LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample - G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG101015.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 height area % max. total
1 3.144 46 52 60 rBv 64428 108435 5.52% 1.226%
2 3.214 60 64 77 rVB 225572 302441 15.40% 3.418%
3 5.136 384 391 399 rBvV 74108 105702 5.38% 1.195%
4 5.606 464 471 481 rBvV 151418 241157 12.28% 2.726%
5 7.192 734 741 750 rBV 105356 170580 8.69% 1.928%
6 7.562 797 804 812 rBV 307776 516841 26.32% 5.841%
7 8.032 878 884 891 rvB 63589 102600 5.22% 1.160%
8 8.355 931 939 946 rBvY 293218 488751 24.89% 5.524%
9 9.190 1073 1081 1091 rVB 264903 477633 24.32% 5.398%
10 10.694 1332 1337 1343 rBV2 12883 19680 1.00% 0.222%

11 10.835 1353 1361 1368 rBV 92089 163211 8.31% 1.845%
12 13.285 1771 1778 1786 rBV 788513 1208822 61.55% 13.662%
13 14.660 2003 2012 2019 rBV2 175805 272392 13.87% 3.079%
14 16.040 2242 2247 2252 rBV2 39848 55820 2.84% 0.631%
15 16.146 2259 2265 2283 rVB 700021 1075864 54.78% 12.160%

16 16.487 2316 2323 2328 rBV 35289 52542 2.68% 0.594%
17 16.540 2328 2332 2339 rVV3 35268 66455 3.38% 0.751%
18 16.604 2339 2343 2347 rVVv2 34287 49017 2.50% 0.554%
19 16.651 2347 2351 2355 rVB 20513 27848 1.42% 0.315%
20 16.804 2372 2377 2384 rVB4 25752 48249 2.46% 0.545%
21 16.869 2384 2388 2392 rBV 37559 52568 2.68% 0.594%
22 16.945 2398 2401 2408 rVB 18151 23563 1.20% 0.266%

23 17.404 2472 2479 2486 rBV 238358 362348 18.45% 4 _.095%
24 20.018 2918 2924 2930 rBV 1450701 1963869 100.00% 22.196%
25 21.675 3199 3206 3214 rBV 285870 455017 23.17% 5.143%

26 24.907 3741 3756 3769 rBV2 154868 436439 22.22% 4_.933%

Sum of corrected areas: 8847844
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019135.D
1400000

1200000
1000000
800000
600000

400000 756
: 8.36

3.21 9.19

200000 5.61

3.14 5.14 7.19

8.03 10.83
1

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 6. 50 7.00 750 800 850 9.00 0. 50 10. OO 10 50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG019135.D
1400000 20.02

1200000
1000000

gooooo]  13.28
16.15

600000

400000
21.68
17.40

200000 14.66

Y s

0 e LN B o o o L e e N L B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16. 50 17. OO 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019135.D
1400000

1200000

1000000

800000

600000

400000

200000 24.91

s l Il L A B i

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\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.21 58.96 ng 302441 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 63 (3.208 min): BG019135.D (-60) (-) m/z 73.10 100.00%
7B
43
5000 55 j\\
87
1] 300 320 340 3.60
) N 1N P N N N — m/z 43.10 51.85%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 DS SERBENEDR S
43 3.00 320 3.40 3.60
55 87 m/z 55.10 37.05%
29
0'“I”'W'”'P'”I”'ﬁhm'PJ“I”'Wt“?q“'P'”l”'W'“'P'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
1300 320 340 360
5000 - m/z 87.10 28.44%
43
27
0 15 63 83 98 115
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1966: Silane, tetramethyl- e
73 3.00 320 3.40 3.60
m/z 41.10 16.30%
5000
43
b2 1 293 [| 53 66 | 88
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.14 20.60 ng 105702 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 392 (5.141 min): BG019135.D (-384) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
ot 83L& h/z 59.10  55.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS S I

