LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample - H3378-03

Misc :

ALS Vial : 64 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-BF060416.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 1.770 12 16 19 rBVY 4259106 9405953 100.00% 22.930%
2 1.907 26 28 49 rVB 1683201 3822373 40.64% 9.318%
3 2.170 49 51 78 rvB2 112006 327166 3.48% 0.798%
4 5.061 302 304 310 rVB 190369 280697 2.98% 0.684%
5 5.461 336 339 342 rBVY 2438486 2804731 29.82% 6.838%

6.490 425 429 431 rBV 2512074 2847036 30.27% 6.941%
6.627 438 441 443 rBV 2882533 3052005 32.45% 7.440%
6.856 459 461 464 rBv 761995 643776 6.84% 1.569%
7.016 472 475 477 rBV 2667512 2474676 26.31% 6.033%
7.427 507 511 513 rBV 1639743 2206423 23.46% 5.379%

=
QO ~NO®

11 8.147 571 574 576 rBV 713845 867819 9.23% 2.116%
12 9.222 665 668 671 rBVY 3025767 3351985 35.64% 8.172%
13 9.610 700 702 705 rBV 181121 211472 2.25% 0.516%
14 9.896 724 727 730 rVB 1070728 973893 10.35% 2.374%
15 10.685 793 796 799 rBV 2033193 2120375 22.54% 5.169%

16 11.382 854 857 859 rBvV 968319 996504 10.59% 2.429%
17 12.971 993 996 998 rBV 3051387 3124632 33.22% 7.617%
18 13.885 1073 1076 1084 rBV 43883 110931 1.18% 0.270%
19 14.011 1084 1087 1089 rBV 896797 810123 8.61% 1.975%
20 15.440 1209 1212 1215 rBV 491294 587003 6.24% 1.431%

Sum of corrected areas: 41019573
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF087725.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 1 unknownl.77 Concentration Rank 1

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

1.77 292.21 ng 9405950 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 16 (1.770 min): BF087725.D (-12) (-) m/z 73.05 100.00%
3 i
43
5000
89
3 55 4o 1.701.80 1.90 2.00 2.10 2.20
| S LT Y .- R S P m/z 43.05 59.64%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #740: Acetamide, N-methyl-
43 B
30
5000 58
1.701.80 1.90 2.00 2.10 2.20
15 m/z 89.10 33.31%
0 L L ‘ Il ‘ Il
LI SR SLELEL L UL SUELELELES SRR SURLELEL SULALEL SRS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
73
1.701.80 1.90 2.00 2.10 2.20
5000 43 m/z 41.05 10.54%
31 89
26 38 48 57
e S S L L L SIS S S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2138: Propane, 2-methoxy-2-methyl-
73 1.701.80 1.90 2.00 2.10 2.20
m/z 45.10 8.59%
5000
57
29 41 ‘
0 15 \‘ \“‘\ 50 11 ! 87
m/z--> 10 20 30 40 50 60 70 80 90 ' 1.701.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.17 10.16 ng 327166 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 27
5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9

Abundance Scan 51 (2.170 min): BF087725.D (-49) (-) m/z 75.10 100.00%
75
5000 45
o || = o3 15 200 250 240 26
O O R L B O e R m/z 73.10 75 .04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 AR AU LS AR I
45 1.80 2.00 2.20 2.40 2.60
31 4 ‘ m/z 45.10 39.60%
15 57
0"'|'“'|'?'HA"'H“'j'|“'“|"'ww*"|"§%""}Pﬁ'l""w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75
SRR RRASERARSE AR
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.05 26 .87%
31 47 57 89
o 39 103 119
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4436: Pentane, 3-methoxy-
73 1.80 2.00 2.20 2.40 2.60
m/z 47.05 19.88%
5000
45
29
o 391 % 7 | 101
m/z--> 10 20 3'0 4'0 50 60 7'0 80 90 100 110 120 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.06 8.72 ng 280697 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 304 (5.061 min): BF087725.D (-302) (-) m/z 43.10 100.00%
a3
59
5000
101 U U L LS IR
| 83 | 007 4.80 500 5.20 5.40
ot e m/z 59.10 55.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U IR L S IR
4.80 500 5.20 5.40
59 m/z 101.10 19.29%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.10 17.84%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime EREma o R R AR
43 4.80 500 5.20 5.40
m/z 41.10 8.82%
5000
101
15 31 | g 86
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 unknown6.63 Concentration Rank 3

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

6.63 94 .82 ng 3052010 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 441 (6.627 min): BF087725.D (-438) (-) m/z 132.00 100.00%
132
5000 68
96 ISR SR L
40 54 - 06 6.20 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 40.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.61%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.37%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl RS s e s S S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.50%
5000 98 116
| I n,m...“,.nh.,uh..h, W .- 189 NN | G |
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087725.D

Aca On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample : H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : 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 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.74 ng 110931 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 1076 (13.885 min): BF087725.D (-1073) (-) m/z 57.10 100.00%
a7
5000
| 207 281 13.60 13.80 14.00 14.20
okl M m/z 43.10 93.44%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000
13.60 13.80 14.00 14.20
29 m 125 m/z 55.10 93.09%
\‘ ‘ “ \

oL w» o4 1% 224 29 g0
m/z--> 50 150 200 250 300 350
Abundance
57 97

13.60 13. 80 14. 00 14.20

5000 m/z 83.10 83.96%
125
o 29 77 153 181 209 236 264 292 320 350 378
b O g 2P 49D dod 2Pz 30 e
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol . } . SRR WS Y| S
83 13.60 13.80 14.00 14.20

m/z 69.10 83.42%

111
5000
0 l\x ” H ‘L ‘L J\ 4\167 196 224 252 280 308

m/z--> 100 150 200 250 300 350 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087725.D

Acq On : 5 Jun 2016 23:52

Operator : UM/SJ

Sample - H3378-03

Misc :

ALS Vial : 64 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_M
Quant Title : 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]
unknownl .77 1.77 292.2 ng 9405950 1 6.86 643776 20.0
Propane, 1,l1-dime... 2.17 10.2 ng 327166 1 6.86 643776 20.0
2-Pentanone, 4-hy... 5.06 8.7 ng 280697 1 6.86 643776 20.0
unknown6 .63 6.63 94.8 ng 3052010 1 6.86 643776 20.0
Trifluoroacetoxy ... 13.89 2.7 ng 110931 5 14.01 810123 20.0
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