LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 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-BF110715.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 5.013 252 256 268 rVB 2100211 3630127 47 .85% 5.521%
2 5.436 290 293 296 rBVY 4901983 6897676 90.92% 10.491%
3 6.464 380 383 386 rBY 4746363 7586143 100.00% 11.538%
4 6.602 392 395 397 rBVY 6470673 7127902 93.96% 10.841%
5 6.830 412 415 417 rVB 1713051 1607245 21.19% 2.445%
6 6.990 426 429 431 rBV 4212007 4792783 63.18% 7.290%
7 7.390 461 464 467 rBY 3708804 4112067 54.20% 6.254%
8 8.110 525 527 530 rBVY 1933835 1956819 25.79% 2.976%
9 9.070 609 611 613 rBV 93021 87751 1.16% 0.133%
10 9.196 619 622 624 rBY 6027515 6223228 82.03% 9.465%

11 9.585 653 656 658 rBVY 1699308 1468028 19.35% 2.233%
12 9.870 678 681 683 rBV 2284861 2363633 31.16% 3.595%
13 10.659 746 750 752 rBV 3206553 4199189 55.35% 6.387%
14 11.345 808 810 813 rVB 2254785 2184487 28.80% 3.322%
15 11.882 856 857 862 rBV3 35232 81001 1.07% 0.123%

16 12.054 870 872 875 rBv2 74892 101899 1.34% 0.155%
17 12.214 884 886 888 rBvV 200345 194318 2.56% 0.296%
18 12.294 891 893 895 rVvB 60394 87782 1.16% 0.134%
19 12.602 918 920 922 rVB 248513 265791 3.50% 0.404%
20 12.636 922 923 924 rVvV 132850 117800 1.55% 0.179%

21 12.659 924 925 928 rVvB2 100189 126748 1.67% 0.193%
22 12.774 933 935 939 rvB2 87836 125217 1.65% 0.190%
23 12.934 947 949 952 rVB 4175850 5036056 66.38% 7.660%
24 13.071 959 961 964 rBvV 258526 223790 2.95% 0.340%
25 13.722 1014 1018 1023 rBV3 70043 139264 1.84% 0.212%

26 13.825 1024 1027 1028 rBV 241820 268116 3.53% 0.408%
27 13.848 1028 1029 1032 rVB 100476 111128 1.46% 0.169%
28 13.985 1038 1041 1043 rBV 2304972 2280576 30.06% 3.469%
29 14.488 1082 1085 1091 rBV 92067 216344 2.85% 0.329%
30 15.105 1137 1139 1141 rBV 107499 156098 2.06% 0.237%

31 15.414 1163 1166 1169 rBV 1335217 1628233 21.46% 2.476%
32 17.208 1319 1323 1329 rVB2 53260 119302 1.57% 0.181%
33 17.380 1333 1338 1342 rBV7 23360 93970 1.24% 0.143%
34 17.894 1378 1383 1389 rVB5 52641 138491 1.83% 0.211%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 65749002
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.01 45.17 ng 3630130 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 256 (5.013 min): BF082856.D (-252) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 460 480 500 520 5.40
Ob e et el 80183 Tm/z 59.10 57.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a0 4k 5o Sk Sho
0
150 a0 1010 m/z 101.10 18.20%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.38%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T EAma ma s
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41.0
31.0
69.0 87.0
0 15.0 ““ ‘\ \‘ SO'Q H‘ . . 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.60 Concentration Rank 1

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

6.60 88.70 ng 7127900 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.602 min): BF082856.D (-392) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.1 541 sad J 620 640 6.60 6.80 7.00
0 ' .':5,2-.1..],'.'.1.1“?-}..~.,....,....,.... m/z 68.10 48.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RIS AR R R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.10 34 .90%
0 ‘ L1 H 1L ‘ 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 980 1160 m/z 66.10 30.47%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- T ./\. R EEE s e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.59%
5000 630 g10
T RN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.43 ng 265791 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99
2 3.47-Diisopnropvibiphenvl 238 C18H22 061434-46-6 76
3 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 60
4 4.4°-Diisopropvibiphenvl 238 C18H22 018970-30-4 55
5 Anthracene, 1,4-dimethoxy- 238 C16H1402 013076-29-4 55
Abundance Scan 920 (12.602 min): BF082856.D (-918) (-) m/z 223.20 100.00%
228.2
181.1
5000

e

12.20 12.40 12.60 12.80 13.00

89.0
115.0433

0 m/z 238.20 53.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000 [T T[T T[T rr[rrrryrr
12.20 12.40 12.60 12.80 13.00
153.0 m/z 181.10 53.03%
. 55.0 81.0 104.0123.0 05,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
223.0
R B A B m A
12.20 12.40 12.60 12.80 13.00
5000 m/z 165.10 40.49%
43.0
104.0 165.0
15.0 77.0 128.0 195.0
o St T VRSRRSY NS PR N oYUM NS S | S STV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81179: 3-(N,N-Diethylamino)carbazole PP AT P AR e
223.0 12.20 12.40 12.60 12.80 13.00
m/z 195.10 34 .85%
5000
167.0 194.0
29.0 139.0 H ‘
Obrrrirp e 030 830 1110 L | .:‘..,“...“,.. S | EV NS | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082856.D

Aca On : 10 Nov 2015 6:11

Operator : UM/I1Z

Sample : 6G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 5 Cyclohexanone, 2,3,3-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.35 ng 268116 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 58
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 43
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 35
4 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 30
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 25
Abundance Scan 1027 (13.825 min): BF082856.D (-1024) (-) m/z 123.10 100.00%
128.1
95.1 149.1

5000

-

13.60 13.80 14.00 14.20

0 m/z 109.10 86 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60267: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
95.0 123.0
41.0 191.0
5000 69.0 HRLELEUN BLSURIL SUSUIL SULELL B

13 60 13. 80 14. 00 14. 20

‘ ‘ r49-0 m/z 95.10 80.56%
o .”“”w””.”.”.l”.””.J.””.”.””.”.””.”w””“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
123.0
95.0 206.0 A aAT Mt b
13.60 13.80 14.00 14.20
5000, 410 m/z 149.10 77.77%
69.0
149.0

173.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene

.0

= ¥

13.60 13.80 14.00 14.20
m/z 81.10 77.37%

5000

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110915\
Data File : BF082856.D

Acq On : 10 Nov 2015 6:11

Operator : UM/1Z

Sample : G4275-03

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.01 45.2 ng 3630130 1 6.83 1607250 20.0
unknown6 .60 6.60 88.7 ng 7127900 1 6.83 1607250 20.0
10,18-Bisnorabiet... 12.60 2.4 ng 265791 4 11.34 2184490 20.0
Cyclohexanone, 2,... 13.83 2.4 ng 268116 5 13.99 2280580 20.0
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