LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF082517\

Data File : BF098040.D

Aca On : 25 Aug 2017 19:50 Instrument :
Operator : SJ/JU BNA_F

Sample - 14947-01 ClientSampleld :
Misc - ELIZABETH-RO-COMP-A
ALS Vial : 10 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-BF081517.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 4.293 371 375 382 rBV 156578 187453 5.80% 0.617%
2 4.940 481 485 494 rVB 381265 527144 16.30% 1.734%
3 5.351 549 555 558 rBY 2901235 3021049 93.44% 9.937%
4 6.375 723 729 732 rBVY 2867836 3233274 100.00% 10.635%
5 6.510 747 752 755 rBVY 2798690 2989487 92.46% 9.833%
6 6.740 787 791 794 rBVY 1616870 1389301 42.97% 4 _.570%
7 6.798 797 801 804 rVB 120639 102551 3.17% 0.337%
8 6.892 813 817 820 rBVY 2171089 1915529 59.24% 6.301%
9 7.304 881 887 890 rBVY 1775488 1931988 59.75% 6.355%
10 8.022 1004 1009 1012 rBV 1924982 1818810 56.25% 5.983%
11 8.098 1019 1022 1026 rBvV2 32296 33121 1.02% 0.109%
12 9.098 1186 1192 1195 rBvV 1981220 1931548 59.74% 6.353%
13 9.181 1200 1206 1215 rVvvs 27047 44862 1.39% 0.148%
14 9.492 1254 1259 1262 rBV 548987 462583 14.31% 1.522%
15 9.710 1293 1296 1300 rVB 36551 33997 1.05% 0.112%

16 9.775 1300 1307 1310 rBV 2017783 1937600 59.93% 6.373%
17 10.557 1435 1440 1444 rBV 1811821 1854214 57.35% 6.099%
18 10.680 1458 1461 1469 rBV 42977 48419 1.50% 0.159%
19 11.128 1534 1537 1540 rBV2 45079 38871 1.20% 0.128%
20 11.257 1553 1559 1562 rBV 2062835 1956638 60.52% 6.436%

21 12.839 1823 1828 1831 rBV 2015720 1966341 60.82% 6.468%

22 13.069 1865 1867 1870 rBV2 32233 36869 1.14% 0.121%
23 13.198 1887 1889 1892 rBV3 32876 32949 1.02% 0.108%
24 13.527 1943 1945 1950 rBV6 31164 50499 1.56% 0.166%

25 13.886 2001 2006 2009 rBV 1670443 1596506 49.38% 5.251%
26 14.727 2146 2149 2153 rVB 85910 87384 2.70% 0.287%
27 15.304 2241 2247 2252 rBV 962373 1173105 36.28% 3.859%

Sum of corrected areas: 30402092
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098040.D

Aca On : 25 Aug 2017 19:50

Operator : SJ/JU

ﬁ?ggle : 14947-01 ELIZABETH-RO-COMP-A
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

TIC: BF098040.D
5

Abundance

35,51

2500000
6.89

2000000
7.30

6.74
1500000

1000000

500000 4.94

0 L

5.00
TIC: BF098040.D

Time--> 5.50

Abundance

2500000

11.26 12.84

2000000{ 8.02 9.10 9.77

10.56

1500000

1000000

500000

12.50 13.00 13.50

\10338 11.11

PN | o B ot

10.00 10.50 11.00 11.50
TIC: BF098040.D

Jt

0

Time--> 12.00

Abundance

2500000

2000000 13.89

1500000

15.30
1000000

500000

14.73

19.00

18.50

17.50 18.00

17.00

16.00 16.50

15.00 15.50

14.00

14.50

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098040.D

Aca On : 25 Aug 2017 19:50

Operator : SJ/JU

ﬁ?ggle : 14947-01 ELIZABETH-RO-COMP-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 1 3-Hexen-2-one Concentration Rank 4

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

4.29 2.70 ng 187453 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 4.4-dimethvl-. (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 375 (4.293 min): BF098040.D (-371) (-) m/z 83.00 100.00%
83.0
55.0
5000
43.0 98.0
570 400 420 440 460
Y A Y NSO N RN [ S [N P m/z 55.00 77.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3168: 3-Hexen-2-one
83.0
43.0 55.0
5000 R U R IR
98.0 4.00 4.20 4.40 4.60
29.0 ' m/z 43.00 33.62%
15.0 “
0'"|'”'w'"'|“"|“"w'“"|“"|"'w'l"|“"|"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 400 420 440 460
5000 m/z 98.00 33.36%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- e b R
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.00 24 .99Y%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0'"|"''|"‘l‘|""il"''|‘"'"|"""i""|""|""|"" R U R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098040.D

Aca On : 25 Aug 2017 19:50

Operator : SJ/JU

ﬁ?ggle : 14947-01 ELIZABETH-RO-COMP-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 7.59 ng 527144 1,4-Dichlorobenzene-d4 6.74
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 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 485 (4.940 min): BF098040.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 460 4.80 5.00 5.20
ottt e m/z 59.00 54.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 20.35%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 17.36%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one LI LN L B B N LR |
43.0 460 4.80 5.00 5.20
m/z 41.00 8.41%
5000
55.0
27.0 | 710 830 98.0
G S S UL U S I I SIS SRS S B B SRR AR N R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098040.D

Aca On : 25 Aug 2017 19:50

Operator : SJ/JU

ﬁ?ggle : 14947-01 ELIZABETH-RO-COMP-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 3 unknown6.51 Concentration Rank 1

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

6.51 43.04 ng 2989490 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 752 (6.510 min): BF098040.D (-747) (-) m/z 132.00 100.00%
132.0
5000 68.1
20 540 %o J "k onb 6o 6k
0 e e m/z 68.10 44 _51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A .
5000 ISR SRR RSN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.52%
O'I"hﬁul'H'I'l”'M""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o oko b
5000 9go 1160 m/z 66.00 27 .31%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene R e e A
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.85%
5000 630 810
31.0 112.0
Ob b ﬁ?P‘ L '«i"lQQQ‘”'h'l AL P S S ISR SRS RSN SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\

Data File : BF098040.D

Acq On : 25 Aug 2017 19:50

Operator : SJ/JU

ﬁ?ggle : 14947-01 ELIZABETH-RO-COMP-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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]
3-Hexen-2-one 4.29 2.7 ng 187453 1 6.74 1389300 20.0
2-Pentanone, 4-hy... 4.94 7.6 ng 527144 1 6.74 1389300 20.0
unknown6 .51 6.51 43.0 ng 2989490 1 6.74 1389300 20.0
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