LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 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-BF121115.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 5.116 262 265 274 rVB 534494 753775 16.70% 2.087%
2 5.527 298 301 304 rBVY 2639284 3504335 77.64% 9.702%
3 6.545 387 390 393 rBVY 2662035 3277611 72.61% 9.074%
4 6.693 400 403 405 rBV 3495509 3748710 83.05% 10.379%
5 6.922 421 423 426 rVB 949069 786694 17 .43% 2.178%
6 7.082 434 437 439 rBVY 3271428 2942491 65.19% 8.147%
7 7.482 469 472 474 rBVY 2238595 2247397 49.79% 6.222%
8 7.562 474 479 485 rVB 36313 55387 1.23% 0.153%
9 8.202 533 535 538 rBV 829351 985013 21.82% 2.727%
10 9.288 627 630 632 rBY 4088466 4513827 100.00% 12.497%
11 9.676 661 664 666 rBV 762384 687800 15.24% 1.904%
12 9.905 682 684 686 rVB 48079 46591 1.03% 0.129%
13 9.962 686 689 691 rBY 1180461 1141815 25.30% 3.161%
14 10.396 726 727 729 rVB 98069 86436 1.91% 0.239%
15 10.625 743 747 749 rBV 33322 61789 1.37% 0.171%

16 10.739 755 757 760 rBV2 2040725 2480233 54.95% 6.867%
17 10.876 767 769 772 rBV 86432 149919 3.32% 0.415%

18 11.059 783 785 788 rBV3 22564 52580 1.16% 0.146%
19 11.322 804 808 809 rBvV 62846 73164 1.62% 0.203%
20 11.436 816 818 820 rBV 1355710 1122584 24.87% 3.108%
21 12.488 908 910 912 rBV 42955 47121 1.04% 0.130%
22 12.682 924 927 931 rVB 45950 61480 1.36% 0.170%

23 12.854 939 942 943 rBV2 83750 101781 2.25% 0.282%
24 13.025 954 957 959 rVB 4060477 4029729 89.28% 11.157%
25 13.185 969 971 972 rBV 59844 69259 1.53% 0.192%

26 13.505 997 999 1001 rVB 111840 120409 2.67% 0.333%
27 13.562 1001 1004 1006 rvVv 115447 178138 3.95% 0.493%
28 13.654 1009 1012 1013 rVVv 75318 119246 2.64% 0.330%
29 13.688 1013 1015 1016 rVvVv 122694 173948 3.85% 0.482%
30 13.722 1016 1018 1021 rVB 77246 105702 2.34% 0.293%

31 13.871 1027 1031 1034 rVB2 57783 108324 2.40% 0.300%
32 13.917 1034 1035 1038 rBV2 40453 61344 1.36% 0.170%
33 13.997 1039 1042 1044 rBV 175514 184659 4._.09% 0.511%
34 14.065 1044 1048 1050 rBV 1022423 999267 22.14% 2.767%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF121115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.305 1066 1069 1070 rBV 66115 88244 1.95% 0.244%
36 14.340 1070 1072 1075 rVB2 33962 58430 1.29% 0.162%
37 14.602 1092 1095 1096 rBV 62175 82001 1.82% 0.227%
38 14.751 1104 1108 1109 rBV2 73388 122417 2.71% 0.339%
39 14.797 1109 1112 1116 rVB2 32356 58742 1.30% 0.163%

40 15.505 1171 1174 1177 rBV 518904 631294 13.99% 1.748%

Sum of corrected areas: 36119686
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> Z:\HPCHEMI\BNA F\DATA\BF121115\
: BF0O83724.D

: 12 Dec 2015 4:53

> um/i1z

- G4648-09

27 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
4000000

3000000

2000000

1000000

TIC: BF083724.D

5.53

5.12

6.69
7.08

6.54

6.92

7.48

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance
4000000

3000000

2000000

1000000

0

9.96
8.20 9.68

TIC: BF083724.D

10.74

11.44

10.40 :
. 10.4010,6210.88 1,06 11.3

12.492.682.85

1319 1 3

I T
Time--> 8.00 8.50 9.00 9.50 10.00

10.50 11.00 11.50

12.50 13.00 13.50

12.00

Abundance
4000000

3000000

2000000

1000000

0

18,

14.07

15.51

144394 14.83450

TIC: BF083724.D

Time-->

14.00 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:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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.

