LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16 Instrument :
Operator : UM/SJ BNA_F

Sample - H3876-09 ClientSampleld :
Misc - 5-A-LOCATION-5-0-5FT
ALS Vial : 5 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-BF063016.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 1.667 5 7 16 rVB 163218 289021 9.37% 1.645%
2 1.781 16 17 63 rvB 1522784 3084266 100.00% 17.552%
3 4._856 283 286 290 rvB 56739 90168 2.92% 0.513%
4 5.290 321 324 326 rBV 1445047 1388032 45.00% 7.899%
5 6.342 413 416 419 rVB 1243106 1377068 44.65% 7.836%
6 6.467 424 427 429 rBV 1552846 1709581 55.43% 9.729%
7 6.696 445 447 449 rBV 434912 430371 13.95% 2.449%
8 6.845 458 460 463 rVB 848417 1100503 35.68% 6.263%
9 7.256 493 496 499 rBvV 764534 934846 30.31% 5.320%
10 7.976 557 559 562 rBY 561654 536727 17.40% 3.054%

11 9.062 651 654 656 rBVY 1840780 1786052 57.91% 10.164%
12 9.451 686 688 691 rBvV 219583 200989 6.52% 1.144%
13 9.725 710 712 715 rBV 492607 575968 18.67% 3.278%
14 10.513 779 781 784 rVB 1021596 961413 31.17% 5.471%

15 10.651 791 793 797 rBV 27441 40104 1.30% 0.228%
16 11.096 830 832 833 rBvV 37287 37872 1.23% 0.216%
17 11.199 839 841 845 rVB 402603 558589 18.11% 3.179%
18 11.748 886 889 891 rBV 31520 37124 1.20% 0.211%

19 12.411 944 947 949 rBV 132538 121512 3.94% 0.691%
20 12.628 963 966 968 rBV 87058 119470 3.87% 0.680%

21 12.788 978 980 982 rvB 1250899 1109840 35.98% 6.316%

22 13.691 1058 1059 1063 rVB 41416 58296 1.89% 0.332%
23 13.828 1068 1071 1073 rBV 448704 467776 15.17% 2.662%
24 14.822 1156 1158 1162 rBV 50166 93677 3.04% 0.533%
25 15.085 1179 1181 1184 rVB 29571 35564 1.15% 0.202%
26 15.143 1184 1186 1188 rBV 38155 43939 1.42% 0.250%

27 15.200 1188 1191 1197 rVB 339566 383851 12.45% 2.184%

Sum of corrected areas: 17572619
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16

Operator : UM/SJ

ﬁ?ggle i H3876-09 5-A-LOCATION-5-0-5FT
ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088960.D
1.78 6.47
1500000 5.29
6.34
1000000
6.84
500000 6.70
1.67
L 4.86
oy 4 ¥ -
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF088960.D
9/06
1500000
10.51
1000000
7.26
7.98 9.72
500000 : 11.20
9.45
12.41
_} 10.65 111 11.75 /\
oHr—tr———7—————1 T A = A B A TPy ]
Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BF088960.D
1500000
12.79
1000000
500000 13.83
15.20
12.63 14.82
o 13.69 O 18
e e L e e e e e e e e e e e e e e e L B B e e e e e e e R
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16

Operator : UM/SJ

a?ggle i H3876-09 5-A-LOCATION-5-0-5FT
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 4.19 ng 90168 1,4-Dichlorobenzene-d4 6.70
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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088960.D (-283) (-) m/z 43.10 100.00%
a3
59
5000
101 I L
| 83 460 4.80 5.00 5.20
T 1 s S — m/z 59.10 65.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N LR IULRIE UL I
59 460 480 500 5.20
m/z 101.10 25.01%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
5000 m/z 58.10 16.11%
101
15 58
0 28 69 84
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 e
59 460 4.80 5.00 5.20
m/z 41.10 9.67%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520

8270-BF063016-M Thu Jul 14 04:12:24 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16

Operator : UM/SJ

a?ggle i H3876-09 5-A-LOCATION-5-0-5FT
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknown6.47 Concentration Rank 2

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

6.47 79.45 ng 1709580 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 427 (6.467 min): BF088960.D (-424) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 6 620 640 6.60 6.80
54 104 : . : .
o.,....,....-:':.‘.‘.7,:.'..?.1...|,..':.,..?‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.10 38.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A A
6.20 6.40 6.60 6.80
3, 5 78 m/z 134.00 33.27%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 24 _77%
63 81
o 31 33 50 74 8g 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R N R O BEEERmE
132 6.20 6.40 6.60 6.80
m/z 69.10 16.18%
117
5000
39 91
51 65
PR - OO B - ) R |15
m/z--> 20 30 40 50 60 70 80 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\BF071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16

Operator : UM/SJ

a?ggle i H3876-09 5-A-LOCATION-5-0-5FT
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 6 Heptafluorobutyric acid, n-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 2.49 ng 58296 Chrysene-d12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1059 (13.691 min): BF088960.D (-1058) (-) m/z 57.10 100.00%
a7 8
5000 11 VM“A,\“A~$H~A\MALAAVA“JNV
¥ - 13.40 1360 13.80 14.00
ol s m/z 43.10 95.08%
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
83
5000 LI B ML SR I
mn 13.40 13.60 13.80 14.00
- 169 o, m/z 55.05 93.99%
okl L ,\h | ‘-““-1?0. A L . -
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.40 1360 13.80 14.00
5000 111 m/z 83.10 90.79%
29
o 139 168 106 238 266
m/z--> 50 100 150 200 250 300 350 '
Abundance #155046: 1-Heneicosanol e B B ARES BEE e
55 83 13.40 13.60 13.80 14.00
m/z 69.10 84 _70%
5000 111 ~J\AMAM/MJl\\wmvw\ww
29
m/z--> 50 100 150 200 250 300 350 ' 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF071316\

Data File : BF088960.D

Acq On : 13 Jul 2016 16:16

Operator : UM/SJ

a?ggle i H3876-09 5-A-LOCATION-5-0-5FT
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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... 4.86 4.2 ng 90168 1 6.70 430371 20.0
unknown6 .47 6.47 79.5 ng 1709580 1 6.70 430371 20.0
Heptafluorobutyri... 13.69 2.5 ng 58296 5 13.83 467776 20.0
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