480 5.00 520 5.40
59 m/z 101.10 17.11%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R B e e e )
57 4.80 500 520 5.40
5000 m/z 58.10 15.29%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R B B ]
59 480 5.00 520 5.40
m/z 41.10 8.66%
5000
a1 101
15 \\3\1 \‘H 53\\\“ 69 8\3 A
o RSN IS PSSR 8 4 L1 L PR E ¢ARSES NS SRSV SNRMB I E N §
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.56 Concentration Rank 1

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

7.56 100.75 ng 516841 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 804 (7.562 min): BG019135.D (-797) (-) m/z 132.10 100.00%
5000 68
40 96 AR R RS AN
48 54 62 75 87 104 7.20 7.40 7.60 7.80
Ol bbbl - 87 e Tm/z 68.10  48.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS P UL L
7.20 7.40 7.60 7.80
78 m/z 66.10 35.44%
31 g5 ,, 51
0”'Wt”wPl”J”'W'”lhu”l”'W'”'P“”l”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 760 7.80
5000 97 m/z 134.10 33.95%
70
31
. 44 51 60 7 g6 105 116
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R o S e o
132 7.20 7.40 7.60 7.80
m/z 69.10 21.19%
5000
33 44 g7 105
| 51 60 70 78 o | ‘ 115
N s s L A IR R A RS B LR B ISR PR UL L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Cyclohexen-1-ol, 4-methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.69 2.41ng 19680  Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Cyclohexen-1-ol, 4-methyl-1-(1... 154 C10H180 000562-74-3 90
2 3-Cyclohexen-1-ol, 4-methyl-1-(1... 154 C10H180 020126-76-5 72
3 5-Hepten-3-one, 5-ethyl-2-methyl- 154 C10H180 049833-97-8 38

4 Eucalyptol 154 C10H180 000470-82-6 27
5 2-Butene, 1l-methoxy-, (E)- 86 C5H100 010034-14-7 27
Abundance Scan 1336 (10.688 min): BG019135.D (-1332) (-) m/z 71.10 100.00%
7
93
43
5000 55 11
83 154 |||/\||||||||||||||||||||
| | |d 1l 10.40 10.60 10.80 11.00
o S 1 | A m/z 93.10 77.58%
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25652: 3-Cyclohexen-1-ol, 4-methyl-1-(1-methylethyl)-
7
43
5000 93 111 ||||||||||||||||A|||||||
55 10.40 10.60 10.80 11.00
27 154 m/z 43.10 58.90%
‘ ‘ 81 121 136
0 .,...‘.‘,‘....‘ila‘..,‘a‘aa‘a,?%.‘.ﬁl..‘a‘,‘l‘...,‘ll‘..,l.o.:%..}l...,..‘..,....‘,....,....,..
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
71
10.40 10.60 10.80 11.00
5000 43 93 111 m/z 41.10 48_.13%
55 a3 136 154
63 103 | 121

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

Abundance #25551: 5-Hepten-3-one, 5-ethyl-2-methyl-

7 10.40 10.60 10.80 11.00

m/z 55.10 42 .84%
5000 41 55
83 111
‘ ‘ 154
| | A I N L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.08 ng 55820 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2-Diazaspiro[4.4]nonen-3-carbo... 252 C14H24N202 1000164-25-9 38
2 1,2-Diazaspiro[4.4]nonen-3-carbo... 238 C13H22N202 1000164-25-8 38
3 3,5,9-Trimethyl-deca-2,4,8-trien... 194 C13H220 1000188-00-3 38
4 Butanamide, N-(4-hydroxyphenyl)- 179 C10H13NO2 000101-91-7 35
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 35
Abundance Scan 2247 (16.040 min): BG019135.D (-2242) (-) m/z 109.10 100.00%

5000

15.80 16.00 16.20 16.40
m/z 41.10 47.07%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 =240
Abundance #89475: 1,2-Diazaspiro[4.4]nonen-3-carboxylic acid, 6,6,9, ...

