LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088256.D

Aca On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample - H3514-05

Misc :

ALS Vial : 11 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-BF060716.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 1.724 10 12 64 rVvB 1057348 2284681 77.76% 9.060%
2 4.753 275 277 293 rBV 100428 219330 7.47% 0.870%
3 5.199 313 316 318 rBVY 1671524 2337079 79.55% 9.267%
4 6.262 407 409 412 rBV 1742172 2234118 76.04% 8.859%
5 6.376 417 419 421 rBV 2284206 2494198 84.90% 9.890%

6.605 437 439 443 rBvY 495247 461888 15.72% 1.832%
6.753 450 452 455 rBV 1637583 1885805 64.19% 7.478%
1423400 1547579 52.68% 6.137%
7.885 550 551 554 rBV 649064 707165 24.07% 2.804%
8.970 643 646 648 rBVY 2718854 2937962 100.00% 11.650%
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11 9.371 679 681 683 rBv 671479 560560 19.08% 2.223%
12 9.633 702 704 707 rBV 803470 807553 27.49% 3.202%
13 10.422 771 773 776 rBV2 1338263 1687130 57.43% 6.690%
14 10.548 783 784 788 rVB 23449 29670 1.01% 0.118%
15 11.119 832 834 836 rBvV 660633 819333 27.89%% 3.249%

16 11.668 879 882 892 rBvV2 19528 42906 1.46% 0.170%
17 12.525 955 957 959 rBvV 103186 133660 4 _55% 0.530%
18 12.697 969 972 975 rBV 2157136 2556070 87.00% 10.136%
19 13.234 1017 1019 1021 rBV 101880 94929 3.23% 0.376%
20 13.611 1049 1052 1061 rBV3 13206 40247 1.37% 0.160%

21 13.737 1061 1063 1069 rBV 557907 783059 26.65% 3.105%
22 15.108 1180 1183 1193 rBV 391534 553573 18.84% 2.195%

Sum of corrected areas: 25218495
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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\BF062216\

BF088256.D

22 Jun 2016 18:22

UM/SsJ

H3514-05

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088256.D

Aca On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample : H3514-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 4

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

4.75 9.50 ng 219330 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 277 (4.753 min): BF088256.D (-275) (-) m/z 43.00 100.00%
43
59
5000
| 83 440 4.60 4.80 5.00
Obrrr e e e m/z 59.10 61.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 23.12%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.00 17.17%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B L e ma e o
43 440 4.60 4.80 5.00
m/z 41.10 9.17%
5000 101
28 59
15 ‘ ‘ 70 84
0'”P”'PJw'”wm'E%Mi“”L““Pw”P“'U”W'”W”'W””I””I AR SRS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088256.D

Aca On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample : H3514-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.38 Concentration Rank 1

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

6.38 108.00 ng 2494200 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 419 (6.376 min): BF088256.D (-417) (-) m/z 132.00 100.00%
5000 68
40 g 54 | 75 %® 104 6.00 6.20 640 6.60 6.80
o8t G2 P e | WP ms W w/z 68.10  37.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L A A
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.81%
38 44
0”'Wh”wPl”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
6.00 6.20 640 6.60 6.80
5000 67 m/z 66.10 24.74%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.89%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088256.D

Aca On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample : H3514-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.41 ng 133660 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 47
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
Abundance Scan 957 (12.525 min): BF088256.D (-955) (-) m/z 56.10 100.00%
56
5000 a1
157 185 o213 239257 12.20 12.40 12.60 12.80
o.up.mﬁ”|hﬂ. m/z 57.05 57 .54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 USRS BRERUARER
29 73 nmnmnmnm
m/z 43.10 39.52%
o \‘ “ ‘\ H‘ ot 13 17 1 213 A9 27 81 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56
12:20 12.40 12.60 12.80
5000 m/z 41.10 38.53%
2 & 257
o 101 12 o 485 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- e AL
56 12.20 12.40 12.60 12.80
m/z 73.00 30.72%
5000
30 129
82 100
L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088256.D

Aca On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample : H3514-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.23 2.42 ng 94929 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 64
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 32
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27
Abundance Scan 1019 (13.234 min): BF088256.D (-1017) (-) m/z 56.10 100.00%
96
5000 23 Am
4 129 285 BN | P
|| us 11185 21 ¥ 13.00 13.20 13.40 13.60
Obrrrrr ety b m/z 57.10 60.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 LR SR SRR IV B
41 229 13.00 13.20 13.40 13.60
73 0
101 129 185 211 284 m/z 43.05 37.12%
L 143 171 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
' 13.00 13.20 13.40 13.60
5000 m/z 73.00 33.92%
30 84 129
101
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12646: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56 13.00 13.20 13.40 13.60
41 m/z 41.10 32.59%
5000
73
0 . J 95 113128
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088256.D

Acq On : 22 Jun 2016 18:22

Operator : UM/SJ

Sample - H3514-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.75 9.5 ng 219330 1 6.60 461888 20.0
unknown6 .38 6.38 108.0 ng 2494200 1 6.60 461888 20.0
Hexadecanoic acid... 12.53 3.4 ng 133660 5 13.75 783059 20.0
Butyl myristate 13.23 2.4 ng 94929 5 13.75 783059 20.0
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