LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062218\

Data File : BF106716.D

Aca On - 22 Jun 2018 18:50 Instrument :
Operator : JU/SJ gmgigamlem'
a?zgle ; J3573-02 SBA%COME
ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.207 484 488 498 rBV 99872 145240 7.16% 0.978%
2 5.607 551 556 559 rBY 1311401 1347766 66.44% 9.077%
3 6.607 720 726 729 rBVY 1192781 1434576 70.72% 9.661%
4 6.736 743 748 751 rBVY 1309559 1426767 70.34% 9.609%
5 6.960 782 786 789 rBV 380845 327874 16.16% 2.208%
6 7.119 808 813 816 rBVY 1187512 1160908 57.23% 7.818%
7 7.525 876 882 885 rBV 920887 089441 48.78% 6.664%
8 8.242 999 1004 1007 rBV 437849 412266 20.32% 2.776%
9 9.319 1181 1187 1190 rBV 1666457 1766816 87.10% 11.899%
10 9.707 1249 1253 1258 rBV 265764 221838 10.94% 1.494%
11 9.907 1284 1287 1291 rBV 28471 25717 1.27% 0.173%
12 10.001 1298 1303 1308 rVB 548349 496809 24.49% 3.346%
13 10.407 1370 1372 1375 rVB 47528 37860 1.87% 0.255%
14 10.795 1433 1438 1442 rBV 1139528 1257075 61.97% 8.466%
15 10.883 1450 1453 1463 rvVB2 50892 57986 2.86% 0.391%

16 11.489 1552 1556 1560 rBV 610086 558949 27 .56% 3.764%
17 12.954 1803 1805 1808 rVB 33057 25135 1.24% 0.169%
18 13.083 1821 1827 1830 rBV 1799480 2028419 100.00% 13.661%
19 13.954 1971 1975 1987 rBV 185138 189132 9.32% 1.274%
20 14.142 2003 2007 2010 rBV 541449 489085 24.11% 3.294%

21 14.595 2080 2084 2089 rBV3 23582 33038 1.63% 0.223%

22 15.677 2262 2268 2275 rVB 302215 395169 19.48% 2.661%

23 16.195 2350 2356 2360 rBv4 8878 20572 1.01% 0.139%
Sum of corrected areas: 14848438
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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

o Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
: BF106716.D

: 22 Jun 2018 18:50

: Ju/sd

: J3573-02

8 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106716.D
1500000
5.61 6.74
6.61 7.12
1000000 752
500000
6.96
5.21
0 —r—— 77— T T T T T T T T T T —
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106716.D
9.32 13,08
1500000
10.80
1000000
10.00 11.49
500000 8.24
9.71
A 99 10.41 0.88 12.94
o Lﬁ I L o A e o e e e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106716.D
1500000
1000000
14.14
500000
15.68
13.95
14.59 16.19
Ot T T T T e e = L i i B e e e e e e B ey B B B
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106716.D

Aca On : 22 Jun 2018 18:50

Operator : JU/SJ

Sample : J3573-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.21 8.86 ng 145240 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 488 (5.207 min): BF106716.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SRS SRS LR
| 83.0 4.80 5.00 5.20 5.40 5.60
o) EEEEEESROY N ¥ UCHISSSOY P | RS eSS S m/z 59.00 57.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.10 19.50%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 480 500 520 540 580
5000 m/z 58.00 16.09%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e ERam paa R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.29%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106716.D

Aca On : 22 Jun 2018 18:50

Operator : JU/SJ

Sample : J3573-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 87.03 ng 1426770 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106716.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 rrrrrrTyrrrrrTTT T T T T
400 540 6.40 6.60 6.80 7.00
O eyttt 849 L3070 L m/z 68.10 36.46%
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 N
5000 LA S S LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.08%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .43%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e B R
132.0 6.40 6.60 6.80 7.00
m/z 96.10 14 _.30%
97.0
5000 0.0
52.0
810 ‘ 86.0 116.0
o A ARARS RN R RS LR AR SRS AARAN AR SARAS EAASS SAASS ARRERA A S S LR
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106716.D

Aca On : 22 Jun 2018 18:50

Operator : JU/SJ

Sample : J3573-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.07 ng 57986 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
Abundance Scan 1452 (10.877 min): BF106716.D (-1450) (-) m/z 57.05 100.00%
5%.0
5000 85.1
410
113.0 10.60 10.80 11.00 11.20
o e | M/z 43.00 69.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57.0
5000 LR DR S B S
0 85.0 1060 1080 11.00 11.20
4l m/z 71.05 64.45%
miz--> A 150 1210 pPaasreansentent
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 85.10 45 _.95Y%
41.0 85.0
0L, 20.0 113.0 1410 184.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0 10.60 10.80 11.00 11.20
m/z 41.00 28.05%
85.0
5000 1o
oL15.0 J I, , 1130 1410 1690 1980
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 15';0 2(')0 ' 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106716.D

Aca On : 22 Jun 2018 18:50

Operator : JU/SJ

Sample : J3573-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 7.73 ng 189132 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1974 (13.948 min): BF106716.D (-1971) (-) m/z 57.00 100.00%
57.0
97.0
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—r
39.1 13.60 13.80 14.00 14.20
Of———b! m/z 43.05 90.02%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 U AR AR B
13.60 13.80 14.00 14.20
m/z 83.05 87 .92%
o250 | U | \H || 1390 1960 2690 300
m'z--> 0 50 100 150 260 250 300 350 400
Abundance
55.0
AUV
97.0 13.60 13.80 14.00 14.20
5000 m/z 55.00 87 .76%
0l14.0 139.0 1810 308.0
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate I AR RREae RS
57.0 13.60 13.80 14.00 14.20
m/z 69.05 76.41%
97.0
5000
169.0
ot ALy T 200 s0 a0
m'z--> 0 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF061918.M Mon Jun 25 13:26:07 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106716.D

Acq On : 22 Jun 2018 18:50

Operator : JU/SJ

Sample - J3573-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 8.9 ng 145240 1 6.96 327874 20.0
unknown6 .74 6.74 87.0 ng 1426770 1 6.96 327874 20.0
Pentadecane 10.88 2.1 ng 57986 4 11.49 558949 20.0
Trifluoroacetoxy ... 13.95 7.7 ng 189132 5 14.14 489085 20.0
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