LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111017\
Data File : BG030923.D
Aca On - 11 Nov 2017 1:29 Instrument :
Operator : SJ/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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 5.218 323 328 340 rVB 90821 144113 4.74% 0.981%
2 5.700 404 410 426 rBV 508369 846708 27.87% 5.761%
3 7.309 676 684 695 rBV 523145 963043 31.70% 6.553%
4 7.680 739 747 755 rBV 511381 923180 30.39% 6.282%
5 8.144 819 826 833 rBV 140377 246361 8.11% 1.676%
6 8.467 874 881 891 rBB 359901 643472 21.18% 4_.378%
7 9.307 1017 1024 1037 rBV 286086 546026 17.98% 3.715%
8 10.958 1298 1305 1318 rBV 180732 352012 11.59% 2.395%
9 12.268 1518 1528 1538 rBV 22529 44523 1.47% 0.303%
10 13.385 1711 1718 1728 rBV 910763 1500170 49.39% 10.208%
11 14.213 1854 1859 1869 rBv2 17248 34178 1.13% 0.233%

12 14.765 1946 1953 1966 rVB2 348579 566588 18.65% 3.855%
13 16.105 2176 2181 2194 rBV 178676 275679 9.08% 1.876%
14 16.246 2199 2205 2217 rBV 928886 1460797 48.09% 9.940%
15 17.503 2412 2419 2432 rVB2 507274 814338 26.81% 5.541%

16 20.095 2854 2860 2868 rBV 2292196 3037587 100.00% 20.669%
17 21.387 3075 3080 3091 rBV7 22995 62190 2.05% 0.423%

18 21.775 3139 3146 3155 rBV2 658274 1121101 36.91% 7.628%
19 25.083 3698 3709 3726 rVB2 374231 1114578 36.69% 7.584%

Sum of corrected areas: 14696644
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LSC Report - Integrated Chromatogram

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

Data File : BG030923.D

Aca On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG030923.D
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5.70 7.31 7.68

500000
8.47 931

8.14 10.96
522 A 12,27

e SRARSY MRS A SUBSRUSUMRSRSGRSEEEL SR SUNSN | WIS SRR 1 SRS Sk

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 11. OO 11. 50 12. OO 12.50
Abundance TIC: BG030923.D

20,09
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1500000

10000001 13.38 16.25

21.77

500000 17.50
14.77

16.
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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 TIC: BG030923.D
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1500000

1000000

500000 25.08
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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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111017\

Data File : BG030923.D

Aca On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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 3

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

5.22 11.70 ng 144113 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 328 (5.218 min): BG030923.D (-323) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A RN RS N L
| 83.0 480 5.00 5.20 5.40 5.60
Obrrrprrrrprrer e m/z 59.00 57.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LU LIS I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 22.27%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 13.49%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.17%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

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

Data File : BG030923.D

Aca On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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 1

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

7.68 74.95 ng 923180 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 747 (7.680 min): BG030923.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.0 j\
96.0 U IR UL R R
400 540 | 7.40 7.60 7.80 8.00
Ot iborridl B0 L 480 W w7z 68.00 37.00%
m/z--> 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 AT
7.40 7.60 7.80 8.00
210 510 m/z 134.00 33.05%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 24 .85%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.34%
5000
33.0 44.0 0.0 105.0
0 L 60\ 9 ‘ 0 0 ‘ | 115.0 1
miz--> % 4 50 60 7 8 90 100 110 150 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

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

Data File : BG030923.D

Aca On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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.
12.27 2.53 ng 44523 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 Guanidine 59 CH5N3 000113-00-8 7
3 Acetamide 59 C2H5NO 000060-35-5 5
4 Propvlamine 59 C3HON 000107-10-8 4
5 Propane, 2-methoxy- 74 C4H100 000598-53-8 4
Abundance Scan 1528 (12.268 min): BG030923.D (-1518) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0 .
43.0 | 12.00 12.20 12.40 12.60
0'W““|““VH”M“ﬁ““ﬁ““l“JVH'P“W““l““v“'v“w'HWH“ m/z 105.00 29.11%
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 USRS SUNRILR BN SR
12.00 12.20 12.40 12.60
43.0 77.0 105.0 m/z 77.00 26.84%
31.0 *
o dog | . 910 M 121.0 149.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
430 590
12.00 12.20 12,40 12.60
5000 m/z 51.00 18.93%
28.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #240: Acetamide R e e
440 59.0 12.00 12.20 12.40 12.60
m/z 106.00 16.78%
5000
15.0 2§0
o) ”\” ””m””\\l S R EEEEEE———————... N
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\HPCHEMI\BNA G\DATA\BG111017\

Data File : BG030923.D

Aca On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
16.11 9.73 ng 275679 Acenaphthene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzeneacetic acid. .alpha.-oxo-... 178 C10H1003 001603-79-8 47
3 Benzovlformic acid 150 C8H603 000611-73-4 47
4 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 47
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 2182 (16.111 min): BG030923.D (-2176) (-) m/z 105.00 100.00%
105.0
770 182.0
5000
51.0 S B
152.0 15.80 16.00 16.20 16.40
Ol bl 2269 07l 2069 0 777182 00 69.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 UL SR BN BN
510 15.80 16.00 16.20 16.40
: m/z 77.00 65.47%
o270 | A 1260 1520 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
15.80 16.00 16.20 16.40 |
5000 77.0 m/z 51.00 26 .34%
51.0
29.0
0 122.0 150.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24361: Benzoylformic acid R
105.0 15.80 16.00 16.20 16.40
77.0 m/z 181.10 12.51%
5000
51.0
0 27.0 o] s | 1220 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ G\DATA\BG111017\

Data File : BG030923.D

Acq On : 11 Nov 2017 1:29

Operator : SJ/JU

ﬁ?ggle i 16383-02 SB2-GARAGE-BACK
ALS Vial : 11 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 11.7 ng 144113 1 8.14 246361 20.0
unknown7 .68 7.68 75.0 ng 923180 1 8.14 246361 20.0
2-Hydroxy-iso-but... 12.27 2.5 ng 44523 2 10.96 352012 20.0
Benzophenone 16.11 9.7 ng 275679 3 14.77 566588 20.0
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