LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092086.D

Aca On > 4 Jan 2017 23:41

Operator : UM/SJ

Sample : 11004-10

Misc :

ALS Vial : 15 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-BF122116.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 4.093 191 193 197 rBv 46676 67681 1.33% 0.199%
2 4.801 253 255 263 rBV 519007 704345 13.85% 2.069%
3 5.259 293 295 298 rBVY 2338710 2561904 50.36% 7.526%
4 6.322 386 388 390 rBY 2173136 2031618 39.94% 5.968%
5 6.436 395 398 400 rBY 5132676 5086987 100.00% 14.945%

6.664 415 418 420 rBvV 818782 1129615 22.21% 3.319%
6.813 429 431 434 rBV 3840432 4298594 84.50% 12.628%
7.236 464 468 470 rBV 2533181 3252694 63.94% 9.556%
7.945 527 530 533 rBV 1732734 1574896 30.96% 4.627%
9.030 622 625 627 rBVY 3813866 3877822 76.23% 11.392%

=
QO ~NO®

11 9.693 681 683 685 rvB 954319 802183 15.77% 2.357%
12 10.482 749 752 755 rBV 2008710 2189972 43.05% 6.434%
13 11.168 810 812 815 rBV 695883 757963 14 .90% 2.227%
14 12.768 949 0952 954 rBV 2629015 3482491 68.46% 10.231%
15 13.797 1040 1042 1045 rBV 591271 648169 12.74% 1.904%

16 14.608 1110 1113 1114 rBvV2 40845 74035 1.46% 0.217%

17 14.654 1114 1117 1119 rVvVv 49848 122362 2.41% 0.359%

18 14.825 1127 1132 1133 rBvV5 17899 53152 1.04% 0.156%

19 15.168 1159 1162 1165 rBvV 788363 1152299 22.65% 3.385%

20 15.294 1171 1173 1177 rBV5 20677 72877 1.43% 0.214%

21 15.785 1213 1216 1220 rBV5 25952 97466 1.92% 0.286%
Sum of corrected areas: 34039125
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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\BF010417\

BF092086.D

4 Jan 2017 23:41

UM/SsJ

11004-10

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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12.00

12.50
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5000000
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13.80

TIC: BF092086.D

15.17

1246694.83 J 15.29 15.79

Time--> 1

17.00 17.50

15.00 15.50 16.00 16.50

4.00 14.50

18.00

19.00

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092086.D

Aca On : 4 Jan 2017 23:41

Operator : UM/SJ

Sample : 11004-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.80 12.47 ng 704345 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 255 (4.801 min): BF092086.D (-253) (-) m/z 43.00 100.00%
a3
59
5000
s 40 4b0 450 500 520
...,....,....,....-,':...?.1.':],...‘?,9....,5.".3..,....~,|....,....,....,....,...., m/z 59.10 59.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI RS N R
59 440 4.60 4.80 5.00 5.20
m/z 101.10 20.19%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 5.20
5000 M m/z 58.10 14_.10%
68
50 126 142
wﬂmﬁwﬁwﬁmﬂwﬂmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e e
43 440 460 4.80 5.00 5.20
m/z 41.10 9.42%
5000
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 480 500 5.20

8270-BF122116.M Thu Jan 05 07:27:10 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092086.D

Aca On : 4 Jan 2017 23:41

Operator : UM/SJ

Sample : 11004-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.44 Concentration Rank 1

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

6.44 90.07 ng 5086990 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 398 (6.436 min): BF092086.D (-395) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80
.,....,....-|l!.‘.‘.7,:!..?:1:.'.|,..':~.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.10 42.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI LN I UL I
6.20 6.40 6.60 6.80
0
3 5 Sﬁ 78 m/z 134.00 34.13%
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 26 .59%
63 81
31 33 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.20 6.40 6.60 6.80
m/z 69.10 16.96%
117
5000
39 91
51
27 5 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— e S
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010417\
Data File : BF092086.D

Aca On : 4 Jan 2017 23:41

Operator : UM/SJ

Sample : 11004-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .65 2.12 ng 122362 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 74
2 Saualene 410 C30H50 007683-64-9 72
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 72
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 1117 (14.654 min): BF092086.D (-1114) (-) m/z 69.05 100.00%
89
5000 N\J\\M\,
41
95121 207 LN L N L N L L L L L L
149 175 283 14.40 14.60 14.80 15.00
O T m/z 81.00 51.61%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LI B B BB B
41 mmmmmmmm
9% 137 m/z 41.05 26.79%
15 | Lol ) 161 191 231 273299 341367 410
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance
69
1440 1460 14.80 15.00
5000 41 m/z 207 .05 19.63%
9% 137 JVLVthwaijvvaﬂfVVVVH
161 191 217 273299 341 367 410
miz--> 0 éo 160 150 260 250 360 350 460
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene A BT B S
69 14.40 14.60 14.80 15.00
m/z 95.00 19.53%
=T W/LN\NW
95
121
A e s 23 a2
miz--> 0 5'0 100 150 2(')0 251;0 3(')0 3&1,0 4(')0 14'40 14. 60 14. 80 15. oo

8270-BF122116.M Thu Jan 05 07:27:11 2017 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010417\
Data File : BF092086.D

Acq On : 4 Jan 2017 23:41

Operator : UM/SJ

Sample : 11004-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.80 12.5 ng 704345 1 6.66 1129620 20.0
unknown6 .44 6.44 90.1 ng 5086990 1 6.66 1129620 20.0
2,6,10,14,18,22-T... 14.65 2.1 ng 122362 6 15.18 1152300 20.0
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