LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089757.D
Aca On : 17 Aug 2016 11:45 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H4429-04 LOCATION-29A-9-11
ALS Vial : 40 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-BF081616.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 1.667 6 7 16 rvV 1863512 3115901 16.45% 1.758%
2 1.793 16 18 28 rvvV 9852143 18936333 100.00% 10.685%
3 1.918 28 29 66 rvB 818573 3842163 20.29% 2.168%
4 4.856 283 286 295 rBVY 1917198 3108226 16.41% 1.754%
5 5.290 320 324 326 rBVY 9358659 13621326 71.93% 7.686%
6 6.330 412 415 418 rBVY 9274949 12660835 66.86% 7.144%
7 6.467 424 427 429 rBV 12697151 14250910 75.26% 8.041%
8 6.696 445 447 450 rBVY 4947864 4349260 22.97% 2.454%
9 6.856 458 461 463 rBVY 11998957 10841812 57.25% 6.118%
10 7.267 493 497 499 rBV 7751946 9337117 49.31% 5.269%
11 7.736 534 538 541 rBV2 216992 311762 1.65% 0.176%
12 7.988 557 560 562 rBY 6087954 6200214 32.74% 3.499%
13 9.073 651 655 657 rBY 11434129 16765442 88.54% 9.460%
14 9.462 687 689 691 rVB 4152601 3412214 18.02% 1.925%
15 9.736 710 713 715 rBVY 7861010 6950766 36.71% 3.922%
16 10.193 748 753 754 rBV 222501 282585 1.49% 0.159%
17 10.411 768 772 775 rBV 114666 191045 1.01% 0.108%
18 10.525 779 782 784 rBV2 6928564 9503396 50.19% 5.362%
19 10.662 792 794 800 rVB 485413 547676 2.89% 0.309%
20 11.211 840 842 845 rVB 7692771 6712476 35.45% 3.788%
21 11.759 888 890 896 rBV2 553791 945671 4 _.99% 0.534%
22 12.559 958 960 967 rBV 274130 364817 1.93% 0.206%
23 12.822 980 983 986 rBVY 11249128 15263475 80.60% 8.613%
24 13.954 1079 1082 1086 rBV2 7191455 10510534 55.50% 5.931%
25 14.102 1087 1095 1098 rVVv7 36003 226780 1.20% 0.128%
26 15.543 1217 1221 1223 rBVY 3682100 4966790 26.23% 2.803%

Sum of corrected areas: 177219526
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF081616\

- BF089757.D

- 17 Aug 2016 11:45

- UM/SJ

- H4429-04

- 40 Sample Multiplier: 1

= Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\Database\NIST11.L
Parameters: LSCINT.P

LOCATION-29A-9-11
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089757.D

Aca On : 17 Aug 2016 11:45

Operator : UM/SJ

ﬁ?ggle i H4429-04 LOCATION-29A-9-11
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 4

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

1.92 17.67 ng 3842160 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 14
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 Acetic acid, (aminooxy)- 91 C2H5NO3 000645-88-5 9

Abundance Scan 29 (1.918 min): BF089757.D (-28) (-) m/z 75.00 100.00%
75
5000
45
I L AL L
57 1.80 2.00 220
0 ,,,||, 2 Tm/z 73.10 72.62%
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 U L R
1.80 2.00 220
m/z 45.10 34.66%
\ HH \H‘ Ll 88 103
0'|""|""| 5 '”'I'”'I'”'I”"I”" B EEDY N
m/z--> 20 80 100 120 140 160 180 200
Abundance
73
b
1.80 2.00 220
5000 i m/z 41.10 25.49%
27
o 57 89 107119 135 179
m/z--> O 20 40 60 8 100 120 140 160 180 200
Abundance #719: Thiocyanic acid, methyl ester o o e e
73 180 200 2.20

m/z 47.00 12._.13%

45
15
5000
32 58
2 H“ “ ‘ il
B RE R

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.80 2.00 220

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\
Data File : BF089757.D

Aca On 17 Aug 2016 11:45

Operator : UM/SJ

Sample = H4429-04

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 14.29 ng 3108230 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 286 (4.856 min): BF089757.D (-283) (-) m/z 43.00 100.00%
43
59
5000
101 Y 1 G
460 4.80 5.00 5.20
83
Ol el A e | m/Z 59.10  58.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I I
59 460 480 500 5.20
m/z 101.00 22 .47%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 5.20
5000 M m/z 58.00 18.71%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #213: Acetone e
43 460 4.80 5.00 5.20
m/z 41.05 8.75%
5000
58
15 o
0"ﬂl“b”wh'”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089757.D

Aca On : 17 Aug 2016 11:45

Operator : UM/SJ

ﬁ?ggle i H4429-04 LOCATION-29A-9-11
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknown6.47 Concentration Rank 2

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

6.47 65.53 ng 14250900 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 427 (6.467 min): BF089757.D (-424) (-) m/z 132.00 100.00%
132
5000 68
% " 620 640 6.60 6.80
40 54 : : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R S R A A
a1 97 6.20 6.40 6.60 6.80
17 m/z 134.00 36.63%
o”.w.éﬂ.”w R A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
S " 620 640 6.60 6.80
5000 m/z 66.10 24 .15%
31 Sl
o e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #52379: Tranylcypromine-propionyl R R REAan EaE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.20%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081616\

Data File : BF089757.D

Aca On : 17 Aug 2016 11:45

Operator : UM/SJ

ﬁ?ggle i H4429-04 LOCATION-29A-9-11
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.82 ng 945671 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 38
5 Oxalic acid, propyl tridecyl ester 314 C18H3404 1000309-26-6 25
Abundance Scan 890 (11.759 min): BF089757.D (-888) (-) m/z 73.00 100.00%
43 g0 7B
5000
129
% 115 157171185 - o0 213 1140 11.60 11.80 12.00
143 . . . .
I 199 AT &8 m/z 43.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 o 73
5000 29 R DO D SRR SRR
11.40 11.60 11.80 12.00
o7 129 256 m/z 60.00 84 .56%
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- 1140 11.60 11.80 12.00
5000 m/z 57.10 73.03%
o 129 242
. 101115 | 143157171185 199 213996
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid TR T R
60 78 11.40 11.60 11.80 12.00
m/z 41.10 72.41%
43
5000
129
29 ‘ 415 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF081616\

Data File : BF089757.D

Acq On : 17 Aug 2016 11:45

Operator : UM/SJ

ﬁ?ggle i H4429-04 LOCATION-29A-9-11
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.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]
Propane, 1,l1-dime... 1.92 17.7 ng 3842160 1 6.70 4349260 20.0
2-Pentanone, 4-hy... 4.86 14.3 ng 3108230 1 6.70 4349260 20.0
unknown6 .47 6.47 65.5 ng 14250900 1 6.70 4349260 20.0
n-Hexadecanoic acid 11.76 2.8 ng 945671 4 11.21 6712480 20.0
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