LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100117\
Data File : BF098986.D

Aca On : 1 Oct 2017 12:29

Operator : SJ/JU

Sample : PB102778BL

Misc :

ALS Vial : 4 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-BF092317.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 5.145 516 520 531 rBV 445309 649643 15.60% 2.007%
2 5.534 581 586 589 rBY 3212705 3504365 84.17% 10.824%
3 6.533 750 756 759 rBVY 3148743 3380629 81.20% 10.442%
4 6.675 775 780 783 rBVY 3476317 3557365 85.45% 10.988%
5 6.904 815 819 822 rBV 876204 775985 18.64% 2.397%

7.057 841 845 849 rBV 2873540 2820084 67.74% 8.711%
7.463 908 914 917 rBV 1994368 2278073 54.72% 7.037%
8.180 1031 1036 1040 rBV 1027811 1073784 25.79% 3.317%
9.263 1213 1220 1223 rBV 3565419 4163328 100.00% 12.860%
9.939 1330 1335 1339 rBV2 1226743 1180760 28.36% 3.647%

=
QO ~NO®

11 10.733 1463 1470 1473 rBV 2173050 2163066 51.96% 6.681%
12 11.427 1582 1588 1592 rBV 1342208 1182562 28.40% 3.653%
13 12.821 1822 1825 1832 rVB 127560 103290 2.48% 0.319%
14 13.015 1853 1858 1861 rBV 3485424 3777853 90.74% 11.669%
15 13.527 1941 1945 1948 rBV 88112 72134 1.73% 0.223%

16 14.068 2033 2037 2041 rBV 1066803 942596 22.64% 2.912%
17 15.556 2285 2290 2301 rVB 561181 705608 16.95% 2.180%
18 16.527 2450 2455 2463 rVB2 23460 43317 1.04% 0.134%

Sum of corrected areas: 32374442
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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\BF100117\

BF098986.D
1 Oct 2017 12:29
SJ/Ju
PB102778BL
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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\BF100117\
Data File : BF098986.D

Aca On : 1 Oct 2017 12:29

Operator : SJ/JU

Sample : PB102778BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.15 16.74 ng 649643 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 521 (5.151 min): BF098986.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S R L L
| 83.0 | 4.80 500 5.20 5.40
NS M S SRS m/z 59.00 57.62%
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 LR N RN I L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 18.38%
"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
59.0
480 5.00 520 540
5000 m/z 58.00 15.27%
41.0
73.0 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 R R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.78%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l ARSI
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100117\
Data File : BF098986.D

Aca On : 1 Oct 2017 12:29

Operator : SJ/JU

Sample : PB102778BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.67 Concentration Rank 1

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

6.67 91.69 ng 3557370 1,4-Dichlorobenzene-d4 6.90
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 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF098986.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T T T T T LT
40.0 540 6.40 6.60 6.80 7.00
v v e R 2 N 1S [ N m/z 68.10 39.63%
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 A
5000 U I A UL AL
6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32.82%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.48%
41.0 97.0
53.0
79.0 117.0
wwmmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R AR RamE
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.06%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100117\
Data File : BF098986.D

Aca On : 1 Oct 2017 12:29

Operator : SJ/JU

Sample : PB102778BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.
12.82 2.19 ng 103290 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 81
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 53
4 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 27
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 22

Abundance Scan 1825 (12.821 min): BF098986.D (-1822) (-) m/z 56.10 100.00%
56.1
5000
83.0 129.0 257.2 LIS BULRR BN RN KA
: 1570 185.1 213.2 12.60 12.80 13.00 13.20
e m/z 57.00 52.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.60 12.80 13.00 13.20
29.0 m/z 43.00 41.31%
83 0 129.0 257.0
“ 1l h H \\\ A ‘ 157. O 185 0 213 0 ‘ \‘ 283 0 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360

Abundance
5.0 MJ M

12.60 12.80 13.00 13.20

5000 m/z 41.05 38.11%
29.0
83.0 129.0
157.0 185.0 213.0 257'0281.0 312.0
Wmmmﬁrﬂwmﬁwwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester B B S
57.0 12.60 12.80 13.00 13.20
m/z 55.00 31.46%
5000
239.0
20 85.0 129 0 ‘
213.0 H
ki SO0 | | 220 5120 | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100117\
Data File : BF098986.D

Acq On : 1 Oct 2017 12:29

Operator : SJ/JU

Sample : PB102778BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.15 16.7 ng 649643 1 6.90 775985 20.0
unknown6 .67 6.67 91.7 ng 3557370 1 6.90 775985 20.0
Hexadecanoic acid... 12.82 2.2 ng 103290 5 14.07 942596 20.0
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