LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026626.D

Aca On - 11 Apr 2017 21:06

Operator : SJ/MA

Sample - 12616-02

Misc - For Confirmation

ALS Vial : 9 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-BG032017.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 5.135 342 348 355 rBV 219547 330699 3.29% 0.750%
2 5.605 422 428 440 rBV 730583 1202893 11.96% 2.730%
3 7.197 692 699 710 rBV 423529 766082 7.62% 1.738%
4 7.568 754 762 772 rBVY 1391717 2389406 23.75% 5.422%
5 8.032 833 841 851 rBV 473280 813821 8.09% 1.847%

8.355 889 896 907 rBV 2003311 3580447 35.60% 8.125%
9.189 1030 1038 1053 rBV 1451580 2577842 25.63% 5.850%
651019 1200227 11.93% 2.724%
13.267 1724 1732 1745 rBV 4685657 7384575 73.41% 16.757%
14.642 1957 1966 1976 rBV2 1060178 1698357 16.88% 3.854%
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11 16.122 2211 2218 2232 rBV 2254063 3463280 34.43% 7.859%
12 17.374 2424 2431 2443 rBV2 1421879 2198551 21.86% 4._.989%
13 18.249 2572 2580 2587 rBV2 59944 108351 1.08% 0.246%
14 19.512 2791 2795 2804 rBV2 84878 147281 1.46% 0.334%
15 19.971 2867 2873 2881 rBV 7565913 10058830 100.00% 22.826%

16 21.616 3146 3153 3163 rBV 1832236 3005816 29.88% 6.821%
17 24.789 3680 3693 3709 rBV2 1071938 3007741 29.90% 6.825%
18 26.193 3924 3932 3942 rVB2 39716 133511 1.33% 0.303%

Sum of corrected areas: 44067710
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026626.D

Aca On - 11 Apr 2017 21:06

Operator : SJ/MA

Sample - 12616-02

Misc - For Confirmation

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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: BG026626.D

7000000
6000000
5000000
4000000

3000000

8.35
7.57 9.19

1000000 5.61 10.83
5.14 720 8.03
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG026626.D
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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: BG026626.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026626.D

Aca On - 11 Apr 2017 21:06

Operator : SJ/MA

Sample - 12616-02

Misc - For Confirmation

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 8.13 ng 330699 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 36
4 2-Butanol. l1l-methoxv- 104 C5H1202 053778-73-7 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 33

Abundance Scan 349 (5.141 min): BG026626.D (-342) (-) m/z 43.05 100.00%
43.0
5000
101.1
| % 480 500 520 540
Ol et e || M7Z 59.10  86.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SARAERRRRE SRR LR

4.80 5.00 5.20 5.40

0
150 1010 m/z 101.10 32.65%
0.”.,mtw..”,.”.,”.WM.”,.”.P..W..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
R e e R ]
480 5.00 5.20 5.40
5000{ 18.0 m/z 58.10 23.42%
40.0
o U L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.10 7.67%
5000 101.0
159.0
29.0
0....,.M.JJ..H;.J?.ﬁ...W....}??f,....,.5289.%?99”.,...???9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041117\
Data File : BG026626.D

Aca On - 11 Apr 2017 21:06

Operator : SJ/MA

Sample - 12616-02

Misc - For Confirmation

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.57 Concentration Rank 2

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

7.57 58.72 ng 2389410 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (7.568 min): BG026626.D (-754) (-) m/z 132.10 100.00%
13R.1
5000
68.1 A\
1| 75 T TR 750 8
40.0
Ot il e ke e e e 20002813 75713410 32.67%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A I UL R
7.20 7.40 7.60 7.80 8.00
2.0 ‘ m/z 68.10 32.61%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 20.89%
41.0 97.0
OIIIII""I""I""I'"'I""IIIII RIS S S S S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl A AR EE R ma e
57.0 132.0 720 7.40 7.60 7.80 8.00
m/z 96.10 12.40%
5000 98.0
77.0
0 158.0 189.0
- Lv—rv—rv—r“rn—rq—n-n-rrn—v-rn—n-rv—rn-rn-n-rrr ||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG041117\
Data File : BG026626.D

Acq On : 11 Apr 2017 21:06

Operator : SJ/MA

Sample : 12616-02

Misc : For Confirmation

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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]
2-Pentanone, 4-hy... 5.14 8.1 ng 330699 1 8.03 813821 20.0
unknown? .57 7.57 58.7 ng 2389410 1 8.03 813821 20.0
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