242.0
97.0 199.
o 15201710 2230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46617: Undecanoic acid AN R E s mE S S
60. 11.60 11.80 12.00 12.20
m/z 73.05 68.94%
41,0
5000 A—L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1-Hexadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.36 16.63 ng 812078 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 91
3 Cvclohexadecane 224 C16H32 000295-65-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 899 (12.362 min): BF086482.D (-896) (-) m/z 55.10 100.00%
54.1
83.1
5000
NN BSUREN SUNLRE
140 2 12.00 12.20 12.40 12.60
o L 22252 m/z 43.10 94.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43.0
69.0
97.0
5000 U LR AR SR B
nmnmnmnm
1250 m/z 57.10 84 .95%
0 22. ‘ \‘\ \‘ ) ‘H \H‘ “‘w \“ ‘\. M 154.0 1960 224.0
m/z--> 26 40 eb 85 160 150 150 1éo 180 200 250 250
Abundance
43.0 83.0
12.00 12:20 12,40 12,60
5000 m/z 83.10 76.52%
111.0
o 63.0 141.0 45 71820 208.0 255.0
m/z--> 26 45 65 85 160 150 150 160 1éo 200 250 250
Abundance #72491. Cyclohexadecane T AR
55.0 12.00 12.20 12.40 12.60
m/z 69.10 70.23%
5000
29.0 111.0
NN 0N LI L
m/z--> 20 40 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknownl12.73 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.24 ng 114684 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 46
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 35
3 l1-Hexanamine. 2-ethvl- 129 C8H19N 000104-75-6 35
4 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 14

Abundance Scan 931 (12.728 min): BF086482.D (-928) (-) m/z 56.10 100.00%

56.1
5000 .

12.40 12.60 12.80 13.00

0 m/z 57.10 54 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LA L L L L L LN |
29.0 12.40 12.60 12.80 13.00
630 129 m/z 41.10 50.94%
257.0
0 ‘ U h “ Al b 157.0 185.0 213.0 | J 281.0 312.0
.”P”q”..”.””.”qunpu.””.”.””.”.””.”quupuq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R R ma AR
12.40 12.60 12.80 13.00
5000 m/z 55.10 45 .85%
280 257.0
129.0 :
. 830 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12618: 1-Hexanamine, 2-ethyl- AR EEEEE T R
30.0 12.40 12.60 12.80 13.00
m/z 43.10 45 .69%
- LJ»_AJL
56.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.09 ng 107450 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Tetradecane 198 C14H30 000629-59-4 80
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 996 (13.471 min): BF086482.D (-994) (-) m/z 57.10 100.00%
51.1
5000 851
1131 1411 13.20 13.40 13.60 13.80
0...,....-,'...| et 1692 2001 2302 8083 0" 43 10 71.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0
5000 L SR B SR SR
85.0 13 20 13. 40 13. 60 13 80
29.0 m/z 71.10 54 _07%
Olirrrs! ‘ L) 130 1410 1690 282.0
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
57.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.10 38.61%
29.0