512 19.16 ng 753775  1,4-Dichlorobenzene-da 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 25
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 265 (5.116 min): BF083724.D (-262) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
83 : : : :
...,....,....,....',....?.1.~..|,...‘?,9....,.-...,....~,....,....,....,....,...., m/z 59.10 53.95%
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
5000 LI L L L L L LB LB |
59 4.80 5.00 520 5.40
m/z 58.10 19.36%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
T T e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R e R R R
480 5.00 5.20 5.40
5000 57 m/z 101.10 18.03%
29
101
78
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 e
59 480 5.00 5.20 5.40
m/z 41.10 8.50%
5000 41
68
ILI_s0 . 126 14
e e e e e e e e e TP e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 unknown6.69 Concentration Rank 1

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

6.69 95.30 ng 3748710 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 403 (6.693 min): BF083724.D (-400) (-) m/z 132.10 100.00%
32
5000 68
40 | 0 640 6.60 680 7.00
54 75 104 : . . .
e 8 el 0 e | 9 ms W wz 68.10  39.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMRSE R L A
6.40 6.60 6.80 7.00
0
31384451 78 m/z 134.10 33.75%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 25.07%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- R Ammanns e
132 6.40 6.60 6.80 7.00
m/z 96.10 16.30%
5000
63 81
31 37 44 50 57 174 8‘8 101 1:!-?
s % e o 8 @ 10 1o 15 o 1k 640 660 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.67 ng 149919 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 769 (10.876 min): BF083724.D (-767) (-) m/z 57.10 100.00%
57
5000 8
4 121
141 163 10.60 10.80 11.00 11.20
m/z 71.10 66.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
5000 LR SRR BRI BN UL
4 mmmmnmnm
m/z 43.10 66.26%
Bt L 180 17 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 51.63%
85
41
26 113 141 169 212
WWWTWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane AL M ST
57 10.60 10.80 11.00 11.20
m/z 41.10 30.31%
85
5000
4
113
‘ Ll [ 14 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 4-Methyl-2,3-hexadien-1-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.41 ng 120409 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-2.3-hexadien-1-o0l 112 C7H120 1000196-09-6 53
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 53
3 Isoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 53
4 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 50
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 42
Abundance Scan 999 (13.505 min): BF083724.D (-997) (-) m/z 97.10 100.00%
97
57
5000
s || 69 gg | U3 13.20 13.40 13.60 13.80 |
e AL D ] 126387 198 g1 o787 10 53.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6385: 4-Methyl-2,3-hexadien-1-ol
4 81 97
55
5000 67 USRNSSR BN SRR
27 112 13.20 13.40 13.60 13.80
m/z 55.10 17.29%
e Ll Al .‘.“‘.‘, el M.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 97
13.20 13.40 13.60 13.80 |
5000 m/z 113.15 14 .99%
41 69 112
15 27 83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2915: Isoxazole, 3,5-dimethyl- R e e e e e
g 97 13.20 13.40 13.60 13.80
m/z 69.10 8.87%
5000 54
43
”'I?Z'“M'QLP??'“”"H"”I"'W""P"'I”"I'”' USRNSSR BN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 unknownl3.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.56 3.57 ng 178138 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 27
2 Hexanoic acid. 2-tridecvl ester 298 C19H3802 055193-20-9 27
3 Pentanoic acid. 4-oxo-. 2-methvl... 172 C9H1603 003757-32-2 25
4 1.4-Dioxaspirol4.51decan-8-one. ... 186 C9H1404 108177-20-4 22
5 2-Propylthiazole 127 C6HONS 017626-75-4 18

