LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 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-BF043015.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 1.438 19 22 24 rVB 3486505 4452433 99.86% 19.966%
2 1.576 31 34 47 rVB 171397 431523 9.68% 1.935%
3 1.736 47 48 57 rvv2 428913 804433 18.04% 3.607%
4 1.861 57 59 89 rvVvB 2460631 4458625 100.00% 19.994%
5 5.096 340 342 347 rVB 41733 66135 1.48% 0.297%

5.599 383 386 389 rBV 1104561 1095968 24.58% 4.915%
6.856 494 496 499 rBvV 929716 1105426 24.79% 4_957%
7.005 507 509 512 rBV 930896 1158960 25.99% 5.197%
7.302 532 535 537 rBvV 189955 261194 5.86% 1.171%
7.485 549 551 553 rBvV 937766 861155 19.31% 3.862%

=
QO ~NO®

11 7.988 592 595 597 rBvV 826040 713726 16.01% 3.201%
12 8.868 670 672 675 rBvY 282384 368934 8.27% 1.654%
13 10.216 788 790 793 rBV 1351127 1370999 30.75% 6.148%
14 10.719 833 834 837 rvB 43663 52022 1.17% 0.233%
15 11.051 860 863 866 rvB 464144 440780 9.89% 1.977%

16 12.034 946 949 951 rBV 922859 985898 22.11% 4.421%
17 12.891 1022 1024 1027 rVB2 401303 469902 10.54% 2.107%
18 14.891 1197 1199 1202 rBV 1546748 1600870 35.91% 7.179%
19 16.068 1299 1302 1307 rBV2 27179 45943 1.03% 0.206%
20 16.194 1310 1313 1315 rBV 474582 553633 12.42% 2.483%

21 16.834 1365 1369 1372 rBV 242374 388485 8.71% 1.742%
22 17.931 1463 1465 1468 rBV 407934 612895 13.75% 2.748%

Sum of corrected areas: 22299939
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079124.D
3500000 144

3000000

2500000 1.86

2000000

1500000

5.60
1000000 6.88.00 7.48

1.74

1.58 7.30
5.10

e T e

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
Abundance TIC: BF079124.D
3500000

500000

3000000
2500000
2000000
1500000 10.22

1000000}, gq 12.03

500000 687 11.05 12.89

ol ..ﬂ 10.72

N
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF079124.D
3500000

3000000
2500000

2000000

14.89
1500000

1000000

500000 16.19 17.93

1&0A 1??3 Ah

R

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 unknownl.44 Concentration Rank 2

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

1.44 340.93 ng 4452430 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 22 (1.438 min): BF079124.D (-19) (-) m/z 73.10 100.00%
7B
5000 43
89
- 140 160 180
0“|“”v'“v“”ﬁmﬂ'WWH'WJ“l““V'“VHW'“W“'W““|““v" m/z 43.10 47.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L N N L N
1.40 160 1.80
31 89 m/z 89.10 30.54%
O“I“”P'mm”j»mﬁ'Ei'“wh'W“'L”“I““I““I“”P'“P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
140 160 180
5000 55 m/z 41.05 9.50%
43
0 27 35 65 81 89 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2103: Propane, 2-methoxy-2-methyl-
78 140 160 1.80
m/z 45.10 7 .45%
5000
57
29 41 ‘
0 15 | ‘ | M | 49 ! 87
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.10 5.06 ng 66135 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-0ctanol 130 C8H180 000589-98-0 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane 58 C4H10 000106-97-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 342 (5.096 min): BF079124.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 ISR NARRE AR R
29 | 83 | 4.80 5.00 5.20 5.40
) SN ! P NSV | N (SN m/z 59.10 57.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I LIRS UL
59 480 500 520 5.40
m/z 101.00 22 .06%
15 31 101
0 | 257 371, 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance
59
480 500 520 540
5000 a1 83 m/z 58.10 16.73%
31
101
53 69 112
G s R UL R IR AL I LA IS SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime e
43 4.80 5.00 5.20 5.40
m/z 41.10 10.76%
5000
101
15 58
o \ 28 g7l 51 | 69 84 ‘
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\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.00 Concentration Rank 3

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

7.00 88.74 ng 1158960 1,4-Dichlorobenzene-d4 7.30
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 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 509 (7.005 min): BF079124.D (-507) (-) m/z 132.00 100.00%
132
5000 68
96 SRR S S LU
40 54 -8 | 106 J 6.60 6.80 7.00 7.20 7.40
0 AN W - N | R — m/z 68.10 46.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A R R UL
6.60 6.80 7.00 7.20 7.40
2 51 m/z 134.00 31.30%
0'"I'J”Ml'HW'l”j?”"l"”l""""I”"I'”'
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.20 7.40
5000 og 116 m/z 66.10 30.18%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole R e A Emaa b
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 18.84%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 i 80 100 120 140 160 180 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\BF051115\
Data File : BF079124.D

Aca On : 11 May 2015 19:12

Operator : TP/1Z

Sample : 62176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 unknownl16.83 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.83 14.03 ng 388485 Chrysene-di12 16.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 47
2 Nonane. 2.3-dimethyl- 156 C11H24 002884-06-2 47
3 Octane. 2-i1odo- 240 C8H171 000557-36-8 38
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
5 3-Bromooctane 192 C8H17Br 000999-64-4 35

Abundance Scan 1369 (16.834 min): BF079124.D (-1365) (-) m/z 57.10 100.00%

57
71

5000

=n

265 16.60 16.80 17.00 17.20

137151165180

207222

0 m/z 71.05 79.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99490: Heptadecane, 2,6-dimethyl-
43 57
71
5000 LN L L L L L LB
16,60 16.80 17.00 17.20
85 m/z 55.10 59.99%
113
0 L 9987041085 182197211225230253268
T T T T T T T e T T T e PR T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
e
16.60 16.80 17.00 17.20
5000 m/z 69.05  42.24%
o 85 127141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82718: Octane, 2-iodo- Ll B B e o SR
57 71 16.60 16.80 17.00 17.20
43 m/z 43.10 39.64%
5000
29 113
127
oL15 dow 85 ‘ | 141155169183
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TT 1T L L L 11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079124.D

Acq On : 11 May 2015 19:12

Operator : TP/1Z

Sample : G2176-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl .44 1.44 340.9 ng 4452430 1 7.30 261194 20.0
2-Pentanone, 4-hy... 5.10 5.1 ng 66135 1 7.30 261194 20.0
unknown? .00 7.00 88.7 ng 1158960 1 7.30 261194 20.0
unknownl16 .83 16.83 14.0 ng 388485 5 16.19 553633 20.0
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