LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 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-BF071618 .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 2.366 3 5 15 rVB 411835 521259 14.70% 2.044%
2 2.678 53 58 63 rvB 304338 422072 11.90% 1.655%
3 5.207 484 488 494 rVB 221254 238234 6.72% 0.934%
4 5.607 551 556 559 rBY 1828171 1707014 48.14% 6.692%
5 6.607 721 726 729 rBVY 2026047 1812250 51.11% 7.105%
6 6.754 746 751 754 rBVY 1926067 1884874 53.16% 7 .390%
7 6.984 786 790 793 rVB 1007478 853780 24.08% 3.347%
8 7.136 812 816 820 rVB 1730668 1448783 40.86% 5.680%
9 7.542 881 885 888 rBVY 1437325 1183954 33.39% 4.642%
10 7.954 951 955 965 rBVS8 18343 43277 1.22% 0.170%

11 8.266 1004 1008 1012 rBV 1286881 1037768 29.27% 4._.069%
12 9.342 1185 1191 1194 rBV 2623541 2229172 62.87% 8.740%
13 9.730 1253 1257 1261 rBV 443147 386920 10.91% 1.517%
14 10.030 1303 1308 1311 rBV 1383597 1256657 35.44% 4.927%

15 10.213 1334 1339 1344 rBV6 57751 78042 2.20% 0.306%
16 10.819 1438 1442 1445 rBV 1591880 1323552 37.33% 5.189%
17 11.001 1471 1473 1476 rBV3 38533 39943 1.13% 0.157%
18 11.060 1480 1483 1486 rBV3 71262 88785 2.50% 0.348%
19 11.283 1519 1521 1526 rVB5 24795 35607 1.00% 0.140%
20 11.519 1558 1561 1565 rBV 1313623 1254928 35.39% 4._.920%
21 12.024 1645 1647 1653 rBV7 45995 68072 1.92% 0.267%
22 12.965 1805 1807 1813 rVV6 67165 96345 2.72% 0.378%
23 13.107 1827 1831 1834 rBV 2190433 1913891 53.98% 7.503%
24 13.318 1865 1867 1869 rBV3 41471 36354 1.03% 0.143%

25 13.989 1975 1981 1997 rVB4 1070804 3545699 100.00% 13.901%

26 14.095 1997 1999 2000 rBVZ2 92345 64661 1.82% 0.254%
27 14.171 2009 2012 2017 rVB 1095887 1016391 28.67% 3.985%
28 15.718 2270 2275 2280 rBV 655916 918371 25.90% 3.601%

Sum of corrected areas: 25506655
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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: BF107478.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 n-Hexane Concentration Rank 4

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

2.37 12.21 ng 521259 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 2-Butene. (2)- 56 C4H8 000590-18-1 43
3 1-Butene 56 C4H8 000106-98-9 38
4 2-Butene 56 C4H8 000107-01-7 38
5 Butane, 1-chloro-2-methyl- 106 C5H11ClI 000616-13-7 37

Abundance Scan 6 (2.372 min): BF107478.D (-3) (-) m/z 57.10 100.00%
57.1
5000
2.40 2.50 2.60 2.70 2.80
0 ,....,.'.'.J.,l.l?.g.,..1?.91....2]‘?“3..3. 2405 alsa BT "m/z 41.10 81.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1821: n-Hexane
57.0
5000

240 2.50 2.60 2.70 2.80
m/z 56.10 57.03%

5]

e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
2.40 2.50 2.60 2.70 2.80
5000 m/z 43.05 56.99%
O T e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177: 1-Butene
41.0 2.40 2.50 2.60 2.70 2.80
m/z 39.00 36.26%
5000
O —rrrHorrr e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.40 2,50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Heptane Concentration Rank 5

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

2.68 9.89 ng 422072 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 72
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 45
3 Heptane. 3.4-dimethvl- 128 C9H20 000922-28-1 38
4 Oxetane. 2-propvl- 100 C6H120 004468-64-8 38
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 37