Abundance Scan 1004 (13.562 min): BF083724.D (-1001) (-) m/z 57.10 100.00%

7 99

5000

13.20 13.40 13.60 13.80
m/z 99.10 96.86%

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

Abundance #124087: Hexanoic acid, 3-tetradecyl ester
43 ®
5000 LA L L L L L L L LB B
29 .71 13.20 13.40 13.60 13.80
m/z 97.10 67.68%
117
5 140 157 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 ®
A e ma e e
13.20 13.40 13.60 13.80
5000 m/z 137.15 53.59%
29 57 71 117
85 143 182
283
Tmmmwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38004: Pentanoic acid, 4-oxo-, 2-methylpropy! ester
43 13.20 13.40 13.60 13.80
9 m/z 43.10 52.10%
57
5000
29
‘ ‘ ‘ 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 2,4,4,6,6,8,8-Heptamethyl-1._._. Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.65 2.39 ng 119246 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 72

2 Ribitol. 1.3:4.5-di-0O-(ethvlbora... 212 C9H18B204 1000149-52-8 42
3 5-Nonanone. 2.2.8.8-tetramethvl- 198 C13H260 005709-95-5 32
4 Propanenitrile. 3-(dichloromethv... 167 C4H7CI2NSi 001071-21-2 32
5 1-[2-(3-Chloro-phenoxy)-ethyl]-4... 254 C13H19CIN20 337312-00-2 25
Abundance Scan 1012 (13.654 min): BF083724.D (-1009) (-) m/z 57.10 100.00%
¥ 113
97
5000
83

69 169 T AN aa'en 1a'en 1400

43 13.40 13.60 13.80 14.00
| I | 123 130 123 | 207 m/z 113.20 80.92%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57

5000 S I A
13.40 13.60 13.80 14. OO

97 113 m/z 97.10 64 .62%

83
Al 6? | ‘ J 126137 153 168

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

113

13.40 13.60 13.80 14.00
5000 m/z 83.10 27 .72%

- 57 83 99
43 69 125 138 155 169 183 211

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54941: 5-Nonanone, 2,2,8,8-tetramethyl- A BT B S
57 113 13.40 13.60 13.80 14.00

43 m/z 55.10 26 .96%

5000

85

183
Ll 88 ‘95 B 197

m/z--> 20 40 60 80 100 120 140 160 180 200 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 unknownl3.69 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 3.48 ng 173948 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvithiazole 127 C6HONS 017626-75-4 35
2 Tributvl phosphate 266 C12H2704P 000126-73-8 33
3 1-Pvrrolidinocarbonvimethvl pipe... 197 C10H19N30 039890-45-4 33
4 4-Butoxv-2.4-dimethvl-2-pentene 170 C11H220 1000159-08-7 33
5 2,5-Pyrrolidinedione 99 C4H5N02 000123-56-8 32
Abundance Scan 1015 (13.688 min): BF083724.D (-1013) (-) m/z 99.10 100.00%
9o
57
5000
111
41 69 g3 ‘ 1T5 DDA BN BN A SV
13.40 13.60 13.80 14.00
167
...,....,“...',....,|....| Az A m/z 57.10 66.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11409: 2-Propylthiazole
58 99
5000 2739 112 TTT |||||||||||| TT T T
Bmmmnmmm
126 m/z 111.10 31.68%
‘ 71 gg ‘
||||||||“l”:‘|‘l“|l||‘||||H|||l‘||||||‘|||||||||||||||||| EEERERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
99
1340 13.60 13.80 14.00
5000 m/z 155.20 27 .33%
0o 41 57 155 -
17 69 82 111125137 | 147 183 223 237
m/z--> 25 45 65 86 160 150 150 1éo 180 200 220 240
Abundance #54034: 1-Pyrrolidinocarbonylmethyl piperazine
90 13.40 13.60 13.80 14.00
m/z 97.10 21.83%
5000 56
42
70 o 129 155
M ly | o 113 ‘ 141 ‘ 168180 197
m/z--> 25 45 eb 86 160 120 140 160 180 200 220 250 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 unknownl14.00 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.00 3.70 ng 184659 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanone-1. 3-(4-methvilpiperazi... 308 C20H24N20 053756-76-6 27
2 4-Fluoro-6-aminopvrimidine 113 C4H4FN3 051421-96-6 27
3 2-Pentenoic acid. 4-oxo-. methvl... 128 C6H803 002833-24-1 23
4 Dibutyl itaconate 242 C13H2204 002155-60-4 23
5 Borinic acid, diethyl-, (2-ethyl... 198 C9H20B203 058163-56-7 23
Abundance Scan 1042 (13.997 min): BF083724.D (-1039) (-) m/z 57.10 100.00%
7
113
5000
69 g3 97 LI o e
13.60 13.80 14.00 14.20 14.40

