LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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
1 5.044 369 375 383 rBV3 8368 15694 1.32% 0.183%
2 5.543 453 460 481 rBV 121461 243591 20.47% 2.842%
3 7.177 731 738 755 rBV 85237 181975 15.29% 2.123%
4 7.523 789 797 813 rBV 282745 556851 46.80% 6.497%
5 7.987 868 876 890 rBV 75248 159757 13.43% 1.864%
6 8.311 923 931 941 rBV 247820 483653 40.64% 5.643%
7 9.162 1068 1076 1093 rBV 182107 404259 33.97% 4.717%
8 9.985 1210 1216 1225 rBV5 8671 25590 2.15% 0.299%
9 10.490 1295 1302 1307 rBV2 8751 15725 1.32% 0.183%
10 10.808 1348 1356 1369 rBvV 117330 273656 23.00% 3.193%
11 11.007 1386 1390 1398 rvB2 10131 20030 1.68% 0.234%
12 11.213 1420 1425 1432 rBvV9 5629 14247 1.20% 0.166%
13 11.707 1504 1509 1513 rVvB8 7472 14722 1.24% 0.172%
14 12.041 1560 1566 1573 rVB5 6223 17458 1.47% 0.204%
15 12.130 1573 1581 1590 rBvV7 15811 47060 3.95% 0.549%
16 12.611 1658 1663 1668 rVB5 23232 40168 3.38% 0.469%
17 12.841 1699 1702 1706 rBV5 9559 15469 1.30% 0.180%
18 13.117 1745 1749 1752 rBV6 9799 14961 1.26% 0.175%

19 13.252 1765 1772 1778 rBV 703029 1189947 100.00% 13.884%
20 13.305 1778 1781 1788 rVB2 96571 152534 12.82% 1.780%

21 13.516 1813 1817 1821 rBV6 12475 20892 1.76% 0.244%
22 13.739 1852 1855 1862 rVB9 9476 20332 1.71% 0.237%
23 13.969 1891 1894 1898 rVB6 13540 19357 1.63% 0.226%
24 14.151 1921 1925 1929 rBV6 15266 29610 2.49% 0.345%
25 14.356 1956 1960 1965 rBvV4 11289 19221 1.62% 0.224%
26 14.633 2001 2007 2014 rBV2 201907 360145 30.27% 4.202%
27 15.238 2107 2110 2114 rBVG6 13284 22353 1.88% 0.261%
28 15.332 2122 2126 2131 rVB7 21492 32870 2.76% 0.384%

29 15.884 2214 2220 2226 rBV 232219 379243 31.87% 4._.425%
30 16.125 2255 2261 2274 rVB2 469532 821278 69.02% 9.582%

31 16.248 2276 2282 2291 rBV 197952 366712 30.82% 4._.279%

32 16.654 2348 2351 2360 rVB5 13352 27905 2.35% 0.326%
33 17.382 2469 2475 2481 rVB2 241289 410355 34.49% 4._.788%
34 18.252 2620 2623 2627 rBV5 18234 28307 2.38% 0.330%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA G\METHODS\8270-BG060616 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.728 2702 2704 2710 rVB 14486 18747 1.58% 0.219%
36 19.803 2884 2887 2892 rVB 30202 43706 3.67% 0.510%

37 19.979 2911 2917 2928 rBV 837203 1151941 96.81% 13.440%
38 20.937 3075 3080 3087 rBV 116725 188562 15.85% 2.200%
39 21.636 3193 3199 3207 rVB 209224 366040 30.76% 4.271%
40 24.838 3736 3744 3756 rVvB2 117058 355890 29.91% 4.152%

Sum of corrected areas: 8570813
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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

Abundance TIC: BG022451.D

800000
600000

400000

7.52
8.31

200000 9.16

5.54 10.81
7.18 7.99

5,04 R_ 999 1049 }\} 0121 11 7112@13 129-6]

