LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106399.D

Aca On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample : J3446-03

Misc :

ALS Vial : 14 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-BF061118.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 5.213 485 489 497 rVB 298860 411045 10.42% 1.162%
2 5.613 553 557 564 rBY 3655116 3844677 97.48% 10.871%
3 6.584 713 722 723 rBV 36710 47347 1.20% 0.134%
4 6.613 723 727 736 rVB 3454451 3944142 100.00% 11.152%
5 6.748 746 750 753 rBVY 3782888 3699481 93.80% 10.461%
6 6.966 783 787 791 rVB 1200836 961423 24.38% 2.719%
7 7.125 810 814 817 rVB 3291713 2987126 75.74% 8.446%
8 7.531 877 883 886 rBY 2551763 2705351 68.59% 7 .650%
9 7.619 890 898 906 rvVv 61837 74925 1.90% 0.212%
10 8.248 1001 1005 1008 rBV 1482370 1188536 30.13% 3.361%

11 9.325 1183 1188 1191 rBV 4094663 3893804 98.72% 11.010%
12 9.713 1250 1254 1257 rBV 910531 679811 17.24% 1.922%

13 9.919 1286 1289 1293 rBV 64816 54741 1.39% 0.155%
14 10.007 1300 1304 1308 rVvB2 1526678 1284914 32.58% 3.633%
15 10.401 1367 1371 1372 rBV 49528 40185 1.02% 0.114%
16 10.419 1372 1374 1378 rVB 109206 97435 2.47% 0.276%
17 10.642 1407 1412 1414 rBV 42051 47653 1.21% 0.135%

18 10.801 1435 1439 1442 rBV 2637559 2646375 67.10% 7.483%
19 10.895 1452 1455 1461 rBV 130717 127712 3.24% 0.361%
20 11.342 1528 1531 1534 rBV 72804 62460 1.58% 0.177%

21 11.495 1554 1557 1561 rBV 1272907 1190162 30.18% 3.365%
22 12.007 1642 1644 1647 rBV2 49050 40102 1.02% 0.113%
23 13.083 1823 1827 1830 rBV 3314746 3054544 77 .45% 8.637%
24 13.966 1974 1977 1985 rBV 129765 129560 3.28% 0.366%
25 14.107 1998 2001 2004 rBV 141116 117067 2.97% 0.331%

26 14.142 2004 2007 2011 rBV 1001163 971668 24.64% 2.747%
27 14.601 2082 2085 2093 rBV5 48091 81344 2.06% 0.230%
28 15.677 2263 2268 2275 rVB 770594 982143 24 .90% 2.777%

Sum of corrected areas: 35365733
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106399.D

13 Jun 2018 18:53

JussJ

J3446-03

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106399.D

Aca On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample : J3446-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 8.55 ng 411045 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 488 (5.207 min): BF106399.D (-485) (-) m/z 43.00 100.00%
a3
59
5000
ot 480 500 520 540 560
o.”,.”.,.”.,”??m..w??:w...w..”,§?”,..u,tu.,. m/z 58.95 58.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS DS RS B

480 5.00 520 5.40 5.60
59 m/z 101.10 19.36%

101
0 21 37| 53 ‘ 67 77 83 o1
T s W o LS S T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e A
57 4.80 5.00 520 5.40 5.60
5000 m/z 58.00 15.97%
29 101
o 15 37 51 73 83 95
I A s W L aam s o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- R R REARR R
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.76%
5000 41
69 87
15 \ 53 | 98
0.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“
m/z--> 10 20 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106399.D

Aca On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample : J3446-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 76.96 ng 3699480 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.748 min): BF106399.D (-746) (-) m/z 132.10 100.00%
132
5000 68
6.40 6.60 6.80 7.00
o} R B m/z 68.10 43.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR R UL R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.85%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.61%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal RS R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.96%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | S Y|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106399.D

Aca On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample : J3446-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.15 ng 127712 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 10-MethvlInonadecane 282 C20H42 056862-62-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1456 (10.901 min): BF106399.D (-1452) (-) m/z 57.00 100.00%
57
5000 85
, 13, 1060 1080 11,00 1120
| || I . I il | 0,
ottt bt e e e e e e m/z 71.05 77 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 RN SN BN
10.60 10.80 11.00 11.20
29 m/z 43.00 66.25%
113
o ‘ |y T 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 10,60 10.80 11.00 11.20
5000 m/z 85.05 42 .10%
154
29
. 113 267
AN A LR RN LA LARAS LARN LR RARAS LSS LA EARAN LAY SRS LAAR EARA KRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane R REE map e
57 10.60 10.80 11.00 11.20
m/z 41.00 31.10%
85
5000
29 113
0 U 14 169 197 225 253 296
m/z--> 2'0 4'0 6|O 80 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10 10 60 10. 80 11. 00 11. 20

8270-BF061118.M Thu Jun 14 14:34:01 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106399.D

Aca On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample : J3446-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 5 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.67 ng 129560 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1978 (13.971 min): BF106399.D (-1974) (-) m/z 57.00 100.00%

57

97

5000
155 183 217 13.60 13.80 14.00 14.20
o m/z 43.00 87.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
5000 LA L L L L L L L LB B B
13.60 13.80 14.00 14.20
29 125 m/z 55.00 76.78%
o L Ao o2t o o0
m/z--> 50 200 250 300 350 400 450
Abundance
57
97 LIS LI L L L L L L B I
13.60 13.80 14.00 14.20
5000 m/z 97.05 58.56%
125
29 169
0 196 224 252 297 448
T L o i o e e L L I i o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane A RS REEE LT
57 13.60 13.80 14.00 14.20
97 m/z 69.05 57.38%
5000
29 125
oL ] || s 196228 260 g0
I Lo i e o e e e  LANAR N e e s o i o R e A EEERE
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106399.D

Acq On : 13 Jun 2018 18:53

Operator : JU/SJ

Sample - J3446-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_M
Quant Title : 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 8.6 ng 411045 1 6.97 961423 20.0
unknown6.75 6.75 77.0 ng 3699480 1 6.97 961423 20.0
Tetracosane 10.90 2.1 ng 127712 4 11.50 1190160 20.0
Pentafluoropropio... 13.97 2.7 ng 129560 5 14.14 971668 20.0
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