LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 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-BF061115.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 2.170 85 86 93 rvv 170592 241420 3.78% 0.734%
2 2.284 93 96 98 rvv 4381993 6393033 100.00% 19.448%
3 2.353 98 102 123 rVB 698542 1646130 25.75% 5.008%
4 2.707 130 133 141 rvVB 296936 458936 7.18% 1.396%
5 5.621 384 388 397 rBV 187184 253541 3.97% 0.771%

6.010 419 422 424 rBV 2293822 2241083 35.06% 6.817%
6.993 506 508 510 rBV 2659473 2238821 35.02% 6.811%
7.164 520 523 525 rBV 2097416 2337666 36.57% 7.111%
7.393 541 543 545 rVB 506981 400226 6.26% 1.218%
7.553 555 557 559 rBvV 2193773 1769057 27.67% 5.382%

=
QO ~NO®

11 7.953 589 592 594 rBV 1295959 1332177 20.84% 4._.053%
12 8.685 654 656 658 rvB 736085 581297 9.09% 1.768%
13 9.759 748 750 753 rVB 3229244 2904117 45.43% 8.834%
14 10.148 782 784 786 rBV 249642 191075 2.99% 0.581%
15 10.456 809 811 814 rBV 724903 708022 11.07% 2.154%

16 11.256 878 881 883 rBV 2037321 1896571 29.67% 5.769%
17 11.965 941 943 945 rBV 1035284 876417 13.71% 2.666%
18 13.634 1086 1089 1091 rBV 3359914 4193651 65.60% 12.757%
19 14.639 1175 1177 1181 rBV 149811 218250 3.41% 0.664%
20 14.868 1194 1197 1199 rBV 912262 1016472 15.90% 3.092%

21 16.731 1357 1360 1373 rVB 590762 974736 15.25% 2.965%

Sum of corrected areas: 32872698
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/I1Z

Sample : G2573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF061115.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 unknown2.28 Concentration Rank 1

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

2.28 319.47 ng 6393030 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 96 (2.284 min): BF079920.D (-93) (-) m/z 73.10 100.00%
73
5000 43
89
55 2.00 220 2.40 2.60
S« M| B .- SO N N m/z 43.10 51.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.00 2.20 2.40 2.60
89 m/z 89.10 31.17%
L I "|"%¢'|"'3$ ‘48|"?Z| LB I LI SUR L I
m/z--> 10 20 40 50 60 70 80 90
Abundance
30 73
200 220 240 260
5000 m/z 41.10 10.49%
58
44
5 25 39 51
miz--> 10 20 30 40 50 6 70 8 90
Abundance #2183: 1,3-Diaminoguanidine L B b Al B
43 2.00 2.20 2.40 2.60
32 m/z 45.10 8.20%
58 89
5000 18
| 4 G
”'I'J'I'”'l””'l'L'I'”'”'”'Iw”'l'”'l'”'l R U R I
m/z--> 10 30 40 50 60 70 80 90 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.71 22.93 ng 458936 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 133 (2.707 min): BF079920.D (-130) (-) m/z 73.10 100.00%
7B
5000 43
55 87
- 240 2.60 2.80 3.00
SN | N L S N N — m/z 43.10 41.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 240 2.60 2.80 3.00
55 87 m/z 55.10 27.71%
29
'”I'”'I”"P?§W"”I'”'I”§?P"W"”I'”'I”'W"”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
R 87 240 2.60 2.80 3.00
5000 m/z 87.10 24 .21%
29
15 67 97
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8155: 3-Pentanol, 2,4-dimethyl- LA L L L L L N
7B 240 2.60 2.80 3.00
m/z 41.10 14.08%
5000 55
43
27
"'I'+§'I""I"??I""I""I"§?I""I§?"I"'Qq" "|}}§|" SR RNARE RARRE AR NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.62 12.67 ng 253541 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 12
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 388 (5.621 min): BF079920.D (-384) (-) m/z 43.05 100.00%
43
5000 59 kﬁ
101 IR S RS S
520 540 560 5.80 6.00
...,....,....,..3.6.','.-...,??.-I,....,??..,??..,....,|....,. m/z 59.10 46.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LS RS S
59 5.20 5.40 5.60 5.80 6.00
m/z 58.10 19.42%
15 31 101
\ 25 7 37, 53 83
miz--> A S N N T N
Abundance
43
520 540 560 580 6.00
5000 m/z 101.10 15.52%
58
15 27 37 72 100
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R ma T e R AR
43 520 540 560 5.80 6.00
m/z 41.10 7.94%
5000
101
15 253137 || 51 %8 9 86 X
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 unknown7.16 Concentration Rank 2

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

7.16 116.82 ng 2337670 1,4-Dichlorobenzene-d4 7.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 523 (7.164 min): BF079920.D (-520) (-) m/z 132.10 100.00%
132
5000
68
40 | % 6.80 7.00 7.20 7.40
54 : - -
el e85 L 18 W+ m/z 68.10 33.80%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A A R IR
6.80 7.00 7.20 7.40
m/z 134.10 33.56%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.10 21.00%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #48639: Tranylcypromine-propionyl R R e
57 132 6.80 7.00 7.20 7.40
24 m/z 96.10 13.01%
5000 98 116
o IIIIMH‘JIIJMI M..,MM .M,..“‘.,...l??.... I}??III N SN | F——
m/z--> 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061115\
Data File : BF079920.D

Aca On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : 62573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF061115_.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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.29 ng 218250 Chrysene-di12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
4 1-Docosene 308 C22H44 001599-67-3 91
5 1-Tetracosanol 354 C24H500 000506-51-4 91
Abundance Scan 1177 (14.639 min): BF079920.D (-1175) (-) m/z 57.10 100.00%

5000

.

14.40 14.60 14.80 15.00
m/z 43.10 98.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

-

5000

14.40 14.60 14.80 15.00
m/z 55.05 86.89%

29

1261401541681827 210 238252066

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

295

43 57

5

83 e Ammae s e
97 14.40 14.60 14.80 15.00

5000 m/z 83.10 82.82%
111

29
139153167181196 224
mm’mmmwmm
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

=8

Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R EaEn T e A
57 14.40 14.60 14.80 15.00
43 m/z 69.05 72.28%
83
97
B A/LJM
29
ol 126140154169 196210 238 555 2g3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF061115\
Data File : BF079920.D

Acq On : 12 Jun 2015 4:50

Operator : TP/1Z

Sample : G2573-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061115.M
Quant Title : 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]
unknown?2 .28 2.28 319.5 ng 6393030 1 7.39 400226 20.0
Butane, 2-methoxy... 2.71 22.9 ng 458936 1 7.39 400226 20.0
2-Pentanone, 4-hy... 5.62 12.7 ng 253541 1 7.39 400226 20.0
unknown7 .16 7.16 116.8 ng 2337670 1 7.39 400226 20.0
Dichloroacetic ac... 14.64 4.3 ng 218250 5 14.87 1016470 20.0
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