LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\

Data File : BF099845.D

Aca On - 26 Oct 2017 7:03 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 16057-04 1am1%ﬂog$4ys
ALS Vial : 35 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 F\METHODS\8270-BF102317.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 4.993 492 494 510 rBV 71134 96864 4.72% 0.753%
2 5.410 562 565 589 rBV 409088 524174 25.57% 4_077%
3 6.434 736 739 755 rBV 271670 363389 17.72% 2.826%
4 6.563 758 761 772 rVB 1111039 988461 48.21% 7.687%
5 6.792 797 800 810 rBV 440682 368922 17.99% 2.869%
6 6.945 823 826 844 rBVY 1550053 1399893 68.28% 10.887%
7 7.363 893 897 921 rBY 1161894 1026790 50.08% 7.986%
8 8.075 1015 1018 1036 rBV 604451 513816 25.06% 3.996%
9 8.639 1111 1114 1121 rBV 66617 61976 3.02% 0.482%
10 9.157 1198 1202 1205 rBvV 2322731 2050257 100.00% 15.945%
11 9.551 1267 1269 1278 rBB 60886 54109 2.64% 0.421%
12 9.833 1311 1317 1328 rVB 628793 585048 28.54% 4 .550%
13 10.510 1429 1432 1436 rBvV 35473 26438 1.29% 0.206%

14 10.551 1436 1439 1449 rVB 353557 264601 12.91% 2.058%
15 10.633 1449 1453 1464 rBV 762436 715803 34.91% 5.567%

16 10.886 1493 1496 1500 rBV 41752 33095 1.61% 0.257%
17 10.933 1500 1504 1507 rBV 135614 143632 7.01% 1.117%
18 10.980 1507 1512 1514 rVB 25354 36550 1.78% 0.284%

19 11.327 1568 1571 1580 rBV 633512 562464 27.43% 4_374%
20 12.916 1837 1841 1845 rBV 2011015 1961268 95.66% 15.253%

21 13.798 1988 1991 1997 rBV 20663 28099 1.37% 0.219%
22 13.980 2019 2022 2030 rVB 558531 524978 25.61% 4.083%
23 15.451 2264 2272 2280 rBV 360858 475327 23.18% 3.697%

24 15.851 2333 2340 2347 rBV3 14003 28168 1.37% 0.219%
25 16.339 2419 2423 2430 rVB4 13557 24037 1.17% 0.187%
Sum of corrected areas: 12858159
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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

Z:\HPCHEMI\BNA F\DATA\BF102517\

BF099845.D

26 Oct 2017 7:03

SJ/Ju

16057-04

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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2000000
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TIC: BF099845.D

5.41

4.99 K
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Time-->
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2000000
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Time-->

10.00 10.50 11.00 11.50

13.00

13.50

12.00 12.50
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13.80
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TIC: BF099845.D

13.98
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Time-->

14.00

14.50 15.00

15.50

17.00 17.50

18.00 18.50

19.00

8270-BF102317.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099845.D

Aca On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 5.25 ng 96864 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 494 (4.993 min): BF099845.D (-492) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.0 4.60 4.80 5.00 5.20 5.40
ot e e e e m/z 59.00 62.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR AR SR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 23.73%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 17.96%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L L LB B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.49%
41.0
5000
86.0
0 ‘\ Sl'Q\\\ I 620 ‘ 1010
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.60 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099845.D

Aca On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 53.59 ng 988461 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF099845.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR U SN
401 540 6.20 6.40 6.60 6.80
o....,...::u...,::..,.:l-.',..7.53',0....,..!.,%??:?....,...., | | m/z 68.10 38.87%
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 SRR U SN
6.20 6.40 6.60 6.80
210 510 m/z 134.00 30.28%
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
620 640 6.60 680
5000 67.0 m/z 66.00 23.62%
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 #14510: 4-Methylpyrrolo[1,2-a]pyrazine R i e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.06%
5000 104.0
390 520 g0 780
0% "'l"'Hl""it" '|J“l'|'"hh""%z'g"l"h' '%%7'?""|"" T RS U SN
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099845.D

Aca On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 6

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

8.64 2.41 ng 61976 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1114 (8.639 min): BF099845.D (-1111) (-) m/z 59.00 100.00%
59.0
5000
770 105.0 S | G
43i'°| | 1210 8.40 860 880 9.00
O el e e e e m/z 105.00 30.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R RN S LS
8.40 860 8.80 9.00
43.0 77.0 105.0 m/z 77.00 25.30%
0 200 | | | M 91.0 M 121.0  149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 8.80 9.00
5000 m/z 106.00 17.67%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester A RREas me
59.0 8.40 860 8.80 9.00
m/z 43.00 14 .69%
5000
43.0
ol 150 20 || 730 890 170
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099845.D

Aca On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.
10.55 9.05 ng 264601 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 64
3 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
4 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
5 Vinyl benzoate 148 C9H802 000769-78-8 43

Abundance Scan 1439 (10.551 min): BF099845.D (-1436) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 NSRS SRR BN
1260 1521 ! 10.20 10.40 10.60 10.80
Ol e b e e m/z 77.00 55.03%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 AR AR TR IR
510 10,20 10.40 10.60 10.80
: m/z 182.10 51.20%
0270 \ A . 126.0 1520 \
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
o NSRS BRI SN
10.20 10.40 10.60 10.80
5000 182.0 m/z 51.00 18.78%
28.0 50
ol ' 127.0 1520 272.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #134112: Benzoic acid, pentafluorophenyl ester R e R,
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.33%
5000 7.0
51.0
ol27.0 | ‘ 155.0 1830
miz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099845.D

Aca On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 6 2-Propenoic acid, (1-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 5.11 ng 143632 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (1-methvl-1.2-... 300 C15H2406 042978-66-5 78
2 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 38
3 Caprolactam 113 C6H11NO 000105-60-2 9
4 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 9
5 Ethosuximide 141 C7H11NO2 000077-67-8 9

Abundance Scan 1503 (10.927 min): BF099845.D (-1500) (-) m/z 113.00 100.00%

550 118.0
5000 A

10. 60 1080 11. 00 11. 20
Ol b 20 e M/Z 55.00 82.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #144280: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
113.0
55.0
5000

10.60 10.80 11.00 11.20
m/z 114.00 7.00%

o 210 | 730 950 | 131.0 1570 1850 215.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
113.0
SN 1 E—
10.60 10.80 11.00 11.20
5000 m/z 41.00 6.44%
43.0 85.0
0 26.0 68.0 130.0
L i o o e o e o e e e RARREEEEES e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6926: Caprolactam
300 550 113.0 10.60 10.80 11.00 11.20
85.0 m/z 43.00 4_.49%
5000
O B o T RS et B SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102517\
Data File : BF099845.D

Acq On : 26 Oct 2017 7:03

Operator : SJ/JU

Sample : 16057-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4 .99 5.3 ng 96864 1 6.79 368922 20.0
unknown6 .56 6.56 53.6 ng 988461 1 6.79 368922 20.0
2-Hydroxy-iso-but. .. 8.64 2.4 ng 61976 2 8.07 513816 20.0
Benzophenone 10.55 9.1 ng 264601 3 9.83 585048 20.0
2-Propenoic acid,... 10.93 5.1 ng 143632 4 11.33 562464 20.0
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