LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102180.D

Aca On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample : J1144-07

Misc :

ALS Vial : 33 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-BF010918.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 4.940 480 485 497 rVB 187971 304229 7.52% 0.928%
2 5.334 547 552 555 rBVY 3329917 3985885 98.55% 12.157%
3 6.363 720 727 731 rBVY 3451399 4044403 100.00% 12.336%
4 6.492 743 749 752 rBVY 4048152 4013960 99.25% 12.243%
5 6.716 784 787 791 rBV 965441 854046 21.12% 2.605%

6.875 809 814 817 rBV 3213114 3030881 74.94% 9.244%
7.286 878 884 887 rBvV 2371017 2532252 62.61% 7.724%
7.998 1001 1005 1009 rBV 1257095 1113491 27.53% 3.396%
4258028 3946796 97.59% 12.038%
9.469 1252 1255 1259 rBvV 378492 322118 7.96% 0.982%
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11 9.751 1295 1303 1307 rBV2 1260557 1141939 28.24% 3.483%
12 10.469 1420 1425 1428 rBV 76790 68270 1.69% 0.208%
13 10.539 1432 1437 1441 rBV 2067780 2136217 52.82% 6.516%
14 11.233 1551 1555 1559 rBV 1128555 928411 22.96% 2.832%
15 12.645 1792 1795 1798 rVB 80446 64284 1.59% 0.196%

16 12.704 1800 1805 1807 rBV 93640 127821 3.16% 0.390%
17 12.821 1820 1825 1828 rBV 2709261 2475276 61.20% 7 .550%
18 13.710 1973 1976 1984 rBV 346756 324093 8.01% 0.989%
19 13.862 1998 2002 2006 rBV 695784 672173 16.62% 2.050%
20 15.280 2238 2243 2247 rBV 561523 649468 16.06% 1.981%

21 15.768 2324 2326 2331 rVB4 41711 49903 1.23% 0.152%

Sum of corrected areas: 32785916
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BFO011718\

BF102180.D

18 Jan 2018 5:56

SJ/Ju

J1144-07

33 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102180.D

Aca On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample : J1144-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4

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

4.94 7.12 ng 304229 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 485 (4.940 min): BF102180.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 W50 ako sho 5ko
83.0 : : : :
....,....','...~:|i....,'....~,|....,....,....,....,....,297.-9. m/z 59.00 59.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB AR R R
59.0 460 480 500 520
150 1010 m/z 101.00 19.80%
\M‘ i Tl 83'0 \‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 m/z 58.00 15.60%
43.0 101.0
27.0 83.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3152: 5-Hexen-2-one  Rmma s A
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.39%
5000
27.0
[, 1| |eso 830990
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102180.D

Aca On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample : J1144-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 94 .00 ng 4013960 1,4-Dichlorobenzene-d4 6.72
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102180.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR R R LR
40.1 540 6.20 6.40 6.60 6.80
gL0 e m/z 68.10 38.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS A LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.20%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 25.24%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I B R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.81%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| L B RS B
m/z--> 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 : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102180.D

Aca On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample : J1144-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 4 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.80 ng 127821 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2-Trimethvisilvl-3-trimethvlsily... 228 C8H20N4Si2 1000373-05-5 70
3 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 59
4 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 58
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 50
Abundance Scan 1804 (12.698 min): BF102180.D (- 1800) ) m/z 213.10 100.00%
18.1
5000
119.1 SRS LN | R
390 650 910 \ 1411 165.1 12.40 12.60 12.80 13.00
e O OO IO o il I | .I'..,..z??ﬁ m/z 119.10 26.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 BRSNS IR
12,40 12.60 12.80 13.00
119.0 m/z 228.10 16.26%
65.0 91‘ 0 ‘ 165.0
mz> %0 40 80 80 100 130 140 180 180 200 230 250 2%
Abundance
213.0
12.40 12,60 12.80 13.00
5000 m/z 214.10 15.68%
73.0
45.0 99.0 1150 1410 170
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane R RS mEm e e
218.0 12.40 12.60 12.80 13.00
m/z 91.05 11.89%
5000
119.0 242.0
390 650 910 1410 169.0 195.0
miz-> 20 40 éo 80 100 120 150 160 180 200 220 240 260 12.40 12.60 12.80 13.00

8270-BF010918.M Thu Jan 18 12:22:57 2018 Page: 5



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011718\
Data File : BF102180.D

Aca On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample : J1144-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 5 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 9.64 ng 324093 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1976 (13.710 min): BF102180.D (-1973) (-) m/z 57.10 100.00%
57.1
97.1
5000
125.1 UL BN B
154.2 13.40 13.60 13.80 14.00
—_— o T m/z 55.00 98.40%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 SR AR SRR IR SR
1340 13.60 13.80 14.00
200 195.0 m/z 43.10 95.24%
L \‘ ||| 154018202100 2550 356.0
m/z--> 50 150 200 250 300 350
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 86.46%
27,0 139.0167.0196.0  238.0266.0294.0
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol e B
55,0 83.0 13.40 13.60 13.80 14.00
m/z 69.10 76 .66%
27,0 J \J}3f0}67019602240252028003080
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011718\
Data File : BF102180.D

Acq On : 18 Jan 2018 5:56

Operator : SJ/JU

Sample - J1144-07

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.94 7.1 ng 304229 1 6.72 854046 20.0
unknown6 .49 6.49 94_.0 ng 4013960 1 6.72 854046 20.0
Phenol, 4,4"-(1-m... 12.70 3.8 ng 127821 5 13.86 672173 20.0
Pentafluoropropio... 13.71 9.6 ng 324093 5 13.86 672173 20.0
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