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022451.D

19.98

800000
13.25

600000
16.12

400000
15.88 17.38 21.64

200000 20.94

18.30
b g13.1213.53 14.P4.15.36

O B LA L o o o B o  RLJBLAL B e o o e HELAL o

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: BG022451.D

19.8(]

18.25 18.73

800000
600000
400000
200000 24.84

A

O T T T T T T T T T T T T T T T T T

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 : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 unknown7.52 Concentration Rank 1

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

7.52 69.71 ng 556851 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 796 (7.517 min): BG022451.D (-789) (-) m/z 131.90 100.00%
5000 o8 /\‘
40 s || g5 % 720 7.40 7.60 7.80
iyl 88 Ly v m/z 68.00 36.56%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A IR UL LN LR
7.20 7.40 7.60 7.80
m/z 133.90 32.52%
31 51
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.20 7.40 7.60 7.80
5000 67 m/z 66.00 21.43%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80
m/z 68.95 12.74%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 3 Benzene, pentamethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.13 3.44 ng 47060 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 62
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 62
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 62
4 Benzene. 1l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 53
5 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 53
Abundance Scan 1581 (12.130 min): BG022451.D (-1573) (-) m/z 132.95 100.00%

133
5000 148
91
81 117
41 55 67 104 160 11.80 12.00 12.20 12.40

m/z 148.00 38.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21796: Benzene, pentamethyl-

133

A |
5000 A
148 11.80 12.00 12.20 12.40

91 m/z 91.00 29.18%
15 27 39 51 6§ 7 ‘ 1?5 1}? ‘ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
119 133
11.80 12.00 12.20 12.40
5000 148 m/z 117.00 21.02%
91 105
i
41 51 6
Wwwmwmmﬁmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21820: Benzene, 2,4-diethyl-1-methyl-
133 11.80 12.00 12.20 12.40
119 m/z 80.90 14 .39%
5000 148
% 105
7
5 27 39 51 65 | ‘ ‘ |
SN PR I AU PR 1/ | S NN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 4 2(1H)-Naphthalenone, octahy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.94 ng 40168 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 93
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 81
3 Spirol4.51decan-2-one 152 C10H160 003643-16-1 78
4 2-Decalone.c&t 152 C10H160 004832-17-1 72
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 70
Abundance Scan 1663 (12.611 min): BG022451.D (-1658) (-) m/z 108.00 100.00%
o 67 81 3
95 152
5000 a1
133
123 12.20 12.40 12.60 12.80 13.00
m/z 81.00 89.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
108
_— 152
41
5000 95 AL BRI U BRI B
12:20 1240 12.60 12.80 13.00
‘ ‘ ‘ ‘ 123 134 m/z 67.00 80.40%
S - \‘ Ml il M‘\Hlnl MSNSPRS R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 81
T o 108 AR BN N
12.20 12.40 12.60 12.80 13.00
5000 27 95 152 m/z 55.00 77 .50%
15 123 134
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23964: Spiro[4.5]decan-2-one T
67 81 9 12.20 12.40 12.60 12.80 13.00
m/z 152.00 65.96%
152
5000 41 55 109 123
27
..,....,....,....,....,....,........,....,....,....,....,....,1.3.‘.1'.1‘.‘.2..,....,..
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 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 5 unknownl13.30 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.30 8.47 ng 152534 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ketone. 3a.beta..4.5.6.7.7a-hexa... 180 C12H200 017986-87-7 32
2 cis-3.4-Chromandiol 166 C9H1003 017698-40-7 27
3 Pvrazole. 1-vinvl-3.5-dimethvl- 122 C7H10N2 015967-75-6 25
4 Naphthalene. 6-fluoro-1.2.3.4-te... 150 C10H11F 002840-40-6 25
5 (6-Amino-3H-imidazol-4-yl)aceton... 122 C5H6N4 1000191-16-3 25

