LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104765.D

Aca On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample : J2504-01

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:\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 5.028 496 500 507 rBV 97270 135968 4_.57% 0.559%
2 5.440 564 570 573 rBVY 2596120 2731627 91.90% 11.223%
3 6.457 738 743 760 rBVY 2364963 2854669 96.04% 11.729%
4 6.587 760 765 768 rBVY 3119551 2851981 95.95% 11.718%
5 6.639 771 774 780 rVB 46804 49826 1.68% 0.205%
6 6.810 799 803 806 rBV 739039 571886 19.24% 2.350%
7 6.969 825 830 833 rBVY 2551525 2239775 75.36% 9.203%
8 7.381 894 900 903 rBVY 1782119 1709528 57.52% 7.024%
9 8.092 1017 1021 1027 rBV 861590 750946 25.27% 3.085%
10 9.169 1200 1204 1207 rBvV 3225327 2972246 100.00% 12.212%
11 9.563 1267 1271 1278 rBV 368325 321353 10.81% 1.320%
12 9.769 1302 1306 1311 rBV 56428 49421 1.66% 0.203%
13 9.851 1316 1320 1328 rVV 976970 809567 27.24% 3.326%
14 10.269 1388 1391 1394 rvVvB2 71923 61283 2.06% 0.252%
15 10.645 1451 1455 1463 rBY 1798574 1705980 57.40% 7 .009%
16 10.745 1469 1472 1482 rVB 68084 80612 2.71% 0.331%
17 11.192 1545 1548 1551 rBvV 38811 31462 1.06% 0.129%

18 11.339 1569 1573 1583 rBV 787491 736234 24.77% 3.025%
19 12.927 1839 1843 1847 rBV 2462736 2488664 83.73% 10.225%
20 13.815 1991 1994 1998 rBV 75124 81667 2.75% 0.336%
21 13.986 2019 2023 2027 rBV 624953 649253 21.84% 2.668%
22 15.462 2270 2274 2282 rVB 339771 454556 15.29% 1.868%

Sum of corrected areas: 24338504
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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:\HPCHEM1I\BNA F\DATA\BF042418\

BF104765.D

24 Apr 2018 19:14

JussJ

J2504-01

16 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\BF042418\
Data File : BF104765.D

Aca On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample : J2504-01

Misc :

ALS Vial : 16 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 3

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

5.03 4.76 ng 135968 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104765.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 460 4.80 5.00 5.20 5.40
ST 1SSV ..~ — m/z 59.00 67.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S R
460 4.80 5.00 5.20 5.40
m/z 101.00 23.35%
31 101
'w'“w'“Tﬂ'“ﬂ'“l“‘WH'W'“'E%'R%'$'“V'“|“'WH'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 43 m/z 58.00 17.05%
31
15 69 87
wmmmwmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 10.70%
5000 41
68
"|'"w""|"”HIL'?g'd*i"wl""|'“'|""|“"|"'w'%%§|“"%4?"| e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104765.D

Aca On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample : J2504-01

Misc :

ALS Vial : 16 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 unknown6.59 Concentration Rank 1

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

6.59 99.74 ng 2851980 1,4-Dichlorobenzene-d4 6.81
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF104765.D (-760) (-) m/z 132.00 100.00%
32
5000
68
96 e ek A Ra 700
40 4o 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:;-..‘.‘7.,....??.I.'....,..f.‘?,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  34.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S IR UL R
6.20 6.40 6.60 6.80 7.00
78 m/z 68.10 29.65%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 18.58%
104
T LT A, 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e o e R b
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12.78%
5000
15 28 39 s O 77 90 104 4
mzs T % 3 4o B 6 T 85 6 10 130 130 130 150 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104765.D

Aca On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample : J2504-01

Misc :

ALS Vial : 16 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 Sulfurous acid, pentadecyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.19 ng 80612 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
Abundance Scan 1473 (10.751 min): BF104765.D (-1469) (-) m/z 57.10 100.00%
43
5000
9 113 137 1 16 130 1040 1060 10,80 1106 "
e ARA L m/z 71.05 75.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
57
71
5000 85 AU SRS B
10,40 10.60 10.80 11.00
97 m/z 43.05 62.19%
e LTI s a1 210
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 NN UL SN
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.05 42 .52%
29
15 99 113 127 141 155 160 198
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57 10.40 10.60 10.80 11.00
43 m/z 41.05 25.97%
71
5000 85
29 99
18 | M [ A 113 127 141 155 169 183 212
m/z--> 20 4'0 6|O 80 1(')0 150 14'10 160 180 200 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104765.D

Aca On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample : J2504-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.52 ng 81667 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
5 1-Hexacosanol 382 C26H540 000506-52-5 87
Abundance Scan 1995 (13.821 min): BF104765.D (-1991) (-) m/z 57.10 100.00%
57 97
5000 vthANwWLNMﬂNAVMJXfuMJ\WVAA
125149171 205 239 ome3ys 1360 13.80 14.00 14.20
m/z 97.05 89.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 LI LN B SULBUL I
11 13.60 13.80 14.00 14.20
m/z 69.10 81.86%
29 ‘ 169,19
II\‘I\I\“ ‘\\\I\I I\ l|||25|5|||||||||||||4|.0|6|
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 R AN SR SRR B
13.60 13.80 14.00 14.20
5000 11 m/z 43.10 78.01%
29
139 182 210 255 356 W
mz-> 50 100 150 200 250 300 350 400
Abundance #207396: Bromoacetic acid, octadecyl ester RS EmmEs o L
43 13.60 13.80 14.00 14.20
69 m/z 83.10 74 .56%
97
5000
,,W, Hxl“?:*,lfﬂ, 220 e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF040618.M Wed Apr 25 15:29:12 2018 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\
Data File : BF104765.D

Acq On : 24 Apr 2018 19:14

Operator : JU/SJ

Sample - J2504-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 4.8 ng 135968 1 6.81 571886 20.0
unknown6 .59 6.59 99.7 ng 2851980 1 6.81 571886 20.0
Sulfurous acid, p... 10.75 2.2 ng 80612 4 11.34 736234 20.0
Heptafluorobutyri... 13.82 2.5 ng 81667 5 13.99 649253 20.0
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