LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095519.D

Aca On : 28 May 2017 3:10 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22Ie : 15244-08 NM7-COMP-6-18

ALS Vial : 18 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-BF050217 .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 5.095 533 537 559 rBV 75170 208524 9.56% 1.238%
2 5.701 637 640 678 rBV 649772 1830214 83.93% 10.867%
3 7.284 906 909 925 rBV 674916 1596027 73.19% 9.476%
4 7.401 925 929 947 rVB 1181406 2180544 100.00% 12.947%
5 7.736 982 986 1000 rVB 433118 543871 24.94% 3.229%
6 7.972 1021 1026 1045 rBV 1169235 1530047 70.17% 9.085%
7 8.642 1137 1140 1163 rBV 423548 1004261 46.06% 5.963%
8 9.766 1326 1331 1364 rBV 288952 705204 32.34% 4.187%
9 11.530 1626 1631 1651 rBVY 1063051 1947807 89.33% 11.565%
10 12.248 1748 1753 1769 rBvV 81570 174431 8.00% 1.036%
11 12.595 1807 1812 1835 rBV2 384783 720822 33.06% 4.280%
12 13.424 1949 1953 1958 rVB 20537 22862 1.05% 0.136%
13 13.901 2029 2034 2059 rBvV 359963 822029 37.70% 4.881%
14 14.195 2080 2084 2096 rBvV 19321 27850 1.28% 0.165%
15 15.007 2217 2222 2244 rBV 263267 540297 24.78% 3.208%
16 15.959 2379 2384 2397 rVB4 20014 48824 2.24% 0.290%
17 16.795 2522 2526 2536 rBvV 62057 89661 4.11% 0.532%

18 17.095 2573 2577 2586 rBV 68338 100885 4.63% 0.599%
19 17.312 2610 2614 2629 rBV 1070037 1297392 59.50% 7.703%

20 18.559 2821 2826 2833 rBV5 26124 60911 2.79% 0.362%
21 18.677 2841 2846 2851 rBV 398313 622985 28.57% 3.699%
22 19.783 3031 3034 3038 rVB 33013 37276 1.71% 0.221%
23 19.959 3060 3064 3072 rBV 36822 71979 3.30% 0.427%
24 20.247 3109 3113 3118 rBV 30234 42767 1.96% 0.254%
25 20.306 3120 3123 3127 rVV 37664 46239 2.12% 0.275%
26 20.353 3127 3131 3146 rVvVv 296024 531916 24.39% 3.158%
27 21.724 3360 3364 3370 rVB6 19539 36764 1.69% 0.218%
Sum of corrected areas: 16842389
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095519.D

Aca On : 28 May 2017 3:10

Operator : SJ/MA

Sample : 13244-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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: BF095519.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095519.D

Aca On : 28 May 2017 3:10

Operator : SJ/MA

Sample : 13244-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.10 7.67 ng 208524 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 538 (5.101 min): BF095519.D (-533) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 IRSERAARESRRRE RRRRE AR
| 83.0 4.80 500 520 5.40
SRRSO W SSVEC | . & N m/z 59.10 60.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR sk sk s
0,
150 a0 1010 m/z 101.00 23.04%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o "2B0 500 520 540
5000 m/z 58.00 17.42%
20.0 101.0
150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one e
43.0 480 500 520 5.40
m/z 41.10 10.72%
5000
55.0
27.0 ¥ 710 830 980
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\
Data File : BF095519.D

Aca On : 28 May 2017 3:10

Operator : SJ/MA

Sample : 13244-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown7.40 Concentration Rank 1

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

7.40 80.19 ng 2180540 1,4-Dichlorobenzene-d4 7.74
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 25
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 929 (7.401 min): BF095519.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.1 fk
96.0 RS S IS R
400 540 7.00 7.20 7.40 7.60 7.80
....,...::n:...,.:..,..l.',..7.5?,1....,..!.,.1??.?....,....,'...,... m/z 68.10 37.57%
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
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.24%
'”'ﬂ'MIJ'WH”'P'JI”7EQ”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 21.82%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.95%
5000
630 104.0
%9 51.0 { 7? 90.0 ‘ uro |
1 i | | I |
miz--> 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\
Data File : BF095519.D

Acq On : 28 May 2017 3:10

Operator : SJ/MA

Sample - 13244-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.10 7.7 ng 208524 1 7.74 543871 20.0
unknown? .40 7.40 80.2 ng 2180540 1 7.74 543871 20.0
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