Abundance Scan 1780 (13.299 min): BG022451.D (-1778) (-) m/z 122.00 100.00%
»2
81
5000 95
55
a1 69 110 166
135 147 176 13.00 13.20 13.40 13.60
m/z 81.00 60.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42681: Ketone, 3a.beta.,4,5,6,7,7a-hexahydro-7a.beta.-met...
4 122
81
5000 67 LRI USSR SRR U B
55 13.00 13.20 13.40 13.60
‘ 110 162 m/z 95.00 41.34%
: k\;‘ : ‘ﬁ“. I .“H. "‘h"‘ : ‘k“l I IH‘I“I : i" |1|3\? I:|I.4‘|:7I : I" — EI'?OI :
m/z--> 20 40 60 80 10 120 140 160 180
Abundance
122
13.00 13.20 13.40 13.60
5000 166 m/z 93.00 38.49%
18 29 39 51 65 77 o1 104 135 147
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9560: Pyrazole, 1-vinyl-3,5-dimethy!- T T T
122 13.00 13.20 13.40 13.60
m/z 55.00 35.80%
80
5000
28 39 95 107
| el )
...luul“ IHH H“||||||‘|||‘||||“||||||||||||||||| R RAREAEEaaemE
m/z--> 20 80 100 120 140 160 180 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 6 Benzenesulfonamide, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.88 21.06 ng 379243 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7H9NO2S 000088-19-7 96
2 1.3.5-Norcaratriene 90 C7H6 004646-69-9 59
3 Gluconic acid 196 C6H1207 000526-95-4 53
4 Thiourea. methvl- 90 C2H6N2S 000598-52-7 7
5 1H-1,2,3-Triazol-1-amine, 4-(4-b... 326 C15H11BrN4 017076-53-8 4
Abundance Scan 2219 (15.878 min): BG022451.D (-2214) (-) m/z 90.00 100.00%
9
106
5000
65
137 171
39 = 77 154 15.60 15.80 16.00 16.20
S RS M I N m/z 105.95  75.04%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #37049: Benzenesulfonamide, 2-methyl-
90
106
5000
65 15.60 15.80 16.00 16.20
39 137 171 m/z 91.00 70.69%
51 77 154
"'fw'h'll'”Jl'ﬂ“I'L"??4'jl""l"'W""I'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
90
15.60 15.80 16.00 16.20
5000 m/z 89.00 34 .85%
63
39 51 74
miz--> 40 60 8 100 120 140 160 180 200
Abundance #53739: Gluconic acid
7 9 15.60 15.80 16.00 16.20
43 61 m/z 64.95 29.50%
5000 103
133
| l‘l "HM| ‘l l‘ l‘h |‘H“|“| |‘ ‘|‘| T l‘:!-:hgl T ‘H |1|4|2:!-5|1|1i§]|- T l:!-7|9| T ?-9|6| T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 7 Benzenesulfonamide, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.25 17.87 ng 366712 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 96
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 86
3 Tolbutamide 270 C12H18N203S 000064-77-7 83
4 N3. N.alpha.-bis*ptoluenesulfonv... 462 C20H22N405S2 1000130-21-9 78
5 N-p-toluenesulfonyl-I-threonine,... 363 C18H21NO5S 1000130-34-4 50
Abundance Scan 2282 (16.248 min): BG022451.D (-2276) (-) m/z 91.00 100.00%
o
5000
155171
65 107
39 16.00 16.20 16.40 16.60
S .,.'i...l,'%?.lﬁg....,..:.,1.5??.2.0.?. rereprrrpreperereee || M7z 170.90  35.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37051: Benzenesulfonamide, 4-methyl-
9
5000 171
65 155 16.00 16.20 16.40 16.60
107 m/z 154.90 33.68%

)i | |
.”“”ﬂnhﬂ”ﬂﬂhﬁnqnpgu.u.””.”.””.”.””“”q””“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91

