LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 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-BF013017.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 5.127 264 266 269 rBVY 1256881 1840778 45.43% 5.213%
2 5.562 301 304 306 rBVY 3010612 3836001 94.67% 10.863%
3 6.213 359 361 363 rBV 398130 341628 8.43% 0.967%
4 6.579 390 393 396 rBVY 2678878 4052004 100.00% 11.475%
5 6.716 402 405 407 rBVY 3767632 3733996 92.15% 10.574%
6 6.945 423 425 427 rBV 1159107 991380 24.47% 2.808%
7 7.105 436 439 441 rBV 2766651 2922622 72.13% 8.277%
8 7 .505 471 474 477 rBV 1728250 2507669 61.89% 7.102%
9 8.236 535 538 540 rBVY 1351967 1302766 32.15% 3.689%
10 9.310 629 632 635 rBY 3360085 3596623 88.76% 10.185%

11 9.631 657 660 661 rBv 95926 100839 2.49% 0.286%
12 9.711 664 667 669 rBvV 339151 314066 7.75% 0.889%
13 9.996 690 692 694 rvB 1576057 1402571 34.61% 3.972%
14 10.419 725 729 731 rVB 99760 105120 2.59% 0.298%
15 10.648 746 749 752 rBV 28728 53080 1.31% 0.150%

16 10.785 758 761 764 rBV 1939629 1983102 48.94% 5.616%
17 10.899 769 771 774 rBV 99334 133320 3.29% 0.378%

18 11.345 808 810 811 rBV 101329 82776 2.04% 0.234%
19 11.482 820 822 825 rBV 1287584 1134379 28.00% 3.212%
20 12.888 942 945 946 rBV 61974 60587 1.50% 0.172%
21 12.922 946 948 950 rVvB 42689 40660 1.00% 0.115%
22 13.071 958 961 963 rBV 3005872 2850949 70.36% 8.074%
23 13.585 1005 1006 1008 rVB 47526 44489 1.10% 0.126%

24 14.122 1050 1053 1055 rBV 777677 853670 21.07% 2.418%
25 14.774 1108 1110 1115 rBV 104304 126606 3.12% 0.359%

26 15.585 1178 1181 1187 rBV 587217 788404 19.46% 2.233%

27 16.043 1217 1221 1224 rBV 28110 47994 1.18% 0.136%
28 16.557 1261 1266 1272 rBV2 23049 63607 1.57% 0.180%
Sum of corrected areas: 35311686
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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\BF020117\

BF092725.D

2 Feb 2017 2:09

SJ/MA

11615-03

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

5.13 37.14 ng 1840780 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 266 (5.127 min): BF092725.D (-264) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 SRR AN UL R
4.80 500 5.20 5.40
Ottt SLOIL GO 831 | 77 59.10  54.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR AN LU AR
4.80 500 5.20 5.40
59.0 1010 m/z 58.10 15.64%
0 21.0 350, | 510 ‘ 67.0 830 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 101.10 14 ._.70%
41.0
29.0 101.0
0"I""I""I'"'I"'§q9"'I""Z?R'I'gqgl""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R A ma
59.0 4.80 500 5.20 5.40
m/z 41.10 9.01%
5000 41.0
31.0
69.0 870
15.0 M LI stonl] ‘ 98.0 A
S L S UL S I SR SRS SIS LI B ISR AN UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1R-_alpha.-Pinene Concentration Rank 4

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

6.21 6.89 ng 341628 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R-_.alpha.-Pinene 136 C10H16 007785-70-8 94
2 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
3 .alpha.-Pinene 136 C10H16 000080-56-8 91
4 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
5 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 87

Abundance Scan 361 (6.213 min): BF092725.D (-359) (-) m/z 93.10 100.00%
93.1
5000
411 771 T 11T TT 17T llllllllr/\’l\l
||. 53.0 650 H 1051 1211 oo, 5.80 6.00 6.20 6.40 6.60
Obrr et b bbb et m/z 91.10  40.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15161: 1R-.alpha.-Pinene
93.0
5000 S NARSE AR AR N
580 6.00 6.0 640 6.60
77.0 m/z 92.10 37.18%
150 270 ﬁOSM)%o H 1%01?D1%0
0'W“'W”ml”“m'”Pm'P“M'“J”'WJ”IJmI””P'“PJ'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93.0
580 6.00 620 640 6.60
5000 m/z 77.10 29.43%
41.0 79.0
121.0
27.0 136.0
| 150 53.0 67.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene P e
93.0 5.80 6.00 6.20 6.40 6.60

m/z 79.10 23.95%

5000
77.0

41.
27‘0 H 53.0 gs. H 105.0 12‘1-0 136.0
\ AN L | | L |

JAN
--|----|-n-|n--|----|--n|----|n--|----|--n|-n-|n--|----|--n|-n LI L L B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3 unknown6.72 Concentration Rank 1

