LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/1Z

Sample : 61968-03

Misc :

ALS Vial : 19 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

2.718 3 5 15 rVvB 107167 145795 4_.99% 0.999%
2.801 15 19 24 rVB 100494 107289 3.68% 0.735%
rvB 98916 136461 4.67% 0.935%
5.227 426 432 441 rBV 743111 1042895 35.72% 7.148%
6.831 698 705 718 rBV 741872 1151982 39.46% 7.896%
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7.172 756 763 777 rBV 767632 1157197 39.64% 7.932%
7.630 835 841 848 rVB 153307 232885 7.98% 1.596%
7.953 889 896 904 rBV 545105 858590 29.41% 5.885%
8.794 1032 1039 1050 rBV 388206 651789 22.33% 4.468%
10.421 1307 1316 1328 rBV 198205 338219 11.59% 2.318%

=
QO ~NO®

11 12.895 1731 1737 1753 rBV 1051244 1522567 52.15% 10.436%
12 13.741 1875 1881 1895 rBV 38524 61563 2.11% 0.422%
13 14.281 1967 1973 1982 rBV2 297661 459417 15.74% 3.149%
14 15.774 2221 2227 2240 rBV 802955 1145508 39.24% 7.852%
15 17.019 2433 2439 2450 rBV2 477214 673144 23.06% 4.614%

16 19.651 2881 2887 2894 rBV 2388467 2919339 100.00% 20.010%
17 20.915 3097 3102 3114 rBV 185794 261447 8.96% 1.792%

18 21.203 3146 3151 3157 rBV 706139 866788 29.69% 5.941%
19 23.423 3521 3529 3539 rBvV 449678 856528 29.34% 5.871%

Sum of corrected areas: 14589403
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/I1Z

Sample : G1968-03

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA G\METHODS\8270-BG042115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

230

TIC: BG016637.D

6.83 7.17

7.95
8.79

|

10.42
4.75 7,63

Time-->

ol

3.00

8.00 850 9.00 9.50

10.00 10.50 11.00

3.50

4.00 4.50

500 550 6.00 6.50 7.00 7.50

Abundance

2000000

1500000

1000000

500000

TIC: BG016637.D
19.65

12.89
15.77

17.02
14.28

13.74

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BG016637.D

21.20
23.42

20.91

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/1Z

Sample : 6G1968-03

Misc :

ALS Vial : 19 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 5

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

2.80 9.21 ng 107289 1,4-Dichlorobenzene-d4 7.63
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 19 (2.801 min): BG016637.D (-15) (-) m/z 73.05 100.00%
7B
5000
43 55 87
| 2.80 2.90 3.00 3.10 3.20
) N S S m/z 43.05 25.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 N IR VNN R LS AR
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.76%
0 ‘29 35 \‘ ‘ 67 ||, 80
"'I”"I"”I"'W""I”"I"”I""P"'I'”'I"'W
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 20.19%
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 R e A R a
30 2.80 2.90 3.00 3.10 3.20
73 m/z 71.10 10.62%
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\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/1Z

Sample : 6G1968-03

Misc :

ALS Vial : 19 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 4

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

4.75 11.72 ng 136461 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Guanidine 59 CH5N3 000113-00-8 38
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 351 (4.751 min): BG016637.D (-345) (-) m/z 43.10 100.00%
a3
59
5000
101
R R ARREEEE B
83 ‘ 4.40 4.60 4.80 5.00
o...,....,....,....','::..?.1.~:.|i....,....,.-...,....',....,....,....,....,...., m/z 59.10 65.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN RN LA AR AL
59 440 460 480 500
m/z 101.10 31.27%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
440 4.60 480 500
5000 18 m/z 58.05 18.13%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.40 4.60 4.80 5.00
m/z 41.10 7.63%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/1Z

Sample : 6G1968-03

Misc :

ALS Vial : 19 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 99.38 ng 1157200 1,4-Dichlorobenzene-d4 7.63
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 (7.172 min): BG016637.D (-756) (-) m/z 132.00 100.00%
5000
68
% 6.80 7.00 7.20 7.40 7.60
40 54
o f & | aeus | m/z 68.10 33.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 4
5000 R S UL AR
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.85%
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 20.85%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L BRI L i e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 12.77%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 8 G | S
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042215\
Data File : BG016637.D

Aca On : 23 Apr 2015 3:47

Operator : TP/1Z

Sample : 6G1968-03

Misc :

ALS Vial : 19 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 6
R.T. EstConc Area Relative to ISTD R.T.
20.91 6.03 ng 261447 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heptadecanol 256 C17H360 001454-85-9 91
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
4 1-Eicosanol 298 C20H420 000629-96-9 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
Abundance Scan 3101 (20.909 min): BG016637.D (-3097) (-) m/z 83.10 100.00%

5000 4

125 e
139153167181 207 294 20.60 20.80 21.00 21.20

m/z 55.05 84 .40%

01
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. OO 21 20
111 m/z 57.10 83.24%

125
! 139153167182196210224 252 280
ey

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

(=}
LN
o~

55
41 6983 e

97 20.60 20.80 21.00 21.20
5000 m/z 69.05 78.34%
111

125
0 139154168182 210 238

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

Abundance #139663: 3-Chloropropionic acid, heptadecy! ester e EEEEE RS RT
20.60 20.80 21.00 21.20

m/z 97.05 78.27%

EPE

27

—

5000

125

%

139154168182196210224238 253
e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2060 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042215\
Data File : BG016637.D

Acq On = 23 Apr 2015 3:47

Operator : TP/1Z

Sample - G1968-03

Misc :

ALS Vial : 19 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]
Butane, 2-methoxy... 2.80 9.2 ng 107289 1 7.63 232885 20.0
2-Pentanone, 4-hy... 4.75 11.7 ng 136461 1 7.63 232885 20.0
unknown?7 .17 7.17 99.4 ng 1157200 1 7.63 232885 20.0
5-Eicosene, (E)- 20.91 6.0 ng 261447 5 21.20 866788 20.0
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