LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111017\

Data File : BG030928.D

Aca On - 11 Nov 2017 4:37 Instrument :
Operator : SJ/JU BNA_G

Sample - 16369-07 ClientSampleld :
Misc - 110617-JETT-F-U-B
ALS Vial : 16 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

5.220 321 329 336 rBV 42881 68837 1.49% 0.440%
5.702 404 411 427 rBvV 214024 366055 7.93% 2.341%
rvB2 132634 275358 5.96% 1.761%
7.676 740 747 758 rBV 385533 670005 14.51% 4._.286%
8.140 819 826 834 rVB 136931 231891 5.02% 1.483%

abrwWNPEF
\l
W
o
(9}
()}
\l
\l
(o)}
oe}
N
\l
o
=

6 8.469 872 882 893 rBvV 537083 936292 20.28% 5.989%
7 9.309 1015 1025 1035 rBV 382524 722348 15.65% 4.620%
8 10.960 1298 1306 1317 rBV 163727 324907 7.04% 2.078%
9 12.265 1521 1528 1539 rBV 25198 48538 1.05% 0.310%
10 13.387 1712 1719 1736 rBV 1347678 2097249 45.43% 13.415%
11 14.210 1852 1859 1878 rBV 47398 91109 1.97% 0.583%

12 14.762 1946 1953 1967 rVvB2 317712 541068 11.72% 3.461%
13 16.107 2176 2182 2194 rVB 151934 232538 5.04% 1.487%
14 16.248 2199 2206 2219 rBV 809934 1283450 27.80% 8.210%
15 17.500 2413 2419 2431 rBV2 479563 766054 16.59% 4_.900%

16 20.091 2854 2860 2870 rBV 3445428 4616616 100.00% 29.530%
17 21.771 3140 3146 3157 rVB2 706241 1190173 25.78% 7.613%
18 25.079 3697 3709 3721 rBV 410410 1171071 25.37% 7.491%

Sum of corrected areas: 15633559
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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\BG111017\

BG030928.D

11 Nov 2017  4:37

SJ/Ju

16369-07

16 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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030928.D

8.47
7.68

7.31 8.14

9.31
5.70
5.22

10.96
12.26

0

Time--> 3.50

A
LIS L L L L L L L L

7.00 750 8.00 8.50

4.00 450 5.00 5.50 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

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG030928.D

13.39

16.25

17.50
14.76

14.21 16.3

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG030928.D

25.08

0l

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\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030928.D

Aca On : 11 Nov 2017 4:37

Operator : SJ/JU

Sample : 16369-07

Misc :

ALS Vial : 16 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 5.94 ng 68837 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 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 329 (5.220 min): BG030928.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
o AN
83.0 : : : : :
o...,....,....,....l,'::..,..-!~Ii..?.9',1....,.-...,....,|....,....,... m/z 59.00 55.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R LIS UL
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 22.01%
0 m\. i . 83.0 .
R IS SO SUIL UL SO SUL SO SURLL IULILS S R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
o 450 500 520 540 550
5000 m/z 58.00 17.38%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0 480 500 520 5.40 5.60
m/z 41.00 10.59%
5000 41.0 101.0
29.0
oL 10 Il M‘ [y 730 870 |  1m70
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030928.D

Aca On : 11 Nov 2017 4:37

Operator : SJ/JU

Sample : 16369-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 57.79 ng 670005 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 748 (7.682 min): BG030928.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\\
96.0 HAS RS LS LA S
400 40 740 7.60 7.80 8.00
o....,...:ll!..:,:!..,::l'.,..7.7.?....,..!.,1.95.9,....,....,'...,.. m/z 68.00 37.61%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
97.0
5000 70.0 740 7.60 7.80 8.00
310 520 m/z 134.00 32.91%
‘ L. | | ! ., 86.0 | 11?'0 !
e R AR RS RS AN RS AR SRS RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 24 .20%
33.0 44.0 0.0 105.0
o 600 "7 0.0 115.0
U UL UL IULIUE UL UL UL S I I B B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.28%
5000
630 104.0
39.0 51.0 ‘ 77.0 900 117.0
0'”'P'”“L'4H”'HPMI”w“'”ﬂh'”lhuW'”“P'””M'W" '”I”"P'” T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030928.D

Aca On : 11 Nov 2017 4:37

Operator : SJ/JU

Sample : 16369-07

Misc :

ALS Vial : 16 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 2-Hydroxy-iso-butyrophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.26 2.99 ng 48538 Naphthalene-d8 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Propanoic acid. 2-hvdroxv-2-meth... 118 C5H1003 002110-78-3 9
3 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
4 Guanidine 59 CH5N3 000113-00-8 5
5 Acetamide 59 C2H5NO 000060-35-5 5
Abundance Scan 1527 (12.259 min): BG030928.D (-1521) (-) m/z 59.00 100.00%
59.0
5000
270 105.0 I |
43{0 | w09 || 12.00 12.20 12.40 12.60
Ol et e m/z 105.00 31.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 SR UL SRR SUMILN B
12.00 12.20 12.40 12.60
43.0 77.0 105.0 m/z 77.00 26.14%
31.0 %
0 Jog | 91.0 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
12.00 12.20 12,40 12.60
5000 31.0 43.0 m/z 51.00 15.42%
o 75.0 91.0103.0 1190
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 b
Abundance #245: Formamide, N-methyl- e .", L
59.0 12.00 12.20 12.40 12.60
m/z 106.00 14.03%
30.0
5000
o B0l a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111017\
Data File : BG030928.D

Aca On : 11 Nov 2017 4:37

Operator : SJ/JU

Sample : 16369-07

Misc :

ALS Vial : 16 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 5 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.11 8.60 ng 232538 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzovlformic acid 150 C8H603 000611-73-4 49
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 43
4 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 43
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 43
Abundance Scan 2182 (16.107 min): BG030928.D (-2176) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 R ) RN
160 1520 15.80 16.00 16.20 16.40
O e e e ey m/z 182.10 66 .49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LR B SO B R
182.0 15.80 16.00 16.20 16.40
51.0 m/z 77.00 62.51%
0 27.0 ‘ 910 | 1260 1520 1l
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
7.0 U AR UGN SRR LA
15.80 16.00 16.20 16.40
5000 m/z 51.00 24 .54%
51.0
o 27.0 91.0 122.0 150.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27530: Acetophenone, 2-chloro- R Eaa AR
105.0 15.80 16.00 16.20 16.40
m/z 181.10 12.14%
77.0
5000
51.0
o 270 | L 910 | 1200 154.0
m/z--> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG111017\
Data File : BG030928.D

Acq On : 11 Nov 2017 4:37

Operator : SJ/JU

Sample - 16369-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 5.9 ng 68837 1 8.14 231891 20.0
unknown7 .68 7.68 57.8 ng 670005 1 8.14 231891 20.0
2-Hydroxy-iso-but... 12.26 3.0 ng 48538 2 10.96 324907 20.0
Benzophenone 16.11 8.6 ng 232538 3 14.76 541068 20.0
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