LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 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-BG122116.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

2.931 14 16 18 rVB 7746647 5421334 70.07% 13.904%
3.578 121 126 134 rBV 83023 119092 1.54% 0.305%
rBv 94543 149583 1.93% 0.384%
5.264 407 413 421 rVB2 552241 891817 11.53% 2.287%
5.740 487 494 512 rBV 1361752 2367494 30.60% 6.072%
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7.361 758 770 780 rBV 1266714 2387998 30.86% 6.124%
7.731 824 833 844 rBV 1451584 2604008 33.66% 6.678%
8.202 903 913 921 rBV 253472 441812 5.71% 1.133%
8.525 959 968 977 rBV 1067162 1914525 24.74% 4_.910%
9.383 1107 1114 1126 rBV 910800 1760082 22.75% 4.514%

=
QO ~NO®

11 11.028 1387 1394 1402 rBV 284208 580585 7.50% 1.489%
12 13.448 1798 1806 1816 rBV 2465652 3907396 50.50% 10.021%
13 14.829 2032 2041 2048 rBvV 501817 846552 10.94% 2.171%
14 16.316 2286 2294 2307 rBV 2110085 3571193 46.16% 9.159%
15 17.573 2501 2508 2520 rBV 662866 1134829 14.67% 2.910%

16 20.152 2940 2947 2958 rBV 5646922 7737055 100.00% 19.843%
17 21.862 3231 3238 3248 rBV 919370 1602545 20.71% 4_.110%
18 25.264 3807 3817 3833 rVB2 480486 1554067 20.09% 3.986%

Sum of corrected areas: 38991967
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO11117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025475.D
193
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Abundance TIC: BG025475.D

7000000
6000000 20.15
5000000
4000000

3000000
13.45

16.32
2000000

21.86
1000000 14.83 17.57

O e L o o o o L e e o B L B B B LA R B e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG025475.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 1 Propanedioic acid Concentration Rank 1

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

2.93 245.41 ng 5421330 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid 104 C3H404 000141-82-2 78
2 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 58
3 2-Oxetanone. 4-methvl- 86 C4H602 003068-88-0 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance Scan 16 (2.931 min): BG025475.D (-14) (-) m/z 60.10 100.00%
6d.1
5000

—
2.90 3.00 3.10 3.20 3.30

el 2l:2 1749 227.92606 3561 419.14622 5108 Tn/z 45.10  61.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4640: Propanedioic acid
42.0
5000 LR LU BLELEL R BLELEL L ILEL R B

2.90 3.00 3.10 3.20 3.30

m/z 42.10 54 .19%

87.0
IIIIIIIII‘IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
—
2.90 3.00 3.10 3.20 3.30
5000 m/z 43.10 53.77%
18.0 A
L I L e L B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 L
Abundance #1674: 2-Oxetanone, 4-methyl- R RRARREEEE L
42.0 290300310320330
m/z 44.10 15.33%
5000
86.0
T B B L AL B s o R L L R I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2. 90 300 3. 10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2 n-Propyl acetate Concentration Rank 6

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

3.58 5.39 ng 119092 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 64
2 Isobutvlamine 73 C4H11N 000078-81-9 5
3 1-Pentanol. 5-chloro-. acetate 164 C7H13CI02 020395-28-2 4
4 5-Bromo-n-amvl acetate 208 C7H13Bro02 015848-22-3 4
5 Acetic acid, 8-chlorooctyl ester 206 C10H19CIl02 021727-90-2 4

Abundance Scan 126 (3.578 min): BG025475.D (-121) (-) 43.10 100.00%

43.1
5000

320 340 360 380 400
el 860 14Lr 2284 81513606 45355029588 "m/z 61.10 21.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4251: n-Propyl acetate
43.0
5000

3.20 3.40 3.60 3.80 4.00
m/z 42.00 11.95%

.| /1103.0
B e e o  ILALL IS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
30.0
R EE e e R R R R
3.20 3.40 3.60 3.80 4.00
5000 m/z 73.10 10.16%
73.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #34020: 1-Pentanol, 5-chloro-, acetate
43.0 3.20 3.40 3.60 3.80 4.00
m/z 41.05 9.90%
5000
J‘1040
I |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3. 20 3.40 3. 60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 3 2-Pentene, 2,3-dimethyl- Concentration Rank 5

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

4._.65 6.77 ng 149583 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 78
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 78
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 58
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 53
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 42

Abundance Scan 309 (4.653 min): BG025475.D (-303) (-) m/z 55.10 100.00%
58.1
5000
98.1
4.40 4.60 4.80 5.00
— .u; wisb b 16372046 2488 3017 3856 4010 4463 r77783.10 93.47%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3370: 2-Pentene, 2,3-dimethyl-
83.0
41.0
5000 URREA UL L LN L
4.40 4.60 4.80 5.00
m/z 43.10 37 .44%
IJ'wHNMWJ'i'"'I""I""I""I""I""I""I'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
440 4.60 4.80 500
m/z 98.10 33.53%
5000 98.0 0
18.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- Ao P PP
83.0 4.40 4.60 4.80 5.00
m/z 39.10 27 .90%
41.0
5000
IJ'LJ;'Q"I'"'I""I""I""I""I""I""I'
m/z-> 0 50 100 150 200 250 300 350 400 450 440 4.60 4.80 5.00

8270-BG122116.M Wed Jan 11 18:40:33 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 4

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

5.26 40.37 ng 891817 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 412 (5.258 min): BG025475.D (-407) (-) m/z 43.10 100.00%
43.1
5000
1011 o to 550 840 850
S ,| 6082149 2809 8410 83 3071 "m/z 59.05  61.89%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U SR R SR
5.00 520 5.40 5.60
m/z 101.10 16.65%
M.
NI
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
500 520 540 560
5000 m/z 58.05 13.67%
101.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone TP T T T PP TT .
54.0 500 520 540 560
m/z 41.10 8.70%
5000 A/\\
15'4 Jﬁ !

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011117\
Data File : BG025475.D

Aca On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample : 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 5 unknown7.73 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.73 117.88 ng 2604010 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 833 (7.731 min): BG025475.D (-824) (-) m/z 132.00 100.00%

132.0
68.1
5000

740 760 780 8.00

o 206.2  266.7 431.9 547.4 m/z 68.10 57230
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 TT I T T[T i T [ rrrr[rrrrj

7.40 7.60 7.80 8.00
m/z 66.10  43.54%

69.0

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance

132.0

7.40 7.60 7.80 8.00
5000 m/z 134.00 32.79%

70.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14503: 1H-Benzimidazole, 2-methyl- e

132.0 7.40 7.60 7.80 8.00
m/z 69.10 26.35%

5000
63.0
15.0

R o L BB o B ALl B e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG011117\
Data File : BG025475.D

Acq On : 11 Jan 2017 16:00

Operator : UM/SJ

Sample - 11098-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .M
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]
Propanedioic acid 2.93 245.4 ng 5421330 1 8.20 441812 20.0
n-Propyl acetate 3.58 5.4 ng 119092 1 8.20 441812 20.0
2-Pentene, 2,3-di... 4._.65 6.8 ng 149583 1 8.20 441812 20.0
2-Pentanone, 4-hy... 5.26 40.4 ng 891817 1 8.20 441812 20.0
unknown7 .73 7.73 117.9 ng 2604010 1 8.20 441812 20.0
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