LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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 height area % max. total
1 4.627 263 266 284 rVB 126886 316231 19.71% 2.493%
2 5.313 323 326 358 rBY 668847 1230493 76.68% 9.700%
3 6.959 467 470 477 rBV 794248 1232892 76.83% 9.719%
4 7.073 477 480 498 rVB 881660 1453025 90.55% 11.454%
5 7.416 509 510 528 rBvY 113570 241132 15.03% 1.901%

6 7.656 528 531 543 rBV 785629 1053494 65.65% 8.304%
7 8.330 587 590 621 rBV 498365 836146 52.11% 6.591%
8 9.450 685 688 716 rBV 202587 345555 21.53% 2.724%
9 11.233 840 844 846 rBV 988923 1604652 100.00% 12.649%
10 11.919 901 904 917 rBB 155987 225444 14 _.05% 1.777%
11 12.262 932 934 938 rBV 269092 418113 26.06% 3.296%
12 13.131 1007 1010 1012 rBV 19265 25753 1.60% 0.203%
13 13.554 1045 1047 1056 rBV 567165 878271 54.73% 6.923%
14 13.897 1074 1077 1082 rBV 23697 38297 2.39% 0.302%

15 14.662 1142 1144 1153 rVB 287653 419552 26.15% 3.307%

16 17.028 1348 1351 1354 rBV 1130253 1592973 99.27% 12.557%

17 18.286 1459 1461 1465 rBV 45336 87674 5.46% 0.691%
18 18.354 1465 1467 1474 rVB 237256 381999 23.81% 3.011%
19 19.520 1566 1569 1573 rVB 29945 31181 1.94% 0.246%

20 20.023 1611 1613 1622 rBV 189781 273115 17.02% 2.153%

Sum of corrected areas: 12685992

8270-BF080416.M Tue Aug 09 16:31:07 2016 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF080816\
BF089666 .D
8 Aug 2016 17:42
UM/SJ
H4367-13

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.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:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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.

4.63 26.23 ng 316231 1,4-Dichlorobenzene-d4 7.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 266 (4.627 min): BF089666.D (-263) (-) m/z 43.10 100.00%
43
59
5000
T ik abo k0 5k
83 : : : :
...,....,....,....,....','::..??.'.'.',....,....,.-...,...:,....,. m/z 59.10 61.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL UL
59 440 460 4.80 5.00
m/z 101.10 22 .09%
2535 | 8 _ g3 '
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 5.00
5000 m/z 58.10 15.59%
101
15 53137, 51 % 69 86
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LI L L L L L L
43 440 4.60 4.80 5.00
m/z 41.10 9.40%
5000 /\
15
58
27
"w?'“li"w'HW'“'\L"w'“l'“'|“"w"w'“'|“"w U U L IR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 2 unknown7.07 Concentration Rank 1

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

7.07 120.52 ng 1453030 1,4-Dichlorobenzene-d4 7.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 480 (7.073 min): BF089666.D (-477) (-) m/z 132.00 100.00%
32
5000 68
6
40 54 | 75 104 6.80 7.00 7.20 7.40
.,....,....-:':.‘.‘.7,::..??...',..l:.,..f.‘?,....,.'!..,.1.1?.,....,"...,.. m/z 68.10 39.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.80 7.00 7.20 7.40
53 117 m/z 134.00 32.94%
79
,|,,,,|§4,|,,,,|”,,69,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 108 6.80 7.00 7.20 7.40
5000 m/z 66.10 24_87%
31 54 51 8
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.80 7.00 7.20 7.40
m/z 69.10 15.60%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 3-Chloropropionic acid, hep... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.29 4.59 ng 87674 Chrysene-di2 18.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid, heptadec... 346 C20H39CI0O2 1000283-05-1 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1461 (18.286 min): BF089666.D (-1459) (-) m/z 55.10 100.00%
55 69 97
4
5000 111
125 e 18.00 18:20 18.40 18.60
e m/z 83.10 99.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
43 57 3
97
5000 R SRR SR IR SR
18.00 18,20 18.40 18.60
m/z 43.10 98.65%

29
125
JJ\¢L 139154168182196210224238 253
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83

97 18.00 18.20 18.40 18.60
5000 m/z 57.10 98.11%
111
29
125
139153167182 210

Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)- SN A VY |

18:00 18.20 18.40 18.60
m/z 69.10 93.91%

125
139153167182196210224 252 280 [\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18 20 18 40 18. 60

97

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_.M
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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.52 2.28 ng 31181 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 90
3 .psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 83
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 1569 (19.520 min): BF089666.D (-1566) (-) m/z 69.10 100.00%
6o
5000
41 N B
PW7 19.20 19.40 19.60 19.80
e e o e | /2 81,10 52.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69
5000 U AR SRR
a1 19:20 19:40 19,60 19.80
m/z 41.10 25.12%
M M‘FH‘\M\ 175203231 273 341
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
19.20 19.40 19,60 19.80
5000 m/z 95.10 14.61%
41
137
109 191 231 273301 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... N B B B LU
69 19.20 19.40 19.60 19.80
m/z 68.10 12.07%
5000
M 137
Ty 245273301 341368 409436 477504 546
mz-> 0 55 160 150 200 250 300 350 400 450 500 séo 19,20 19.40 19,60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080816\
Data File : BF089666.D

Acq On : 8 Aug 2016 17:42

Operator : UM/SJ

Sample - H4367-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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... 4.63 26.2 ng 316231 1 7.43 241132 20.0
unknown? .07 7.07 120.5 ng 1453030 1 7.43 241132 20.0
3-Chloropropionic... 18.29 4.6 ng 87674 5 18.37 381999 20.0
Squalene 19.52 2.3 ng 31181 6 20.02 273115 20.0
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