LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 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 G\METHODS\8270-BG042115.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

2.723 3 6 15 rVvB 282359 418573 11.80% 2.646%
2.800 15 19 31 rvB 305845 396809 11.19% 2.508%
rvB 32100 47037 1.33% 0.297%
5.226 426 432 442 rBvV 369871 520751 14.68% 3.291%
6.825 698 704 717 rBV 217831 338245 9.54% 2.138%
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7.171 756 763 776 rBV 731610 1115291 31.45% 7.049%
7.635 835 842 849 rBV 178622 272614 7.69% 1.723%
7.953 889 896 907 rVvB 673204 1039155 29.30% 6.568%
8.793 1030 1039 1052 rBV 523475 852022 24.02% 5.385%
10.420 1309 1316 1326 rBV 242503 400396 11.29% 2.531%

=
QO ~NO®

11 12.900 1731 1738 1752 rBV 1391788 2023678 57.06% 12.791%
12 14.281 1966 1973 1982 rBV2 375390 549613 15.50% 3.474%
13 15.644 2200 2205 2212 rVB 34310 45131 1.27% 0.285%
14 15.773 2221 2227 2244 rBV 941758 1321141 37.25% 8.350%
15 17.024 2432 2440 2451 rBV2 506106 735662 20.74% 4 _.650%

16 19.657 2881 2888 2898 rBV 2735932 3546453 100.00% 22.415%
17 20.914 3098 3102 3113 rBV 132264 184260 5.20% 1.165%
18 21.120 3133 3137 3144 rVB 56732 61820 1.74% 0.391%
19 21.202 3146 3151 3158 rBV 816614 993272 28.01% 6.278%
20 23.423 3522 3529 3537 rBV2 503819 959633 27.06% 6.065%

Sum of corrected areas: 15821556
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA G\DATA\BG042115\
BG016609.D

22 Apr 2015 7:59

TP/1Z

G1928-02

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042115.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 G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 1 Cyclohexane Concentration Rank 3

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

2.72 30.71 ng 418573 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 47
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 47
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 40
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 38

Abundance Scan 5 (2.718 min): BG016609.D (-3) (-) m/z 56.10 100.00%
96 84
5000 41
69
2.80 2.90 3.00 3.10
) AN W) O PN R — L] 72 3 m/z 84.10 93.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1436: Cyclohexane
56 84
5000 41 SRR AR RSN R
69 2.80 2.90 3.00 3.10
- m/z 41.10 44 . 79%
0 .|..EL.5|.‘.‘..‘ﬁ“..“.“‘lu‘ﬁu.|‘.‘...|.... R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
56
41 2.80 2.90 3.00 3.10
5000 m/z 55.10 35.18%
69
27 84
1 15
e I I UL IR S LA SRS LR SARRE RERRN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1448: Cyclobutane, ethyl— LI I L L LB BB
56 2.80 2.90 3.00 3.10
a1 m/z 69.10 32.22%
5000
27
69
1 15 \“ ‘\ | 84
e e I R UL IR S LA SRS LR SRR RERRN S HRIN S U A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.80 29.11 ng 396809 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 19 (2.800 min): BG016609.D (-15) (-) m/z 73.05 100.00%
7B
5000
43 55 87
37 49 | 67 | 2.80 2.90 3.00 3.10 3.20
o e e e ey m/z 43.10 27.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 24.89%
0 ‘?9 35 ‘M‘\ ‘ 67 || 80
L AL UL SUL AL SUELRLEL UL S SURLEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 19.94%
45
29
o 39 S g7 101
L A UL SUL AL SUELEL AL UL S SURLEL SO SULN UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #720: N-Ethylformamide
30 2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 11.41%
5000
44 58
18 ‘
0"'w'“l|'JL "Eﬁw”l'w"'|“"|"“|"'w""|“"|
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.75 3.45 ng 47037 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Guanidine 59 CH5N3 000113-00-8 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 351 (4.751 min): BG016609.D (-344) (-) m/z 43.10 100.00%
a3
59
5000
101
R e A EEaEEmass o
4.40 4.60 4.80 5.00
83
0...“...“..w...ﬁh:”?%udi..”,Z?”,u”.,.”!,”..“ m/z 59.10  69.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL AL R L

440 4.60 4.80 5.00
59 m/z 101.10 34.71%

101
0 21 37, 53 ‘ 67 77 8 91
A I o e o R LA I e e e o S e I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43 59
T
4.40 4.60 4.80 5.00
5000 18 m/z 58.10 19.50%
28
12
L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol
59 4.40 4.60 4.80 5.00
m/z 41.10 10.08%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
A I e o TR I I o o e o B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.17 Concentration Rank 1

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

7.17 81.82 ng 1115290 1,4-Dichlorobenzene-d4 7.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 763 (7.171 min): BG016609.D (-756) (-) m/z 132.00 100.00%
5000
68
96 L0 700 750 740 76
40 54 6.80 7.00 7.20 7.40 7.60
o f& | wWeus | m/z 68.10 34.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L L I
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 33.15%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.86%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LI B L e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.84%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 189 N |
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016609.D

Aca On : 22 Apr 2015 7:59

Operator : TP/1Z

Sample : 61928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.91 3.71 ng 184260 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (BE)- 280 C20H40 074685-30-6 93
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3101 (20.908 min): BG016609.D (-3098) (-) m/z 83.10 100.00%

5000

125
20.60 20.80 21.00 21.20

139154168 193207991

O m/z 57.10 99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
5000
20.60 20.80 21.00 21.20
29 111 m/z 43.10 93.56%
125
ok 1 1L 140154168 196210 252 280
ARRREERREES Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
69 g3 e BAAREEER RS ERSEE
20.60 20.80 21.00 21.20
5000 m/z 97.05 90.72%
29 111125
140154 182 210

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

20.60 20.80 21.00 21.20
m/z 55.10 89.91%

5000

125

140154168183 210 238252267 295
T T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042115\
Data File : BG016609.D

Acq On 22 Apr 2015 7:59

Operator : TP/1Z

Sample - G1928-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042115_.M
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]
Cyclohexane 2.72 30.7 ng 418573 1 7.64 272614 20.0
Butane, 2-methoxy... 2.80 29.1 ng 396809 1 7.64 272614 20.0
2-Pentanone, 4-hy... 4.75 3.5 ng 47037 1 7.64 272614 20.0
unknown?7 .17 7.17 81.8 ng 1115290 1 7.64 272614 20.0
5-Eicosene, (E)- 20.91 3.7 ng 184260 5 21.20 993272 20.0
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