LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D
Acq On : 9 Sep 2016 17:00 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H4736-01 090816-DRDC-E-D-M
ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.724 10 12 63 rvB 4681639 13802675 100.00% 29.709%
2 4.684 269 271 277 rBV 197151 296574 2.15% 0.638%
3 5.153 309 312 319 rBV 1031000 1185040 8.59% 2.551%
4 6.227 403 406 414 rBVY 770383 906422 6.57% 1.951%
5 6.353 414 417 419 rBvV 1886954 2389960 17.32% 5.144%

6.582 435 437 440 rBvV 982020 1000931 7.25% 2.154%
6.742 448 451 453 rBV 3510658 3287862 23.82% 7.077%
2291137 2571606 18.63% 5.535%
7.873 547 550 552 rBV 1466112 1395037 10.11% 3.003%
8.250 578 583 587 rBvV 75049 157383 1.14% 0.339%
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11 8.959 642 645 647 rBV 4871883 5496599 39.82% 11.831%
12 9.348 677 679 682 rBV 182439 223782 1.62% 0.482%
13 9.622 700 703 705 rBV 1739265 1667573 12.08% 3.589%
14 10.319 759 764 766 rBV 428045 381073 2.76% 0.820%
15 10.399 769 771 774 rBV2 1809543 2279330 16.51% 4._.906%

16 11.096 829 832 834 rBV 1350854 1644345 11.91% 3.539%
17 12.674 967 970 973 rBV 3558477 5276735 38.23% 11.358%
18 13.588 1046 1050 1058 rBV 157571 270742 1.96% 0.583%
19 13.702 1058 1060 1071 rVB 1027785 1263996 9.16% 2.721%
20 15.051 1175 1178 1182 rBV 607937 961579 6.97% 2.070%

Sum of corrected areas: 46459244
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_F\DATA\BF090916\
BF090050.D

9 Sep 2016 17:00

UM/SJ

H4736-01

3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.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\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.68 5.93 ng 296574 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 271 (4.684 min): BF090050.D (-269) (-) m/z 43.10 100.00%
43
5000 5( \;__
101 IEDAAREBINSRRE RS N
440 4.60 4.80 5.00
O Sl 838 | | "m/z 59.10 48.95%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

440 4.60 4.80 5.00
m/z 58.10 14.16%

25 31 37 83 g3 01
o) IR PPAY M £/VT] NRE | NN B M H—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
s By
4.40 4.60 4.80 5.00
5000 57 m/z 101.10 13.33%
29
101
37 50 78
o) RN N 1 S L VNN - S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e A e
43 4.40 4.60 4.80 5.00
m/z 41.10 8.46%
5000
101
o 15 53137, | 51 %8 g 86
T e T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.35 Concentration Rank 3

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

6.35 47.75 ng 2389960 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 417 (6.353 min): BF090050.D (-414) (-) m/z 132.10 100.00%
132
5000
68
40 54 ” o U 115 6.00 6.20 6.40 6.60
Ot e 8 L 108 W m/z 134.10  33.22%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 m/z 68.10 31.62%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 19.71%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.00 6.20 6.40 6.60
m/z 96.10 12.57%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonanoic acid Concentration Rank 7

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

8.25 2.26 ng 157383 Naphthalene-d8 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 59
2 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 53
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
5 Hexanoic acid 116 C6H1202 000142-62-1 38

Abundance Scan 583 (8.250 min): BF090050.D (-578) (-) m/z 60.00 100.00%
6p

73

5000

87 101 115 1p9
143 8.00 8.20 8.40 8.60

0 m/z 57.10 74 .28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30180: Nonanoic acid
60 73
41
5000 LA B L L L L L L
29 8.00 820 840 8.60
H 87 o3 115 59 m/z 73.10 64.53%
oo W Wlsl) Jl TR | T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60
T T T
43 8.00 8.20 8.40 8.60
5000 m/z 43.05 59.75%
70 87
0 51 101 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13417: Heptanoic acid e RARREEE RS
60 8.00 8.20 8.40 8.60
m/z 41.05 59.53%
5000 73
43
87
oL 18 “ st | L | 19 13 a3
”P”qnupuq””.”.””p”.nnpn.””.”q””.”quupuq“. R EEARE R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triethyl citrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.32 457 ng 381073  Acenaphthene-d10 9.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Triethyl citrate 276 C12H2007 000077-93-0 91

001113-91-3 50
1000354-11-7 40
1000155-54-9 36

2 Ethylmalonic acid dipropyl ester 216 C11H2004
3 Adipic acid, ethyl pent-4-en-2-y... 242 C13H2204
4 1,4-Dioxaspiro[4.4]nonane, 7,8-b... 188 C9H1604

5 Piperazine-1l-carboxylic acid, 4-... 362 C14H19CIN205S 1000303-80-2 36
Abundance Scan 764 (10.319 min): BF090050.D (-759) (-) m/z 157.10 100.00%
147
5000 115
a3 203 10.00 10.20 10.40 10.60
69 87 129 185 ) . ) )
0 ...,....,....i....,:'...l?.l.'..,....’f,‘F?. et e || M7z 115.10 36 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157
5000 29 LN L L L L B B
115 10 00 10. 20 10 40 10 60
43 203 m/z 43.10 16.57%
0 L J 69 87 101 | 1%9143 | 185 231 277
A m R R R B e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
157
T T e
10.00 10.20 10.40 10.60
5000 43 115 m/z 111.00 8.90%
87
73 133
o 59 101 188
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95477: Adipic acid, ethyl pent-4-en-2-y| ester
111 157 10.00 10.20 10.40 10.60
m/z 203.10 7.91%
5000
129
41 55 69
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Diethylene glycol dibenzoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.28 ng 270742 Chrysene-d12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 64
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 46
4 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 38
5 Phthalic acid, cyclobutyl tetrad... 416 C26H4004 1000314-90-9 38
Abundance Scan 1050 (13.588 min): BF090050.D (-1046) (-) m/z 105.05 100.00%
105 149
5000 77
43 57 13.20 13.40 13.60 13.80 14.00
Ot il bty 9 (125 A9 208 0 ns57149.05  87.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
7 13.20 13.40 13.60 13.80 14.00
m/z 77.10 38.65%
0 27 39 ﬁl C | 122 | 179 192
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149
105 13.20 13.40 13.60 13.80 14.00
5000 77 m/z 57.10 12.27%
27 39 °! 63 90 122133 165
0'”I'?'W""I”"I"”I""P"'I'”'I"}7ﬁ"'l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans R RS s e e
104 149 13.20 13.40 13.60 13.80 14.00
m/z 43.10 10.46%
51 79
0"W""I'ﬂ'l"'wl”"I”"W""I'm'l""l”"l"” AR BN SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090916\
Data File : BF090050.D

Acq On : 9 Sep 2016 17:00

Operator : UM/SJ

Sample : H4736-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.68 5.9 ng 296574 1 6.58 1000930 20.0
unknown6 .35 6.35 47.8 ng 2389960 1 6.58 1000930 20.0
Nonanoic acid 8.25 2.3 ng 157383 2 7.87 1395040 20.0
Triethyl citrate 10.32 4.6 ng 381073 3 9.62 1667570 20.0
Diethylene glycol... 13.59 4.3 ng 270742 5 13.70 1264000 20.0
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