LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5065-01 5X SB-BC-1-10032016

ALS Vial : 35 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-BF100516.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 4.863 219 221 224 rBV 32151 35097 1.24% 0.135%
2 5.183 247 249 252 rBV 305231 288063 10.20% 1.111%
3 5.594 283 285 287 rBY 1596964 1350249 47.83% 5.207%
4 5.811 302 304 314 rBV 174263 255480 9.05% 0.985%
5 6.612 371 374 376 rBVY 1716536 1493934 52.92% 5.761%
6 6.760 385 387 390 rBVY 1646080 1412450 50.04% 5.446%
7 7.000 406 408 410 rBVY 2225191 1866223 66.11% 7.196%
8 7.160 419 422 424 rBV 874167 1015595 35.98% 3.916%
9 7.560 454 457 459 rBV 852944 877298 31.08% 3.383%
10 8.292 518 521 523 rBY 2740974 2577283 91.30% 9.938%

11 9.366 612 615 617 rBV 1824587 1510971 53.53% 5.826%
12 9.755 647 649 652 rBvV 315353 327740 11.61% 1.264%
13 10.052 672 675 677 rBVY 3293050 2822916 100.00% 10.885%
14 10.841 741 744 746 rBV 651595 810518 28.71% 3.125%

15 11.412 789 794 798 rBvV2 24505 57686 2.04% 0.222%
16 11.538 803 805 808 rBV 2479861 2516285 89.14% 9.703%
17 11.778 823 826 829 rBV3 20144 52456 1.86% 0.202%
18 12.064 849 851 853 rBvV 133711 145980 5.17% 0.563%
19 12.612 896 899 900 rBV3 19301 40285 1.43% 0.155%
20 12.761 909 912 914 rBV 40899 84379 2.99% 0.325%
21 12.852 918 920 924 rvV 74548 92435 3.27% 0.356%
22 13.058 936 938 940 rVB 60902 55260 1.96% 0.213%

23 13.127 942 944 947 rBV 1348415 1234250 43.72% 4_759%
24 14.052 1022 1025 1031 rVB3 56092 141477 5.01% 0.546%
25 14.189 1034 1037 1039 rBV 2264078 2094931 74.21% 8.078%

26 14.955 1102 1104 1109 rVv2 44477 86835 3.08% 0.335%
27 15.070 1111 1114 1117 rVB 73961 111656 3.96% 0.431%
28 15.138 1117 1120 1122 rVB2 34574 48591 1.72% 0.187%
29 15.332 1135 1137 1140 rBV 50372 71442 2.53% 0.275%

30 15.390 1140 1142 1150 rVB4 39485 120220 4._.26% 0.464%

31 15.698 1165 1169 1171 rBV 1054715 1499046 53.10% 5.780%
32 16.190 1210 1212 1216 rVB 58033 102516 3.63% 0.395%
33 16.464 1232 1236 1244 rVB6 79769 244726 8.67% 0.944%
34 16.647 1249 1252 1254 rVV3 30877 63639 2.25% 0.245%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

3?22'6 i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 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

Method > Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.727 1256 1259 1266 rVB3 31276 91374 3.24% 0.352%
36 17.275 1304 1307 1311 rVV3 47274 93520 3.31% 0.361%
37 17.344 1311 1313 1319 rVB3 16841 36122 1.28% 0.139%
38 17.881 1356 1360 1368 rBv4 40059 163402 5.79% 0.630%
39 18.750 1434 1436 1442 rVB7 15634 41447 1.47% 0.160%

Sum of corrected areas: 25933777
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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:\HPCHEM1I\BNA F\DATA\BF100516\

BF090418.D

6 Oct 2016 9:08

UM/SsJ

H5065-01 5X SB-BC-1-10032016
35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090418.D

7.00

5.59

7.16 7.56

5.18

5.81

4.86

05—
Time-->

I
5.00 5.50

6.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

8.29

TIC: BF090418.D

11.54

9.37

13.13

10.84

9.75

Time-->

13.50

12.00 12.50 13.00

10.00 10.50

11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

14.04

TIC: BF090418.D

14.19

15.70

14.9887 455339 16.19 16.46g16573 17284 17.88 18.75

Time-->

™1
14.00

16.50 17.00 17.50

14.50 15.00

15.50 16.00

18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

ﬁ?ggle i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 3.09 ng 288063 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 249 (5.183 min): BF090418.D (-247) (-) m/z 43.10 100.00%
431
59.1
5000
| o O 450 5b0 520 540 550
ot e m/z 59.10 55.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL
59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.10 16.33%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 101.10 15.67%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.57%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

ﬁ?ggle i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Oxime-, methoxy-phenyl-_ Concentration Rank 5

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

5.81 2.74 ng 255480 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxime-. methoxv-phenvl- 151 C8H9NO2 1000222-86-6 87
2 Benzoic acid. 2-amino-4-methvl- 151 C8HI9NO2 002305-36-4 59
3 2-Amino-6-methvlbenzoic acid 151 C8HI9NO2 004389-50-8 59
4 4-Ethvlbenzoic acid. cvclopentvl... 218 C14H1802 1000293-32-0 56
5 4-Ethylbenzoic acid, 2-butyl ester 206 C13H1802 1000293-31-8 56