A A
el e 125139 A58 ) Tn/z 113.10 72.65%

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

Abundance #121889: Propanone-1, 3-(4-methylpiperazin-1-yl)-1,2-diphenyl
113
70
5000 BN LU L L L L B
13.60 13.80 14.00 14.20 14.40
42 m/z 97.10 26.87%
56
WM . |83 98| | 130140 152 165 178 196 208
B o o I B A o o o e AR B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
113
T T T
13.60 13.80 14.00 14.20 14.40
5000 m/z 111.10 26.33%
28 1
70 85 g7
B o o L LA I o o o o o o R I M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11757: 2-Pentenoic acid, 4-oxo-, methyl ester, (E)- B BT e
113 13.60 13.80 14.00 14.20 14.40
43 m/z 69.10 20.72%
5000 97
59 128
69 g5
IIIIIIIIII‘IIII‘IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121115\
Data File : BF083724.D

Aca On : 12 Dec 2015 4:53

Operator : UM/I1Z

Sample : 64648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121115.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 unknownl14.75 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.45 ng 122417 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 6-tridecvl ester 298 C19H3802 1000279-29-5 47
2 Hexanoic acid. 4-tridecvl ester 298 C19H3802 1000279-29-3 47
3 N-Phenvl-N"-(2-piperazin-1-vl-et... 276 C14H20N402 332404-00-9 43
4 2-Propvilthiazole 127 C6HONS 017626-75-4 43
5 cis-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 43
Abundance Scan 1108 (14.751 min): BF083724.D (-1104) (-) m/z 99.10 100.00%
Jo
57
5000
155
43 83 R DN UL N BN I
14.40 14.60 14.80 15.00
1013
127 211 281 m/z 57.10 64.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116662: Hexanoic acid, 6-tridecyl ester
99
43
5000 U U UL B U B
14.40 14.60 14. 80 15.00
29 n m/z 155.20 35.13%
‘ \ m ‘\ MM ?\ 1l \1-}7 140154 15\;2 199 227
m/z--> 20 40 60 80 160 150 110 160 180 200 220 240 2éo 2éo
Abundance
99
43 14.40 14.60 14.80 15.00
5000 m/z 97.10 32.76%
71
29 .
85 7 139154 182 255
Tmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103929: N-Phenyl-N'-(2-piperazin-1-yl-ethyl)-oxalamide
90 14.40 14.60 14.80 15.00
m/z 111.10 28.15%
5000
56
42 | \ ‘84 | 120134 156171 191 208 234 276
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 160 180 200 220 240 2('30 280 14.'40 14.60 14.80 15.00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121115\
Data File : BF083724.D

Acq On : 12 Dec 2015 4:53

Operator : UM/1Z

Sample - G4648-09

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.12 19.2 ng 753775 1 6.92 786694 20.0
unknown6 .69 6.69 95.3 ng 3748710 1 6.92 786694 20.0
Heptadecane 10.88 2.7 ng 149919 4 11.44 1122580 20.0
4-Methyl-2,3-hexa... 13.51 2.4 ng 120409 5 14.07 999267 20.0
unknownl13.56 13.56 3.6 ng 178138 5 14.07 999267 20.0
2,4,4,6,6,8,8-Hep... 13.65 2.4 ng 119246 5 14.07 999267 20.0
unknownl13.69 13.69 3.5 ng 173948 5 14.07 999267 20.0
unknown14 .00 14.00 3.7 ng 184659 5 14.07 999267 20.0
unknownl14 .75 14.75 2.5 ng 122417 5 14.07 999267 20.0
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