Abundance Scan 58 (2.678 min): BF107478.D (-53) (-) m/z 43.05 100.00%
430
5000
100.0
240 2.60 2.80 3.00
ol el A ! 241778 2417 2859 4215 sz 41.00  75.37%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #3971: Heptane
43.0
5000 [rrr T[T

240 260 2.80 3.00
m/z 71.05 73 .44%

1.0,
e

‘ 100.0
0 e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
L e o e e O A
240 2.60 2.80 3.00
5000 m/z 56.95 56.80%
85.0
O L e e L o o e L o e B LA L i o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #12690: Heptane, 3,4-dimethyl-
43.0 240 2.60 2.80 3.00
m/z 70.00 42 _.45%
5000
85.0
o ‘ | , 1280
e e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 240 260 280 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 3 unknown5.21 Concentration Rank 6

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

5.21 5.58 ng 238234 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 37
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 25

Abundance Scan 488 (5.207 min): BF107478.D (-484) (-) m/z 42.95 100.00%
43.0
5000
101.0 RS | N
4.80 5.00 5.20 5.40 5.60
Ol o 16632021 2880 4109 Th/z 59.05  63.33%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
5000 101.0 SRS SRS R S

4.80 5.00 5.20 5.40 5.60

27.0 m/z 101.00 26.81%
N O Y S
mz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
T e
4.80 5.00 520 5.40 5.60
m/z 58.00 15.65%
5000 101.0
12,0
O L B o e I LA e e e e LI B B e o
mz--> 0 50 100 150 200 250 300 350 400
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 480 5.00 520 5.40 5.60
m/z 38.90 11.05%
5000 101.0
27.0[
0 .WEdJ P T e e e
mz--> 0 50 100 150 200 250 300 350 400 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 2

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

6.75 44_.15 ng 1884870 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 14
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 14

Abundance Scan 750 (6.748 min): BF107478.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
R mmm s
6.40 6.60 6.80 7.00
o LAl L 1903 287.23325 4145 4986 /7 68.10  55.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
A
5000 SR SRS UL SRR
69.0 6.40 6.60 6.80 7.00
m/z 66.00 39.15%
0...|i....|.. e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
AR NN SRS RS
6.40 6.60 6.80 7.00
5000 m/z 134.00 30.83%
33.0
70.0
L L U L L UL UL UL L o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 26 .69%
5000
210 700
O'JJHwh“l'”'|""w"'|'”'|"'w""|”"|"”|' USRS SRS UL R
m/z--> 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107478.D

Aca On 18 Jul 2018 15:34

Operator : JU/SJ

Sample : J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 6 1-Eicosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.99 69.77 ng 3545700 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 78
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 70
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 70
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 64
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 58
Abundance Scan 1981 (13.989 min): BF107478.D (-1975) (-) m/z 57.10 100.00%
57.1
5000 ﬂw,JJNwmwiJ/}\\V““««Wumwmﬂw
e AN
ok, ,“LL, .~.J.,..!. S e s e M/z 71.10  73.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #127766: 1-Eicosene
43.0
97.0
5000 AR AR BRI U B
anmmmmmmm
m/z 43.05 68.39%
2800
. ,,\L ) H szl 200
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 69.05 64.01%
111.0
ol 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriaconty| pentafluoropropionate L B o
57.0 13.60 13.80 14.00 14.20 14.40
m/z 97.10 63.82%
5000
1.0
ob | 167.0222.0278.0 334.0 391.0 446.0 504.0 650.0
miz--> 0 éo 160 1%0 200 250 300 350 400 4éo 500 séo 660 eéo ! 1360 1380 1400 1420 1J4o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071818\
Data File : BF107478.D

Acq On 18 Jul 2018 15:34

Operator : JU/SJ

Sample - J4019-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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]
n-Hexane 2.37 12.2 ng 521259 1 6.98 853780 20.0
Heptane 2.68 9.9 ng 422072 1 6.98 853780 20.0
unknown5.21 5.21 5.6 ng 238234 1 6.98 853780 20.0
unknown6.75 6.75 44_.1 ng 1884870 1 6.98 853780 20.0
1-Eicosene 13.99 69.8 ng 3545700 5 14.17 1016390 20.0
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