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

6.72 75.33 ng 3734000 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 405 (6.716 min): BF092725.D (-402) (-) m/z 132.10 100.00%
3p.1
5000 68.1
01 sar [ o %, 5m ok ok b
Obrrprrrrprrer e e i o2t e R Ot || M7z 68.10 41 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SIS SRR S SR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.44%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00 |
5000 67.0 m/z 66.10 27.40%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A EARmmm e e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.38%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.35 ng 133320 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 771 (10.899 min): BF092725.D (-769) (-) m/z 57.10 100.00%
57.1
5000 851
113.1 141 1 10.60 10.80 11.00 11.20
Olrrrrrretb Aot oot i e e reraare | m/z 43.10  64.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #55008: Tetradecane
57.0
5000 85.0 RN BN UL UL B
10 60 10. 80 11. oo 11.20
29.0 m/z 71.10 55.04%
0 [ | ‘11u3 0141.0 169 0 198 0
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 2§0 360 350
Abundance
57.0
110.60 10.80 11.00 11.20
5000 m/z 85.10 38.43%
85.0
29.0
o 113.0 141.0 169.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64575: Pentadecane
57.0 10.60 10.80 11.00 11.20
m/z 41.05 26.71%
5000 85.0
29.0
0 \‘ il I\ ' | 1113014101690 2120
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 3(')0 32'0 ' 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092725.D

Aca On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample : 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.97 ng 126606 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6a.l12a-Dihvdro-6H-(1.3)dioxolo(5... 284 C16H1205 022091-18-5 94
2 Thiazole. 2-(4-fluorophenvlamino... 284 C16H13FN2S 340801-58-3 43
3 3-Hvdroxv-2-(4-hvdroxv-3-methoxv... 284 C16H1205 159184-95-9 41
4 Methanethione. bisl4-(dimethvlam... 284 C17H20N2S 001226-46-6 38
5 6H-Benzofuro[3,2-c][1]benzopyran... 284 C17H1604 000606-91-7 38
Abundance Scan 1110 (14.774 min): BF092725.D (-1108) (-) m/z 284.10 100.00%
28h.1
5000 134.1 162.0
53.0 L A B B I B
77.1 104.1 197.1 2411 Lﬁ 14.40 14.60 14.80 15.00
o} m/z 134.10 39.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108588: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(3,2-...
284.0
5000 LN R SR DUV I
14.40 14.60 14.80 15.00
1340 162.0 m/z 162.00 39.30%
ol 280 69.0 104.0 ' 197.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
284.0
A B A SRS
14.40 14.60 14.80 15.00
5000 m/z 283.10 32.10%
147.0
45.0 91.0 118.0
o 69.0 7= 169.0 212.0 239.0
mmmﬁrmmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108583: 3-Hydroxy-2-(4-hydroxy-3-methoxyphenyl)-4H-chrome... e Raam s
284.0 14.40 14.60 14.80 15.00
m/z 147.10 28.02%
5000
ol17.0 30.0 650 920 1210 1490 1850 2130 2550 ‘
miz> 20 4 80 8 100 130 140 150 180 200 230 230 260 280 | | 1440 1460 1430 15,00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
Data File : BF092725.D

Acq On : 2 Feb 2017 2:09

Operator : SJ/MA

Sample - 11615-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.13 37.1 ng 1840780 1 6.94 991380 20.0
1R-_alpha.-Pinene 6.21 6.9 ng 341628 1 6.94 991380 20.0
unknown6 .72 6.72 75.3 ng 3734000 1 6.94 991380 20.0
Tetradecane 10.90 2.4 ng 133320 4 11.48 1134380 20.0
6a,l12a-Dihydro-6H... 14.77 3.0 ng 126606 5 14.12 853670 20.0
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