Abundance Scan 304 (5.811 min): BF090418.D (-302) (-) m/z 133.00 100.00%
138.0
151.0 A\\_
5000
1 %0 oo 10501100 | 540 S50 550 600 620
Y PR WU N N | NN TR m/z 151.00 54.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24837: Oxime-, methoxy-phenyl-_
133.0
151.0
5000 USRS LR AR
540 560 5.80 6.00 6.20
42.0 55.0 73.0 m/z 135.00 22.07%
0 “l“'w"“““"vj“ “hH'“duL“ﬁ“H?ig“fﬁéfl'}ﬁ%e'vl“l“'wh“'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133.0
151.0 540 560 580 6.00 6.20
5000 106.0 m/z 134.00 13.42%
78.0
140 280 450 = 660 90.0 118.0
LR R AR RN AR RRARS RRARS RRARS RRARA RARAN SALAS RARAS EARAN LARAE RARA LARA LN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24865: 2-Amino-6-methylbenzoic acid T RRamy e B
133.0 540 560 5.80 6.00 6.20
m/z 68.00 10.91%
151.0
5000 106.0
51.0 78.0
150 270 390510 660 | 900 || 1210 | ‘
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 150 160 540 560 580 6.00 6.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

ﬁ?ggle i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknown6.76 Concentration Rank 1

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

6.76 15.14 ng 1412450 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 387 (6.760 min): BF090418.D (-385) (-) m/z 132.00 100.00%
132.0
68.1
5000
00 sar || B CH ok ok 7o
o S P AU 1 N P B £ I | N m/z 68.10 55.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 i
5000 LSRR SRS R
6.40 6.60 6.80 7.00
2.0 510 m/z 66.10 34 .33%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
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 m/z 134.00 31.94%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 21.00%
5000
33.0 44.0 0.0 105.0
0"I”"P"W"”I'““Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T LSRR SRS A R
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\BF100516\

Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

ﬁ?ggle i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 Glaucic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.27 ng 244726 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glaucic acid 234 C15H2202 087745-30-0 55
2 3a.9-Dimethvldodecahvdrocvclohep... 234 C16H260 1000189-38-7 46
3 2(1H)-Naphthalenone. 4a.5.6.7.8.... 234 C15H2202 109897-57-6 42
4 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 38
5 2H-Cyclopropa[g]benzofuran, 4,5,... 218 C15H220 102681-49-2 38
Abundance Scan 1236 (16.464 min): BF090418.D (-1232) (-) m/z 81.10 100.00%
5000 149.1 203.1
1 233.2 o
3733 16.20 16.40 16.60 16.80
ol |.|,|'.|.| \ 2820 L. m/z 95.10 93.36%
m/z--> 50 100 150 200 250 300 350
Abundance #89064: Glaucic acid
95.0
b o 189.0 2340
5000 . L BN UL LRI B
55.0 16,20 16.40 16.60 16.80
‘ 61.0 m/z 69.10 88.12%
ol L Ll 0
m/z--> 50 100 150 200 250 300 350
Abundance
41.0
234.0
81.0 RSN BN BN B
121.0 16.20 16.40 16.60 16.80
5000 m/z 55.10 73.22%
149.0177.0 \mevjL/\MVJW\LVJ\J\\AJF\
205.0
e L L L WL L B B
m/z--> 50 100 150 200 250 300 350
Abundance #89148: 2(1H)-Naphthalenone, 4a,5,6,7,8,8a-hexahydro-6-[1-... LB e e
95.0 16.20 16.40 16.60 16.80
m/z 43.10 70.68%
5000 123.0
41.0
159.0 216.0 j,,\_vj\Vf«v\ﬂ/\y\vw/\J\\xf¢ﬂk
0‘ JULI“H-?%qIJUIH;I{IIIIII T R ERRAREE RS S
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090418.D

Aca On : 6 Oct 2016 9:08

Operator : UM/SJ

Sample : H5065-01 5X

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.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 unknownl7.88 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.88 2.18 ng 163402 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 32
2 1H-Cvcloproplelazulen-4-ol. deca... 222 C15H260 000552-02-3 27
3 2-Propenoic acid. 1.7.7-trimethy... 208 C13H2002 005888-33-5 15
4 9.12-Octadecadienoic acid (Z.Z2)-... 438 C25H4206 055320-03-1 14
5 cis-sesquisabinene hydrate 222 C15H260 1000374-17-8 12
Abundance Scan 1360 (17.881 min): BF090418.D (-1356) (-) m/z 43.10 100.00%
431
107.1
5000 8Ll

17.60 17.80 18.00 18.20
m/z 57.10 61.98%

o

ERERRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77549: Isoaromadendrene epoxide

41.0

5000 LIS L L L L L L L
17. 60 17. 80 18 00 18. 20
m/z 41.10 56.58%
87.0 220.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R B LA M e e
17.60 17.80 18.00 18.20
0
5000 gl0 109.0 161.0 m/z 55.10 56.13%
133.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67777: 2-Propenoic acid, 1,7,7-trimethylbicyclo[2.2.1]hep... R B LA M e e
55.0 17.60 17.80 18.00 18.20
95.0 m/z 107.05 55.55%
5000 27.0 136.0

L 1650  208.0
O'I""l"-” -‘-..“.. o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100516\

Data File : BF090418.D

Acq On : 6 Oct 2016 9:08

Operator : UM/SJ

3?22'6 i H5065-01 5X SB-BC-1-10032016
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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... 5.18 3.1 ng 288063 1 7.00 1866220 20.0
Oxime-, methoxy-p... 5.81 2.7 ng 255480 1 7.00 1866220 20.0
unknown6 .76 6.76 15.1 ng 1412450 1 7.00 1866220 20.0
Glaucic acid 16.46 3.3 ng 244726 6 15.70 1499050 20.0
unknownl17 .88 17 .88 2.2 ng 163402 6 15.70 1499050 20.0
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