LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\

Data File : BG016282.D

Aca On 8 Apr 2015 19:10 Instrument :
Operator : TP/1Z ?:'I\:gﬁ(t;Sam ol
a?zgle ; G1794-03 8848421;
ALS Vial : 8 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:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 2.799 14 19 29 rBv 613825 900309 32.73% 4 .980%
2 2.876 29 32 38 rvB 114563 128893 4.69% 0.713%
3 4.809 355 361 370 rVB2 114074 168449 6.12% 0.932%
4 5.279 435 441 449 rBV 847053 1183024 43.01% 6.543%
5 6.871 704 712 722 rBV 913533 1440560 52.38% 7.968%

6 7.230 766 773 784 rBV 872742 1341425 48.77% 7.419%
7 7.694 846 852 860 rBvV 202541 318119 11.57% 1.760%
8 8.017 900 907 915 rVB 621701 952096 34.62% 5.266%
9 8.851 1041 1049 1058 rBV 539525 830475 30.19% 4 _.593%
10 10.485 1318 1327 1334 rBV 321860 520070 18.91% 2.877%
11 12.958 1741 1748 1755 rBV 1405127 1998936 72.68% 11.056%
12 13.792 1885 1890 1898 rVB 60043 80563 2.93% 0.446%
13 14.339 1976 1983 1990 rBV2 494611 761369 27.68% 4.211%
14 15.696 2206 2214 2221 rBV 42513 61247 2.23% 0.339%

15 15.825 2229 2236 2244 rBV 970878 1359529 49.43% 7.520%

16 17.077 2443 2449 2455 rBV2 698309 955216 34.73% 5.283%
17 17.970 2597 2601 2610 rBV 49549 77430 2.82% 0.428%
18 19.703 2890 2896 2905 rBV2 2210417 2750450 100.00% 15.213%
19 20.966 3107 3111 3123 rBV 69748 127396 4.63% 0.705%
20 21.254 3154 3160 3165 rBV 848491 1034210 37.60% 5.720%

21 22.811 3421 3425 3430 rBV3 19618 30722 1.12% 0.170%

22 23.381 3517 3522 3531 rBV6 23441 55550 2.02% 0.307%

23 23.499 3535 3542 3552 rVvVv 544814 973119 35.38% 5.382%

24 24.033 3628 3633 3639 rBV6 17709 30648 1.11% 0.170%
Sum of corrected areas: 18079805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016282.D

Aca On : 8 Apr 2015 19:10

Operator : TP/I1Z

Sample : G1794-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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1500000
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2.80

TIC: BG016282.D
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2000000

1500000
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12.96
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17.08
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Time-->
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2000000

1500000
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0
Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016282.D

Aca On : 8 Apr 2015 19:10

Operator : TP/1Z

Sample : G1794-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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.

2.88 8.10 ng 128893 1,4-Dichlorobenzene-d4 7.69
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 33 (2.882 min): BG016282.D (-29) (-) m/z 73.10 100.00%
<} A
5000
43
55 87
3 49 | | 2.802.903.003.103.20 3.30
SN ) - -0 AUV N U FN— m/z 43.10 28.43%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 2.802.903.003.103.20 3.30
55 87 m/z 87.10 24.67%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
2.802.903.003.103.20 3.30
5000 m/z 55.10 18.06%
45
29
o 39 50 29 67 101
mz-> 20 30 40 50 60 70 8 9 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
78 2.802.903.003.103.20 3.30
m/z 71.10 11.71%
5000 43
58
0"|"“"|"'"|”"|""|""|""|""'|""l""l
m/z--> 20 30 40 50 60 70 80 90 100 2.802.903.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016282.D

Aca On : 8 Apr 2015 19:10

Operator : TP/1Z

Sample : G1794-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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.

4.81 10.59 ng 168449 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 32
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 23

Abundance Scan 361 (4.809 min): BG016282.D (-355) (-) m/z 43.05 100.00%
43
59
5000
101
73 440 460 480 500 520
83
) £ R T RO RN+ R m/z 59.10 66.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI SR R RN R
440 4.60 4.80 5.00 5.20
m/z 101.10 30.12%
o 25 3 37, 83 93 101
miz--> A N A e e AP APPSR
Abundance
59
31 USRI S R RN R
440 4.60 4.80 5.00 5.20
5000 41 m/z 58.10 18.22%
73
15 47 53 87 102
G R RN IS RS AN R R IS IS AR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4384: Propane, 1-ethoxy-2-methyl- AN EE S B S
59 440 4.60 4.80 5.00 5.20
31 m/z 73.10 11.49%
5000
41
15 73 102
0 "'|%"'|""l'?"l""|"ﬁ?|??"|""|"'??"§?|""|""|' USRI SRR RN RN R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040815\
Data File : BG016282.D

Aca On : 8 Apr 2015 19:10

Operator : TP/1Z

Sample : G1794-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 unknown7.23 Concentration Rank 1

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

7.23 84 .33 ng 1341430 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 773 (7.230 min): BG016282.D (-766) (-) m/z 132.00 100.00%
5000 68
© st |17 Lrosis ok 750 70 T Tho
o R B m/z 68.10 38.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IR UL UL UL U
o7 6.80 7.00 7.20 7.40 7.60
- 117 m/z 134.00 32.69%
0....|... I ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 R L UL I
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 23.88%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R e e e e R
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .43%
5000 og 0
o -‘-“‘. 89 qu\,w 18189 A |
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\BG040815\
Data File : BG016282.D

Aca On : 8 Apr 2015 19:10

Operator : TP/1Z

Sample : G1794-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.97 2.46 ng 127396 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 1-Octadecanol 270 C18H380 000112-92-5 93
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 91
5 1-Eicosanol 298 C20H420 000629-96-9 91
Abundance Scan 3112 (20.972 min): BG016282.D (-3107) (-) m/z 57.10 100.00%
57 83
43

5000
207 20.60 20.80 21.00 21.20
153167 192 283 : : : :
(0} m/z 83.10 87.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
41 55

69 g3

5000
20.60 20.80 21.00 21.20

m/z 55.10 81.27%

126140154 182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 VAR ALV
20.60 20.80 21.00 21.20
5000 1 m/z 43.10 77.36%

29
o 126140154168182 210 23852266 205

mmrmﬁq’mmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol R i i
5 69 83 20.60 20.80 21.00 21.20
97 m/z 97.05 75.42%

3

5000

139953167180 pgg224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20

3
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040815\
Data File : BG016282.D

Acq On : 8 Apr 2015 19:10

Operator : TP/1Z

Sample : G1794-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 2.88 8.1 ng 128893 1 7.69 318119 20.0
2-Pentanone, 4-hy... 4.81 10.6 ng 168449 1 7.69 318119 20.0
unknown7 .23 7.23 84.3 ng 1341430 1 7.69 318119 20.0
Cyclopentadecane 20.97 2.5 ng 127396 5 21.25 1034210 20.0

8270-BG040615.M Thu Apr 09 13:58:13 2015 Page: 7



