LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104512.D

Aca On : 14 Apr 2018 8:25

Operator : JU/SJ

Sample = J2368-06

Misc :

ALS Vial : 43 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-BF040618.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 5.004 493 496 502 rBV 111906 112462 3.17% 0.562%
2 5.422 563 567 580 rVB 1166532 993147 28.00% 4.964%
3 6.034 668 671 680 rBV 35184 38007 1.07% 0.190%
4 6.440 736 740 746 rBV 686442 633598 17.86% 3.167%
5 6.575 759 763 767 rBVY 1981092 1808181 50.97% 9.037%
6 6.804 799 802 806 rBV 805461 699191 19.71% 3.494%
7 6.963 825 829 833 rBVY 2684871 2568700 72.41% 12.838%
8 7.375 893 899 902 rBVY 2011265 2025464 57.10% 10.123%
9 8.092 1017 1021 1024 rBV 1112844 913129 25.74% 4.564%
10 9.169 1199 1204 1207 rBVY 3767290 3547270 100.00% 17.729%
11 9.557 1267 1270 1279 rVB 91966 88524 2.50% 0.442%
12 9.845 1314 1319 1328 rVB 1021134 928731 26.18% 4.642%
13 10.275 1385 1392 1395 rBvV2 64353 59114 1.67% 0.295%
14 10.639 1450 1454 1464 rVB 1171212 1113043 31.38% 5.563%
15 10.745 1470 1472 1479 rVB 48979 49456 1.39% 0.247%

16 11.333 1568 1572 1576 rBV 800046 716064 20.19% 3.579%
17 12.739 1808 1811 1818 rBV3 60235 48917 1.38% 0.244%
18 12.927 1838 1843 1846 rBV 2685271 2476713 69.82% 12.378%
19 13.821 1991 1995 2004 rBV 81928 101793 2.87% 0.509%
20 13.980 2018 2022 2029 rVB 684635 627959 17.70% 3.138%

21 15.445 2265 2271 2280 rBV 330677 459015 12.94% 2.294%

Sum of corrected areas: 20008478
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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\BF041318\

BF104512.D

14 Aor 2018 8:25

JussJ

J2368-06

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104512.D

Aca On : 14 Apr 2018 8:25

Operator : JU/SJ

Sample : J2368-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.00 3.22 ng 112462 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 495 (4.998 min): BF104512.D (-493) (-) m/z 43.00 100.00%
43
59
5000
101 SRR SR
| 83 4.60 4.80 500 5.20 5.40
b e e e e || M/Z 59.00 61 74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR L N UL I
460 480 500 520 540
m/z 101.10 22.97%
15 31 101
o . 25.° 37, 53 83 \
miz--> e A e A A AR A
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.10 15.64%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e P
50 4.60 4.80 500 5.20 5.40
m/z 41.00 10.90%
5000 41
31
| © g
0 "'I'}é'I""I""I""I??"I""I""I""I' '9?I""I' SRABENRARSRARSS RARSS L
m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104512.D

Aca On : 14 Apr 2018 8:25

Operator : JU/SJ

Sample : J2368-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 2

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

6.57 51.72 ng 1808180 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 762 (6.569 min): BF104512.D (-759) (-) m/z 132.00 100.00%
5000 68
6 e
40 54 | 75 104 ‘ 6.20 6.40 6.60 6.80 7.00
o....,...::u..?,n..??..-.',..':.,..??,..!.,.':..,.1.1.5.,....,'...,.. m/z 68.00 43.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR R AL
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 30.99%
38 44
0”'Wh”wﬁl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“”I”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132
97 620 640 6.60 6.80 7.00
5000 o m/z 66.00 27 .44%
52
0 st 44 60 78 gg 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R L R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.40%
5000
104
P ST B . 117
O e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041318\
Data File : BF104512.D

Aca On : 14 Apr 2018 8:25

Operator : JU/SJ

Sample : J2368-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Nonadecyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.24 ng 101793 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
3 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 90
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 87
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
Abundance Scan 1995 (13.821 min): BF104512.D (-1991) (-) m/z 57.10 100.00%
57 83
5000
I 139 207 13.60 13.80 14.00 14.20
0 ey m/z 83.10 86.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000
15 13.60 13.80 14.00 14.20
m/z 43.00 79.13%
m/z--> 50 200 250 300 350 400
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 97.10 76.67%
29 125
0 77 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #156543: Isobutyl tetradecyl carbonate
57 13.60 13.80 14.00 14.20
m/z 55.10 76.03%
5000
83
L2 L L 0 200 1
m/z--> 5 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041318\
Data File : BF104512.D

Acq On : 14 Apr 2018 8:25

Operator : JU/SJ

Sample - J2368-06

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 3.2 ng 112462 1 6.80 699191 20.0
unknown6 .57 6.57 51.7 ng 1808180 1 6.80 699191 20.0
Nonadecyl pentafl... 13.82 3.2 ng 101793 5 13.98 627959 20.0
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