LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094782.D

Aca On > 2 May 2017 6:51

Operator : SJ/MA

Sample = 12892-05

Misc :

ALS Vial : 37 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-BF041717 .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 3.943 337 341 355 rBV 502264 682850 21.73% 2.688%
2 4.331 403 407 428 rBV 2789107 3074653 97.86% 12.105%
3 4.707 468 471 479 rVB 43329 45110 1.44% 0.178%
4 5.407 584 590 605 rBY 2482780 3108047 98.92% 12.236%
5 5.525 605 610 613 rBY 3078277 3071763 97.77% 12.093%

5.766 647 651 658 rvB 688619 591028 18.81% 2.327%
5.942 677 681 685 rBVY 2518063 2411454 76.75% 9.494%
6.419 756 762 765 rBV 1874620 1934494 61.57% 7.616%
760115 709769 22.59% 2.794%
8.578 1124 1129 1133 rBV 3030953 3141924 100.00% 12.370%
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11 9.083 1211 1215 1222 rBV 563555 526966 16.77% 2.075%
12 9.389 1258 1267 1277 rBvV2 712198 756658 24 .08% 2.979%

13 9.983 1365 1368 1372 rVB 39320 35673 1.14% 0.140%
14 10.372 1429 1434 1447 rBV 1318719 1427156 45.42% 5.619%
15 10.572 1464 1468 1470 rBV 49434 51141 1.63% 0.201%
16 11.213 1573 1577 1585 rVB 567766 569131 18.11% 2.241%
17 11.948 1698 1702 1710 rBV3 24479 35592 1.13% 0.140%
18 13.024 1882 1885 1890 rBV 49752 54535 1.74% 0.215%
19 13.195 1908 1914 1917 rBV 1948276 2160965 68.78% 8.508%
20 13.901 2031 2034 2037 rBV2 42103 48339 1.54% 0.190%

21 14.465 2126 2130 2137 rBV 469569 539308 17.16% 2.123%
22 16.095 2404 2407 2413 rBV2 360094 423757 13.49% 1.668%

Sum of corrected areas: 25400313
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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\BF050117\

BF094782.D

2 May 2017 6:51

SJ/MA

12892-05

37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094782.D

Aca On > 2 May 2017 6:51

Operator : SJ/MA

Sample : 12892-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.94 23.11 ng 682850 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 341 (3.943 min): BF094782.D (-337) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.1 | 3.60 3.80 4.00 4.20
S Y S i SRS m/z 59.10 60.38%
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 N N L LR
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.00 21.99%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
360 3.80 4.00 420
5000 m/z 57.95 14 .99%
101.0
15.0 58.0
28.0 69.0 84.0
Wm‘m‘wwwmwmmw
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
59.0 3.60 3.80 4.00 4.20
m/z 41.10 8.84%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l AR LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094782.D

Aca On > 2 May 2017 6:51

Operator : SJ/MA

Sample : 12892-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 103.95 ng 3071760 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 609 (5.519 min): BF094782.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AN S UL
400 540 5.20 5.40 5.60 5.80
..,....,....,...:,".'...,::..,.:.-.|,..'..,??;9,..!.,.197.-,0....,...., I m/z 68.10 40.16%
m/z--> 10 20 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 A R L U L
5.20 5.40 5.60 5.80
310 510 ‘ m/z 134.00 31.69%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 67.0 m/z 66.00 23.92%
41.0 97.0
53.0
79.0 117.0
mﬁ#ﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L B NI BN N |
132.0 5.20 5.40 5.60 5.80
m/z 69.05 15.65%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050117\
Data File : BF094782.D

Aca On > 2 May 2017 6:51

Operator : SJ/MA

Sample : 12892-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.02 2.02 ng 54535 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 74
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 53
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 35
4 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 27
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27

Abundance Scan 1884 (13.018 min): BF094782.D (-1882) (-) m/z 56.00 100.00%
56.0
5000

129.1
16111850 2130 2273 12.80 13.00 13.20 13.40

m/z 57.10 63.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56.0
5000 TT T T[T T I T [T T T T[T T TT[TT
12.80 13.00 13.20 13.40
29.0 m/z 41.00 52.03%
‘ ‘ a0 1290 185.0 213, o 2510
SN D | VIRV e o R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
e A B
12.80 13.00 13.20 13.40
5000 m/z 43.00 45_.08%
29.0
83.0 129.0
157.0 185.0 213.0 257'0281.0 312.0
Wrmmmmwﬁwwwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22128: 1,3-Pentanediol, 2,2,4-trimethyl- R B R e ma
56.0 12.80 13.00 13.20 13.40
m/z 73.00 43.04%
5000
29.0 85.0
Wl 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF050117\
Data File : BF094782.D

Acq On > 2 May 2017 6:51

Operator : SJ/MA

Sample - 12892-05

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.94 23.1 ng 682850 1 5.77 591028 20.0
unknown5 .52 5.52 104.0 ng 3071760 1 5.77 591028 20.0
Hexadecanoic acid... 13.02 2.0 ng 54535 5 14.47 539308 20.0
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