LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096048.D

Aca On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 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-BF060517.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 1.552 9 11 62 rvB 1616703 3287935 100.00% 39.196%
2 4.428 497 500 517 rBV 37553 89868 2.73% 1.071%
3 5.240 634 638 659 rBV 25383 97896 2.98% 1.167%
4 6.904 918 921 930 rBV 61431 167610 5.10% 1.998%
5 6.975 930 933 951 rVB 108499 280799 8.54% 3.347%
6 7.287 982 986 1001 rBV 294742 404209 12.29% 4.819%
7 7.528 1023 1027 1042 rBV 148784 212487 6.46% 2.533%
8 8.222 1142 1145 1162 rBV 55709 138650 4.22% 1.653%
9 9.322 1328 1332 1345 rBV 408751 554835 16.87% 6.614%
10 11.098 1630 1634 1646 rVB 266834 336287 10.23% 4 _.009%
11 11.804 1750 1754 1759 rBvV 26885 38467 1.17% 0.459%
12 12.145 1807 1812 1817 rBV2 412351 537831 16.36% 6.412%
13 12.192 1817 1820 1830 rVB3 28312 41066 1.25% 0.490%
14 12.921 1937 1944 1949 rBvV 51529 63560 1.93% 0.758%
15 13.768 2084 2088 2096 rBv2 17487 35716 1.09% 0.426%

16 14.539 2214 2219 2223 rVV 333704 464699 14.13% 5.540%
17 14.574 2223 2225 2233 rVB 77607 104684 3.18% 1.248%
18 15.221 2332 2335 2345 rVB 30819 41758 1.27% 0.498%
19 16.368 2524 2530 2535 rVB 96340 139612 4._.25% 1.664%
20 16.674 2578 2582 2588 rBV 99444 133185 4._05% 1.588%

21 16.915 2619 2623 2631 rVB 227712 269965 8.21% 3.218%

22 18.198 2835 2841 2845 rBV5 27783 53514 1.63% 0.638%
23 18.268 2848 2853 2857 rBV 410852 517487 15.74% 6.169%
24 19.892 3127 3129 3132 rBV 39974 43684 1.33% 0.521%

25 19.939 3134 3137 3144 rVB 254541 332684 10.12% 3.966%

Sum of corrected areas: 8388488
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062017\

BF096048.D

20 Jun 2017 16:58

SJ/MA

13697-03 5X

7 Sample Multiplier: 1

d Z:\HPCHEMI\BNA F\METHODS\8270-BF060517 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096048.D
1155
1500000
1000000
500000
7.29
7 7.53
J 4.43 5.24 6. 8.22
T I R S B i e i L B L
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF096048.D
1500000
1000000
500000} g 35 12.15
14.54
11.10
16.37
11.80 12.19 12.92 13.77 157 15.22
‘- rrrr-r-rr—t—e e e e S T T T AT ST P Y
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF096048.D
1500000
1000000
500000 18.27 19.94
(0L e S e H B s B S L s B B o e e o L L B B e e e e A s o B e e e e B
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096048.D

Aca On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.43 4.45 ng 89868 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 500 (4.428 min): BF096048.D (-497) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 NSRBI RE S
| 83.0 4.00 4.20 4.40 4.60 4.80
b e e et e e et e || M/Z 59.00 60 . 48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 INSEBENAEBEADEE S
4.00 4.20 4.40 4.60 4.80
59.0 m/z 101.10 22.17%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 400 420 440 460 4.80
5000 m/z 58.00 13.47%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime e
43.0 4.00 4.20 4.40 4.60 4.80
m/z 41.10 11.27%
5000
101.0
15.0 58.0
B . | A Y- WY V3 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 4.00 420 4.40 4.60 4.80

8270-BF060517.M Wed Jun 21 17:29:33 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096048.D

Aca On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 Xenon Concentration Rank 2

