LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022447.D

Aca On 19 Jun 2016 6:39

Operator : UM/SJ

Sample : H3607-02

Misc :

ALS Vial : 56 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-BG060616.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

5.107 377 386 397 rBV 13692 27677 1.68% 0.321%
5.606 464 471 488 rBvV 174962 350493 21.31% 4._.063%
rBv 115062 242963 14.77% 2.816%
7.586 800 808 821 rBV 376863 740447 45.02% 8.583%
8.044 878 886 895 rBV 97256 183150 11.14% 2.123%
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8.367 934 941 954 rBV 419016 803715 48.87% 9.317%
9.225 1077 1087 1104 rBV 260470 564856 34.34% 6.548%
10.865 1358 1366 1383 rBV 137589 300545 18.27% 3.484%
13.309 1771 1782 1798 rBV 939940 1644680 100.00% 19.065%
14.131 1917 1922 1927 rBV 10762 17073 1.04% 0.198%

=
QO ~NO®

11 14.684 2009 2016 2027 rBV2 226639 405946 24.68% 4._.706%
12 16.176 2264 2270 2286 rBV 447338 804999 48.95% 9.332%

13 16.299 2286 2291 2296 rVV3 12306 28616 1.74% 0.332%
14 16.358 2298 2301 2310 rVvv4 10792 25576 1.56% 0.296%
15 16.452 2310 2317 2324 rVB 20955 36073 2.19% 0.418%

16 17.427 2477 2483 2493 rBV2 224022 401528 24.41% 4 _.655%
17 18.415 2646 2651 2659 rVB2 46641 75931 4.62% 0.880%
18 20.024 2919 2925 2933 rBV 970129 1462475 88.92% 16.953%
19 21.699 3203 3210 3223 rBV2 161154 362103 22.02% 4.198%
20 24.942 3756 3762 3773 rVB3 49994 147752 8.98% 1.713%

Sum of corrected areas: 8626598
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022447.D

Aca On : 19 Jun 2016 6:39

Operator : UM/SJ

Sample : H3607-02

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abf&gjgggg TIC: BG022447.D

800000

600000

8.37
400000 7.59
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200000 5.61
7.23 8.04 10.86
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Abundance 581 TIC: BG022447.D o
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600000

16.18
400000

14.68 17.43 21.70
200000

18.41

14.13 5
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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

Abf&gjgggg TIC: BG022447.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\BG061716\
Data File : BG022447.D

Aca On 19 Jun 2016 6:39

Operator : UM/SJ

Sample : H3607-02

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 3.02 ng 27677 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 4-Penten-2-one 84 C5H80 013891-87-7 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 387 (5.112 min): BG022447.D (-377) (-) m/z 43.00 100.00%
43
59
5000
101
49 | 84 4.80 5.00 5.20 5.110
ST IS 111 S AR HSS m/z 59.00 72.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL LI L
59 480 500 520 540
m/z 100.90 28.96%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 20.37%
55
OB 40 G5 TLTT 8 %8
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone
43 4.80 5.00 5.20 5.40
m/z 41.00 8.48%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R U L U UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022447.D

Aca On 19 Jun 2016 6:39

Operator : UM/SJ

Sample : H3607-02

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.59 Concentration Rank 2

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

7.59 80.86 ng 740447 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 809 (7.592 min): BG022447.D (-800) (-) m/z 131.90 100.00%
5000
68
96 7.20 7.40 7.60 7.80 8.00
40 54
o [ 8 | 1% | m/z  68.00  34.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A RN AR LR B
o7 7.20 7.40 7.60 7.80 8.00
- 117 m/z 133.90 34 .00%
0....|.... ‘.“l‘.‘.“l‘ .8.8..|1.0.6..|... e
m/z--> 60 80 100 120 140 160 180
Abundance
132
69 A RN RN LR S
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 21.64%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 12.56%
5000 98 116
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022447.D

Aca On 19 Jun 2016 6:39

Operator : UM/SJ

Sample : H3607-02

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2,4,6-Trichlorobenzonitrile Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.41 3.78 ng 75931 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 58
2 Pvridine. 3.5-dichloro-4-methoxv... 205 C8H9CI2NO 051050-42-1 53
3 Benzoic acid. 3-amino-2.5-dichloro- 205 C7H5CI2NO2 000133-90-4 40
4 8-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 095322-67-1 38
5 Benzenamine, 4-bromo-2-chloro- 205 C6H5BrCIN 038762-41-3 36

Abundance Scan 2650 (18.409 min): BG022447.D (-2646) (-) m/z 206.80 100.00%

2

5000

la.

18.00 18.20 18.40 18.60 18.80
m/z 204.80 94 .05%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59573: 2,4,6-Trichlorobenzonitrile

18:00 18.20 18.40 18.60 18.80
m/z 42.00 25.22%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
205
I
T B e
18.00 18.20 18.40 18.60 18.80
5000 m/z 161.90 21.23%
162
42
27 63 85 99 121 140 176 190
Ol bl e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59581: Benzoic acid, 3-amino-2,5-dichloro- T R b
205 18.00 18.20 18.40 18.60 18.80
m/z 205.80 20.36%
5000
188
63 % 124 160
45
ol 13 28 6 107 142 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18 00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022447.D

Acq On 19 Jun 2016 6:39

Operator : UM/SJ

Sample - H3607-02

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
2-Pentanone, 4-hy... 5.11 3.0 ng 27677 1 8.04 183150 20.0
unknown? .59 7.59 80.9 ng 740447 1 8.04 183150 20.0
2,4,6-Trichlorobe... 18.41 3.8 ng 75931 4 17.43 401528 20.0
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