LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

Data File : BG030948.D

Aca On : 11 Nov 2017 17:45 Instrument :
Operator : SJ/JU BNA_G

Sample - 16369-09 ClientSampleld :
Misc - 110617-SIDI-F-D-B
ALS Vial : 33 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-BG111017.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 5.221 324 329 335 rBV 38146 59796 1.31% 0.377%
2 5.703 404 411 421 rBV 235731 398410 8.70% 2.510%
3 7.307 677 684 697 rBV2 141176 289918 6.33% 1.826%
4 7.677 739 747 758 rBV 421191 757709 16.55% 4.774%
5 8.141 819 826 833 rBV 140025 238253 5.20% 1.501%

8.470 873 882 893 rBvV 558509 1010935 22.08% 6.369%
9.310 1015 1025 1038 rBvV 411354 779504 17.02% 4.911%
10.955 1298 1305 1319 rBV 175555 341287 7.45% 2.150%
13.382 1710 1718 1732 rBV 1430047 2349157 51.30% 14.800%
14.204 1852 1858 1868 rBVY 42301 79440 1.73% 0.500%

=
QO ~NO®

11 14.757 1945 1952 1967 rVB2 344556 603258 13.17% 3.800%
12 16.102 2175 2181 2192 rVB 132412 202754 4.43% 1.277%
13 16.243 2198 2205 2222 rBV 729678 1194492 26.08% 7.525%
14 17.501 2412 2419 2430 rBV2 535250 822868 17.97% 5.184%
15 20.092 2854 2860 2873 rBV 3506133 4579392 100.00% 28.850%

16 21.772 3139 3146 3154 rBV2 647873 1087869 23.76% 6.854%
17 25.074 3693 3708 3723 rBvV 370624 1078129 23.54% 6.792%

Sum of corrected areas: 15873171
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

BG030948.D

11 Nov 2017 17:45

SJ/Ju

16369-09

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

110617-SIDI-F-D-B

PERSES
3000000
2500000
2000000
1500000

1000000

500000

TIC: BG030948.D

8.47
7.68

7.31 8.14

9.31
5.70

5.22

10.96

0

Time--> 3.50

7.00 750 8.00 8.50

4.00 450 5.00 550 6.00 6.50

T I T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG030948.D

13.38

16.24
17.50
14.76

14.20 16

20,09

21.77

Time-->

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

ASRSES
3000000
2500000
2000000
1500000

1000000

500000

TIC: BG030948.D

25.07

Ol

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

8270-BG111017.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

Data File : BG030948.D

Aca On : 11 Nov 2017 17:45

Operator : SJ/JU

a?ggle i 16369-09 110617-SIDI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 4

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

5.22 5.02 ng 59796 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 329 (5.221 min): BG030948.D (-324) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR SRRRE AR RN
| 83.0 | 480 5.00 5.20 5.40 5.60
ol e e e m/z 59.00 56.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SR UL I
480 500 520 5.40 5.60
59.0 m/z 101.00 21.84%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 15.22%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 480 500 520 5.40 5.60
m/z 41.00 8.44%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'w'q'V'HJL"“wl"V*Mlh"'L“"w“"w"'H"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

Data File : BG030948.D

Aca On : 11 Nov 2017 17:45

Operator : SJ/JU

a?ggle i 16369-09 110617-SIDI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 2

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

7.68 63.61 ng 757709 1,4-Dichlorobenzene-d4 8.14
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 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 748 (7.683 min): BG030948.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1 J\¥
96.0 SRR RAREE SERA S
400 55, | 7.40 7.60 7.80 8.00
o..,....,....,...:l'!..:,::..,::.-.|,..':.,E?f‘:?,..!.,.lﬂ‘?-?....,....,-'...,.. m/z 68.10 38.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL UL I LR
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.60%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 25.18%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e R
132.0 7.40 7.60 7.80 8.00

m/z 69.10 16.62%

5000

>

104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

Data File : BG030948.D

Aca On : 11 Nov 2017 17:45

Operator : SJ/JU

a?ggle i 16369-09 110617-SIDI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.10 6.72 ng 202754 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 3.3"-Dimethvibiphenvl 182 C14H14 000612-75-9 43
3 Benzilic acid 228 C14H1203 000076-93-7 38
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 38
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 35
Abundance Scan 2181 (16.102 min): BG030948.D (-2175) (-) m/z 105.00 100.00%
105.0
182.1
77.0
5000
51.0
152.0 15.80 16.00 16.20 16.40
0...,....,.."..,...--!-,....,....1,2.5..9.,..'!--.,.... I 2089 ' "m/z 182.10 73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 NN BN B
15.80 16.00 16.20 16.40
51.0 m/z 77.00 64.07%
0 ‘ A 1260 1520 1
m/z--> 20 40 60 86 100 120 140 1éo 180 200 220
Abundance
182.0
15.:80 16.00 16.20 16.40
5000 m/z 51.00 28.60%
150 390 630 890 1150 152.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84316: Benzilic acid B !
105.0 188.0 15.80 16.00 16.20 16.40
770 m/z 181.10 10.88%
5000
510 165.0
ob 20 | | 1390 | || 210.0228.0
L UL UL JUR L UL UL UL S I S S L AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15,80 16.00 16.20 16.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEMI\BNA_G\DATA\BG111117\

BG030948.D

11 Nov 2017 17:45

SJ3/JU

16369-09 110617-SIDI-F-D-B
33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 5.22 5.0 ng 59796 1 8.14 238253 20.0
unknown7 .68 7.68 63.6 ng 757709 1 8.14 238253 20.0
Benzophenone 16.10 6.7 ng 202754 3 14.76 603258 20.0
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