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

6.97 13.89 ng 280799 1,4-Dichlorobenzene-d4 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 59
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
4 N-(-phenvlisopropvlbenzaldimine 223 C16H17N 1000379-01-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 932 (6.969 min): BF096048.D (-930) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\
96.0 R R R L
401 520 6.60 6.80 7.00 7.20 7.40
o....,....:n....,....,.:ln',...E?,O....,..!~.,.1??.?....,...., | [m/z 68.10 38.59%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0
5000 A AL I A
660 6.80 7.00 7.20 7.40
66.0 m/z 134.00 32.26%
I L s IR A R LA B LA AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 550 680 760 750 740
5000 ' m/z 66.05 24 .42%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 6.60 6.80 7.00 7.20 7.40
m/z 96.00 15.81%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0”'%'”jPM”””“W“LlPme”'W'M'quo”'ﬁ'”'”t” T BARSERARARRRRA SRR
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096048.D

Aca On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 5 Propanoic acid, 2-methyl-, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.92 2.36 ng 63560 Acenaphthene-d10 12.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 80
2 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 56
3 4-Hexen-3-ol. 2-methvl- 114 C7H140 004798-60-1 50
4 DiethviImalonic acid. monochlorid... 262 C12H19Cl104 1000370-65-0 50
5 3-Methyl-hepta-1,6-dien-3-ol 126 C8H140 034780-69-3 45
Abundance Scan 1944 (12.921 min): BF096048.D (-1937) (-) m/z 71.10 100.00%
71.1
5000 431
1111 12.60 12:80 13.00 13,20
159.0
Ob bbb B0 102 hy7 43.10 0 50.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132857: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000
12.60 12.80 13.00 13.20
43.0 m/z 56.00 9.95%
0 . i 89 0 111 0 159 0 243.0
mz-> 20 Jo 60 éo 160 150 140 160 1éo 200 220 240
Abundance
71.0 ﬂ
43.0 12:60 12.80 13.00 13.20
5000 m/z 111.10 9.95%
o 890 1110 1430 173 0 198.0 243.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7529: 4-Hexen-3-ol, 2-methyl- e
71.0 12.60 12.80 13.00 13.20
m/z 41.05 9.83%
5000
43.0
0 “ L 96.0 114 0
miz-> 20 40 ' 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062017\
Data File : BF096048.D

Aca On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 6 unknownl18.20 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.20 2.07 ng 53514 Chrysene-di12 18.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 11
2 DimethvImalonic acid. i1sohexvl p... 382 C17H19F504 1000363-66-2 10
3 Octane. 2.3.3-trimethvl- 156 C11H24 062016-30-2 10
4 N-Acetvlcaprolactam 155 C8H13NO2 001888-91-1 10
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 10
Abundance Scan 2841 (18.198 min): BF096048.D (-2835) (-) m/z 57.10 100.00%
51.1

5000

111.1 1410 1791 2151 . o e

17.80 18.00 18.20 18.40 18.60

0 m/z 43.10 87 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #203491: Oxalic acid, cyclobutyl heptadecy! ester
55.0
5000 TT T T[T T I T [T T T T[T T TT[TT
17. 80 18. OO 18 20 18. 40 18 60
30 m/z 71.10 67.22%
29.0  111.0
Ottty 300 e 23
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
R B R ARama
85.0 17.80 18.00 18.20 18.40 18.60
5000 m/z 55.00 61 .55%
143.0
115.0 199.0225.0
o 253.0 281.0 339.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28442: Octane, 2,3,3-trimethyl- R EREREREE T
43.0 17.80 18.00 18.20 18.40 18.60
m/z 83.10 50.99%
71.0
5000
H 113.0
O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18. OO 18 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062017\
Data File : BF096048.D

Acq On : 20 Jun 2017 16:58

Operator : SJ/MA

Sample : 13697-03 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.43 4.5 ng 89868 1 7.29 404209 20.0
Xenon 6.97 13.9 ng 280799 1 7.29 404209 20.0
Propanoic acid, 2... 12.92 2.4 ng 63560 3 12.15 537831 20.0
unknown18.20 18.20 2.1 ng 53514 5 18.27 517487 20.0
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