LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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

5.044 369 375 383 rBv2 12051 21175 1.34% 0.285%
5.543 454 460 473 rBvV 131653 256295 16.24% 3.449%
rBv 84299 179537 11.38% 2.416%
7.523 789 797 812 rBV 285215 563236 35.69% 7.579%
7.987 869 876 885 rvB 58258 112917 7.16% 1.519%
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6 8.311 923 931 942 rBV 258654 501389 31.78% 6.747%
7 9.162 1066 1076 1091 rBV 181535 394486 25.00% 5.308%
8 10.808 1347 1356 1366 rBV 94663 199555 12.65% 2.685%
9 12.488 1633 1642 1647 rBVS 18654 38296 2.43% 0.515%
10 13.034 1730 1735 1740 rBV5 8219 17760 1.13% 0.239%

11 13.252 1765 1772 1779 rBV 712484 1203296 76.26% 16.192%
12 14.633 2000 2007 2016 rBV2 183459 334996 21.23% 4._.508%
13 15.185 2097 2101 2105 rVB6 13974 22585 1.43% 0.304%
14 15.884 2216 2220 2225 rBV2 19494 35641 2.26% 0.480%
15 16.131 2255 2262 2277 rBV 488491 855860 54.24% 11.517%

16 17.382 2468 2475 2485 rBV 234253 388140 24.60% 5.223%
17 18.258 2620 2624 2631 rBV9 10544 21746 1.38% 0.293%
18 19.979 2911 2917 2931 rVB 1137422 1577915 100.00% 21.233%
19 21.642 3193 3200 3211 rBV2 196154 379664 24.06% 5.109%
20 24.844 3735 3745 3757 rVB4 101839 326968 20.72% 4._.400%

Sum of corrected areas: 7431457
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022455.D
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Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022455.D
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13.25
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Time--> 13.00 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG022455.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 4

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

5.04 3.75 ng 21175 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 374 (5.038 min): BG022455.D (-369) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 | 480 5.00 520 5.40
e | N SN m/z 59.00 60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LS UL AR A
59 480 500 520 5.40
m/z 101.00 19.58%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 17.65%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 520 5.40
m/z 41.00 10.43%
5000 101
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.l..,.?“?.,;...,. S F—
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.52 Concentration Rank 1

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

7.52 99.76 ng 563236 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 796 (7.517 min): BG022455.D (-789) (-) m/z 131.90 100.00%
132
5000
68
40 54 J 7.20 7.40 7.60 7.80
S il .|.|.7.7 ?.7.!,1.0“?..,.. | m/Z  68.00  34.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR UL LN R
7.20 7.40 7.60 7.80
51 78 m/z 133.90 31.93%

31
""'Hll'H'l'l"l""I""I"" U DA DA
m/z--> 40 60 80 100 120 140 160 180
Abundance
132

7.20 7.40 7.60 7.80

5000 67 m/z 66.00 22.08%
41 53 97 117
79
88 106
L A A e N m o o
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl EmmE e e e
57 132 720 740 760 780

m/z 69.00 13.66%

74
5000 gg 116 /\L\
o .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknownl2.49 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.49 3.84 ng 38296 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol2.2.1Theptane. 1-me... 154 C10H180 000470-67-7 43
2 Bicvclol2.2.27octane-1-carboxvli... 154 C9H1402 000699-55-8 41
3 2-Cvclopentene-1-carboxvlic acid... 154 C9H1402 006894-69-5 38
4 4-Butvl-5-methvlpvrazalone 154 C8H14N20 1000289-28-0 35
5 Pentanal, 2-methylene-, (l1-methy... 154 C9H18N2 033063-80-8 32

Abundance Scan 1642 (12.488 min): BG022455.D (-1633) (-) m/z 111.00 100.00%
111
67 154
5000 a1
41 125
53 97 12.20 12.40 12.60 12.80
m/z 67.00 64 .32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25735: 7-Oxabicyclo[2.2.1]heptane, 1-methyl-4-(1-methylet...
43 71 111
154
5000 o5 125
93 12.20 12.40 12.60 12.80
8l 139 m/z 153.90 62.56%
SN —— 1| TS ] L | R A S MM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109 154
67 125 12.20 12.40 12,60 12.80
5000 39 & m/z 109.00 60.99%
27 53
15 % 59 139
mwmﬂmmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26483: 2-Cyclopentene-1-carboxylic acid, 1,2,3-trimethyl-
109 12.20 12.40 12.60 12.80
m/z 81.00 39.74%
5000
67
39 55 81 03 154
"'P"W"L\'”jlmﬂ?ﬁ“kﬁ'””1'”hW”"”m'4Q%“d"”I}%ﬁl”}ﬁg'”l'”'l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022455.D

Aca On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Benzenesulfonamide, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.88 2.13 ng 35641 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 94
2 Oxiranecarboxamide. 3-phenvl- 163 C9HINO2 018538-53-9 10
3 1.3.5-Norcaratriene 90 C7H6 004646-69-9 9
4 Boranamine. l1-chloro-N.N-dimethv... 145 C6H13BCIN 051783-28-9 9
5 Benzyl cyanoformate 161 C9H7NO2 005532-86-5 9

Abundance Scan 2219 (15.878 min): BG022455.D (-2216) (-) m/z 90.00 100.00%

9o
106

5000

15.60 15.80 16.00 16.20
m/z 105.90 72.26%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #37049: Benzenesulfonamide, 2-methyl-
90
106
5000
65 15.60 15.80 16.00 16.20
39 137 171 m/z 91.00 64.14%
51 77 154
.“”Lm”ﬁ”wi”.ww“”:”.”i.uﬂfﬂpﬂwnnphq”““”q””“”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance
91
T T T T T
106 15.60 15.80 16.00 16.20
5000 m/z 64.95 27 .05%
79
65
120
146 163
mmﬁwwﬁwﬁwﬁwﬁmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #2323: 1,3,5-Norcaratriene B A BRREEEE S
90 15.60 15.80 16.00 16.20
m/z 88.95 25.84%
5000
63
39 51 ‘
S N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062016\
Data File : BG022455.D

Acq On : 21 Jun 2016 00:21

Operator : UM/SJ

Sample : H3679-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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... 5.04 3.8 ng 21175 1 7.99 112917 20.0
unknown? .52 7.52 99.8 ng 563236 1 7.99 112917 20.0
unknownl12 .49 12.49 3.8 ng 38296 2 10.81 199555 20.0
Benzenesulfonamid... 15.88 2.1 ng 35641 3 14.63 334996 20.0

8270-BG060616.M Tue Jun 21 14:47:25 2016 Page: 7