113.0 141.0 169.0 198.0

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

Abundance #99478: Tridecane, 7-hexyl- B A RRREE R

57.0 13.20 13.40 13.60 13.80
0
0.0 m/z 41.10 22.11%

5000 85.0
182.0
0 L1180 1410 H 211.0 238.0 266.0

e e e e e e e R EEEE e R T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.79 5.00 ng 256394 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
3 1-Hexacosanol 382 C26H540 000506-52-5 87
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
5 1-Tetracosanol 354 C24H500 000506-51-4 87
Abundance Scan 1024 (13.791 min): BF086482.D (-1022) (-) m/z 43.10 100.00%
43.1
- M
5000
25 1 13.40 13.60 13.80 14.00 14.20
168.1 226.1 : : : :
O ,....,....,....i....2,§3.2]39,1.1...,....,....,...., m/z 57.10 98.93%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0
13. 40 13 60 13. 80 14. oo 14 20
m/z 55.10 84.56%
. M M ‘\ 259167.0 2100  267.0307.0 490.0
mz-> 0 5 1éo 260 2%0 300 3éo 460 4%0 '
Abundance
43.0
83.0 LRI B SRS DU B
13.40 13.60 13.80 14.00 14.20
5000 m/z 69.10 65.08%
125.0
196.0
L S L U DL UL L B B I
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #152038: 1-Hexacosanol I RREEEEEES T
43.0 13.40 13.60 13.80 14.00 14.20
m/z 83.10 61.87%
>0 N W
0 1\ ‘ 125.0 168.0209.0 2520  322.0 364.0
mz—-> 0 5'0 1(')0 1éo 200 250 300 350 4(')0 4&1;0 ' 13. 40 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.42 2.06 ng 105561 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Hexatriacontane 507 C36H74 000630-06-8 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 72
Abundance Scan 1079 (14.419 min): BF086482.D (-1077) (-) m/z 57.10 100.00%
57.1
5000
111 397.4 14.00 14.20 14.40 14.60 14.80
184.1 254.2
ob bbb 2 22 S e /2 43.10 73.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91035: Octadecane
57.0
5000 AR BN DR B
14. 00 14. 20 14. 40 14.60 14.80
m/z 71.10 52.26%
N i T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 39.03%
0 113.0 160.0 225.0 281.0 337.0 393.0 4490 505.0 5620 617.0 %M
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #169089: Hexatriacontane Al ERmEEmaE R
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 33.62%
5000

L

] 1130 160.0 225.0 281.0 337.0 393.0 449.0 506.0

L o R Ll S il L S - RS A Aa R AR an man e SE

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086482.D

Aca On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 11.22 ng 405297 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Octanamide 143 C8H17NO 000629-01-6 50
Abundance Scan 1103 (14.694 min): BF086482.D (-1101) (-) m/z 59.05 100.00%
54.0
5000 JAy_
S e
97.1
126.1155.1 14.40 14.60 14.80 15.00
o A0 1842 2272 280.23082337.33684  Tnz7772.10 60.93%
m/z--> 50 100 150 200 250 300 350
Abundance #135945: 13-Docosenamide, (2)-
59.0
5000 A U SULAN SUN B
14.40 14.60 14.80 15.00
290 97.0 1960 3370 m/z 55.10 55.11%
oL .“. \I\‘ I‘H‘ M‘H Hh\ \HH h‘\ \154|0}8|4|0| : |23|4'|0| |2|76|'0l 3|08|q .“. —
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
14.40 1460 14.80 15.00
5000 m/z 41.10 37 .99%
o 29.0 1140 15401840 220.0 253.0°°-° aNNA_/LN\ﬁVNA\Jbv-\/xﬂﬂ‘
m/z--> 50 100 150 200 250 300 350
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... Al B R
54.0 14.40 14.60 14.80 15.00
m/z 43.10 36.41%
000 W
0 N 91 0 141 O 196.0 229.0
m/z--> 5'0 1(')0 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086482.D

Acq On : 29 Apr 2016 00:17

Operator : UM/SJ

Sample : H2654-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Heptane 2.22 4.5 ng 223164 1 6.78 990113 20.0
2-Pentanone, 4-hy... 4 .97 2.3 ng 115826 1 6.78 990113 20.0
unknown6 .56 6.56 74.0 ng 3663240 1 6.78 990113 20.0
Hexanoic acid, 2-... 7.46 2.4 ng 150981 2 8.08 1267650 20.0
Benzenesulfonamid... 10.67 2.4 ng 115178 4 11.31 976374 20.0
Hexadecane 10.74 4.5 ng 218634 4 11.31 976374 20.0
n-Hexadecanoic acid 11.85 7.1 ng 346348 4 11.31 976374 20.0
1-Hexadecanol 12.36 16.6 ng 812078 4 11.31 976374 20.0
unknownl12.73 12.73 2.2 ng 114684 5 13.94 1025810 20.0
Eicosane 13.47 2.1 ng 107450 5 13.94 1025810 20.0
17-Pentatriacontene 13.79 5.0 ng 256394 5 13.94 1025810 20.0
Octadecane 14.42 2.1 ng 105561 5 13.94 1025810 20.0
13-Docosenamide, ... 14.69 11.2 ng 405297 6 15.35 722754 20.0
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