16.00 16.20 16.40 16.60

5000 171 m/z 64.95 24 .10%
155
65 107
41 139 106 226243 264 316
mﬁwmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100179: Tolbutamide
g 16 00 16.20 16.40 16.60

m/z 107.00 19.43%

5000
4 65 155171
107
e MI‘ AN J 139 107

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16. 20 16 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 8 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.80 2.39 ng 43706 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 95
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 59
3 4-Ethvl-2.2.4-trimethvl-1.2.3.4-... 242 C16H22N2 022315-84-0 53
4 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 53
5 Indole,6-methyl-2-(2-thienyl)- 213 C13H11NS 296245-70-0 52
Abundance Scan 2886 (19.797 min): BG022451.D (-2884) (-) m/z 212.95 100.00%
213
5000
He 228 LR S L SR B
40 65 84 99 138152 169 195 o81 19.40 19.60 19.80 20.00 20.20
USRS SSRFASHSE I W 4 L g "l'Ili'"'l"'l""'l’ll"' ST MM Lot m/z 118.90 28.59Y%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
2
5000 R UM UL SURBLA B

19. 40 19 60 19. 80 20. 00 20 20

119 m/z 228.00 22.13%
135 151165 181 197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213

19.40 19.60 19.80 20.00 20.20
5000 m/z 213.90 14 .64%

185 228

28 51 69 92 1141284143157171 | 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83786: 4-Ethyl-2,2,4-trimethyl-1,2,3,4-tetrahydro-.gamma....
213

19.40 19.60 19.80 20.00 20.20
m/z 98.95 11.76%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 40 19 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062016\
Data File : BG022451.D

Aca On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample : H3679-05

Misc :

ALS Vial : 4 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 9 Phenytoin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 10.30 ng 188562 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenvtoin 252 C15H12N202 000057-41-0 99
2 Phenvtoin 252 C15H12N202 000630-93-3 95
3 6H-DibenzIlb.floxirenoldlazepine-... 252 C15H12N202 036507-30-9 58
4 9H-Carbazole. 9-butvl- 223 C16H17N 001484-08-8 46
5 1H-Pyrrole, 1-[tris(1-methylethy... 223 C13H25NSi 087630-35-1 43
Abundance Scan 3081 (20.943 min): BG022451.D (-3075) (-) m/z 180.00 100.00%
180
5000 104 /\
77 209
|| o] || L o205 2050 2100 2120
bl 326 oA} L4904 282 401 Th/z 104.00  44.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89497: Phenytoin
180
104
5000 7 UASUBAR AR L
223 250 20.60 20.80 21.00 2120
51 m/z 76.95 33.55%
‘ 147‘
.2?‘. k\ .‘k““.‘l |“.].-2.6‘.‘|‘.“.‘ i ‘l L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
180
252 20.60 20,80 21.00 21.20
5000 77 104 223 m/z 208.95 32.81%
51
106147
m/z--> 50 100 150 200 250 300 350 400
Abundance #89538: 6H-Dibenz[b,floxireno[d]azepine-6-carboxamide, 1a,... T e
180 20.60 20.80 21.00 21.20
m/z 222.90 32.75%
5000 -
152 223
4 77 \
i 10 }ﬁ7,4{,“J ey
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062016\
Data File : BG022451.D

Acq On : 20 Jun 2016 21:40

Operator : UM/SJ

Sample - H3679-05

Misc :

ALS Vial : 4 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]
unknown7 .52 7.52 69.7 ng 556851 1 7.99 159757 20.0
Benzene, pentamet... 12.13 3.4 ng 47060 2 10.81 273656 20.0
2(1H)-Naphthaleno... 12.61 2.9 ng 40168 2 10.81 273656 20.0
unknown13.30 13.30 8.5 ng 152534 3 14.63 360145 20.0
Benzenesulfonamid... 15.88 21.1 ng 379243 3 14.63 360145 20.0
Benzenesulfonamid... 16.25 17.9 ng 366712 4 17.38 410355 20.0
Phenol, 4,4"-(1-m... 19.80 2.4 ng 43706 5 21.64 366040 20.0
Phenytoin 20.94 10.3 ng 188562 5 21.64 366040 20.0
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