LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097327.D

Aca On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample = 14542-01

Misc :

ALS Vial : 7 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-BF072517.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 4.569 453 456 472 rBV 122260 199582 9.20% 1.071%
2 5.039 532 536 557 rBVY 1654200 1907256 87.93% 10.239%
3 6.110 714 718 732 rBVY 1941728 2169075 100.00% 11.644%
4 6.216 732 736 747 rVB 2254953 2142959 98.80% 11.504%
5 6.439 771 774 785 rVB 679986 676832 31.20% 3.633%

6.598 797 801 813 rBV 1583989 1444667 66.60% 7.755%
7.010 867 871 888 rBV 1348239 1393013 64.22% 7.478%
7.722 989 992 1011 rVB 1004444 960601 44.29% 5.157%
8.798 1171 1175 1179 rBV 1976216 1781829 82.15% 9.565%
9.198 1240 1243 1252 rBV 366638 306432 14.13% 1.645%

=
QO ~NO®

11 9.463 1284 1288 1295 rBV2 1110243 982213 45.28% 5.273%
12 10.251 1418 1422 1431 rBV 1071547 1014534 46.77% 5.446%

13 10.386 1442 1445 1454 rBV 25200 38096 1.76% 0.205%
14 10.933 1535 1538 1542 rBvV 912508 820038 37.81% 4.402%
15 11.492 1630 1633 1639 rBvV3 42910 54041 2.49% 0.290%
16 12.515 1803 1807 1811 rBVY 1517568 1374726 63.38% 7 .380%
17 13.439 1961 1964 1975 rvB2 36625 70698 3.26% 0.380%
18 13.557 1980 1984 1990 rVB 729813 684561 31.56% 3.675%
19 13.815 2024 2028 2031 rBvVv6 12580 24699 1.14% 0.133%
20 14.898 2207 2212 2216 rBV 495621 559101 25.78% 3.001%
21 18.368 2798 2802 2809 rBVS8 10207 23048 1.06% 0.124%
Sum of corrected areas: 18628001
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097327.D

Aca On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample : 14542-01

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097327.D

2000000 6.11
5.04 6.60

1500000 7.01

1000000
6.44

500000

bl

e S e

T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097327.D

2000000 8.80

12.52
1500000

9.46 10.25
1000000 10.93
135

500000

{ 10.39 11.49 | 13.4

e

ot e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF097327.D

2000000

1500000

1000000

14.90
500000

13.82 18.37

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097327.D

Aca On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample : 14542-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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_.57 5.90 ng 199582 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 456 (4.569 min): BF097327.D (-453) (-) m/z 42.95 100.00%
43.0
5000 591
| mo O 250 i 450 45 560
ottt e e e m/z 59.10 50.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR IR UL R
59.0 420 440 460 4.80 5.00
m/z 58.00 14 _.47%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 460 4.80 5.00
5000 m/z 101.10 13.69%
410 101.0
o 15.0 310 77 510 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R e e R
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 8.51%
5000
58.0
. 15.0 27.0 B | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097327.D

Aca On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample : 14542-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.22 Concentration Rank 1

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

6.22 63.32 ng 2142960 1,4-Dichlorobenzene-d4 6.45
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.222 min): BF097327.D (-732) (-) m/z 132.00 100.00%
132.0
5000 681
96.1 ARBENAREE AR SRR
40.0 540 5.80 6.00 6.20 6.40 6.60
o..,....,....,...'.,"!..:,'.!..,.:ln.'...'..,??;9,...'.,}97.-9...,....,-'...,... m/z 68.10 35.71%
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 R
5000 ISR SRS A SRR
5.80 6.00 6.20 6.40 6.60
2.0 510 ‘ m/z 134.00 33.41%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.20 6.40 6.60
5000 67.0 m/z 66.00 23.66%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole e ERaREEEEEE L

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 13.94%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097327.D

Aca On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample : 14542-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.44 2.07 ng 70698 Chrysene-di12 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 64
2 6.10.14-Trimethvl-pentadecan-2-ol 270 C18H380 1000143-49-8 43
3 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 43
4 Sulfurous acid. cvclohexvlmethvl... 416 C24H4803S 1000309-22-5 43
5 2-Hexyl-1-octanol 214 C14H300 019780-79-1 38

Abundance Scan 1964 (13.439 min): BF097327.D (-1961) (-) m/z 57.05 100.00%

5000

13.20 13.40 13.60 13.80

0 m/z 55.00 90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43.0
5000 830 LIRS

nmnmnmnm
111.0 m/z 43.10 67 .53%

\‘ ‘1400 1680 1960 2240 2660 2940 322.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
N BEEEEEE s
71.0 13.20 13.40 13.60 13.80
5000 97.0 m/z 83.05 58.36%
126.0
0 196.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester R AR Em s
97.0 13.20 13.40 13.60 13.80
m/z 97.00 57.71%
5000 5°.0
o0 ¥ U4 1270 1550 2250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13. 40 13. 60 13 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097327.D

Acq On : 3 Aug 2017 20:07

Operator : SJ/JU

Sample : 14542-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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_57 5.9 ng 199582 1 6.45 676832 20.0
unknown6 .22 6.22 63.3 ng 2142960 1 6.45 676832 20.0
11-Tricosene 13.44 2.1 ng 70698 5 13.56 684561 20.0
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