LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098003.D

Aca On : 24 Aug 2017 15:50

Operator : SJ/JU

Sample : PB101787BL

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-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 4.951 482 487 500 rvB 221252 309702 8.76% 1.042%
2 5.351 550 555 559 rBY 2894290 3322202 93.96% 11.173%
3 6.375 723 729 732 rBVY 3089026 3362887 95.11% 11.310%
4 6.510 746 752 755 rBVY 3057241 3242723 91.71% 10.905%
5 6.734 787 790 794 rBV 786217 716638 20.27% 2.410%

6.892 813 817 821 rBV 2634091 2540106 71.84% 8.542%
7.304 881 887 890 rBV 1859640 2125430 60.11% 7.148%
8.022 1003 1009 1012 rBV 911060 932611 26.38% 3.136%
9.098 1186 1192 1195 rBV 3367417 3535837 100.00% 11.891%
9.769 1301 1306 1310 rBV 953458 979658 27.71% 3.295%

=
QO ~NO®

11 10.557 1434 1440 1444 rBV 1869033 2032334 57.48% 6.835%
12 11.251 1553 1558 1562 rBV 1150085 1016544 28.75% 3.419%
13 12.845 1822 1829 1832 rBV 3142691 3359787 95.02% 11.299%
14 13.886 1998 2006 2009 rBV 1115186 1056601 29.88% 3.553%
15 15.304 2241 2247 2251 rBV 669240 833261 23.57% 2.802%

16 15.345 2251 2254 2259 rVB 50735 64527 1.82% 0.217%

17 15.751 2318 2323 2329 rBVY 52930 81762 2.31% 0.275%

18 16.227 2399 2404 2411 rVB2 57464 94737 2.68% 0.319%

19 16.780 2493 2498 2506 rVB3 33547 64535 1.83% 0.217%

20 17.439 2605 2610 2617 rVvB4 26823 63179 1.79% 0.212%
Sum of corrected areas: 29735061
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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\BF082417\

BF098003.D

24 Aug 2017 15:50

SJ/Ju

PB101787BL

4 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098003.D

6.356.51
5.35

6.89

7.30

6.73

4.95

0
Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

8.02

1000000

500000

0

TIC: BF098003.D

10.56

11.25
9.77

T
Time--> 8.00

11.50 12.00 12.50 13.00

13.50

8.50

9.50

10.00 10.50 11.00

9.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098003.D

13.89

15.30

.34 15.75 16.78

16.23 17.44

1

Time-->

17.50 18.00 18.50 19.00

4.00 14.50 15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098003.D

Aca On : 24 Aug 2017 15:50

Operator : SJ/JU

Sample : PB101787BL

Misc :

ALS Vial : 4 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:\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.

4.95 8.64 ng 309702 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 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (4.951 min): BF098003.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR A RS SRR
| 83.0 | 4.60 4.80 5.00 5.20
Y| MMM A SN m/z 59.00 53.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR A RS SR
4.60 4.80 5.00 5.20
59.0 m/z 101.00 19.90%
27\'0\ L1 H 70.0 83.0 10%.0
O T T T T o o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 210 m/z 58.00 16.23%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- AT e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.68%
5000
41.0
29.0 101.0
O'W'HMMHJJ“'V““V'“T%Q'ﬁqp'“w'”'w“'w'”l”“l“'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098003.D

Aca On : 24 Aug 2017 15:50

Operator : SJ/JU

Sample : PB101787BL

Misc :

ALS Vial : 4 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:\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 unknown6.51 Concentration Rank 1

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

6.51 90.50 ng 3242720 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 752 (6.510 min): BF098003.D (-746) (-) m/z 132.10 100.00%
13R.1
5000 68.1
400 %1 J "ol 64 650 580
-0 540 : - : :
ol 482L | M4s m/z 68.10 45.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR SRS SN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.28%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 ok oko b
5000 9go 1160 m/z 66.00 28.40%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.34%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.--nu----u---- ISR SRR 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082417\
Data File : BF098003.D

Aca On : 24 Aug 2017 15:50

Operator : SJ/JU

Sample : PB101787BL

Misc :

ALS Vial : 4 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:\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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.27 ng 94737 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 78
4 Tetratetracontane 619 C44H90 007098-22-8 72
5 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 64
Abundance Scan 2405 (16.233 min): BF098003.D (-2399) (-) m/z 57.00 100.00%
5%.0
5000
9.1 R UM SR BN R
| dlmm 207.0 2810 16.00 16.20 16.40 16.60
ol N A i £ m/z 71.10 81.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR UL SRR U R
mmmmmmmm
99.0 m/z 85.10 55.39%
oL 210 \ || 1410 183. 0 225.0 266.0296.0
m/z--> 50 160 1%0 200 2éo 360 3éo '
Abundance
57.0
" 16.00 16.20 16.40 16.60
5000 m/z 43.05 50.31%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3éo '
Abundance #124147: 2-Bromotetradecane R B e e
57.0 16.00 16.20 16.40 16.60
m/z 55.00 24 _.67%
5000
99.0
27,0 l 41.0  197.0
0l— ..'M.J.,...J,... e I e S R I B e
m/z--> 50 100 150 200 250 3m 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082417\
Data File : BF098003.D

Acq On : 24 Aug 2017 15:50

Operator : SJ/JU

Sample : PB101787BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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_95 8.6 ng 309702 1 6.74 716638 20.0
unknown6.51 6.51 90.5 ng 3242720 1 6.74 716638 20.0
Heneicosane 16.23 2.3 ng 94737 6 15.30 833261 20.0
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