9

5000
15.80 16.00 16.20 16.40

m/z 55.10 37.70%

196209 224237 253

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

109
15.80 16.00 16.20 16.40
5000 m/z 81.10 32.30%
179
41 55 69 g1 o 124
o 29 141 163 195 210223 239
L I i B R R

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

Abundance #51970: 3,5,9-Trimethyl-deca-2,4,8-trien-1-ol B R m
15.80 16.00 16.20 16.40

m/z 93.10 31.29%

5000

121133 150163176 194

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-(1,1-dimethylprop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.49 2.90 ng 52542 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 72

4 Carbamic

5 Hexestrol

acid, N-[1,1-bis(triflu... 413 C19H25F6NO2

270 C18H2202

296242-69-8 64
005635-50-7 64

Abundance Scan 2324 (16.493 min): BG019135.D (-2316) (-)
135
5000
107
41
55 77 91 121 220
O o B o o o e o O O ELAL A oo o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
41 55 g6 9% | 139 | 149 184
0..w...w..”,g.”,.Jﬂ,.”.,.”l,”u.,”.. S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
5000
107 150
41 77 95
27 53 65 119
O T I o o o B AL I o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135
5000
41 57 107
L1820 % 791 e | 19163 191 206
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 135.05 100.00%

16.20 16.40 16.60 16.80

m/z 107.10 18.08%

16.20 16.40 16.60 16.80

m/z 41.10 13.00%

16.20 16.40 16.60 16.80

m/z 136.10 10.50%

16.20 16.40 16.60 16.80

m/z 91.10 7.14%

16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Phenol, p-tert-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.71 ng 49017 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 53
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 47
3 Hexestrol 270 C18H2202 005635-50-7 47
4 Benzestrol 298 C20H2602 000085-95-0 35
5 1-n-butyladamantane 192 C14H24 014449-41-3 35
Abundance Scan 2342 (16.599 min): BG019135.D (-2339) (-) m/z 121.10 100.00%
107141135
5000
AL sr 7l g1 191 220 16.20 16.40 16.60 16.80 17.00
o} m/z 107.05 87.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22637: Phenol, p-tert-butyl-
135
5000
107 16.20 16.40 16.60 16.80 17.00
M 150 m/z 135.10 87.26%
27 77 gﬁ
0.”,”.w.”.“.nhnkw.”}?ﬁ.h.”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
16.20 16.40 16.60 16.80 17.00
5000 m/z 149.10 74.28%
107
4l g5 7791 5 149 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100744: Hexestrol LI B L I
135 16,20 16.40 16.60 16.80 17.00
m/z 41.10 17.45%
107
5000
o8 CAlss 7791 | gp | 165 270
m/z--> ﬁo 40 éo 80 160 150 140 160 180 200 220 240 260 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Acetamide, N-(3-methylphenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.80 2.66 ng 48249 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 53
2 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 43
3 1-(6-Methyl-2-pyridyl)propan-2-one 149 C9H11NO 065702-08-1 42
4 3",4"-Formoxylidide 149 C9H11NO 006639-60-7 35
5 Phenol, 4-(2-methylpropyl)- 150 C10H140 004167-74-2 30

Abundance Scan 2376 (16.798 min): BG019135.D (-2372) (-) m/z 149.10 100.00%
107 149
121
5000
> L LRI U SR B
4|1 65 17 9|1 133 163 16.40 16.60 16.80 17.00 17.20
0.|....‘|"..|.'.|'.|...l"|...'.||.| ..'il..'.l".l. S S . m/z 107.10 93.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22583: Acetamide, NiD(S—methyIphenyI)—
107
5000 149
16.40 16.60 16.80 17.00 17.20
43 m/z 121.10 60.11%
52 65 /[ o1 |
L L B L UL L UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149
16.40 16.60 16.80 17.00 17.20
5000 m/z 177.10 26.51%
a1 107
29 ST g7 7 i B ot
O e o [ T e e I
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one R e A RE
107 16.40 16.60 16.80 17.00 17.20
m/z 55.10 25.40%
5000
43
149
o L 88 & 19 e || 4pq 134 7
m/z--> 20 40 60 80 100 120 140 160 180 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample : G3929-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Benzeneacetonitrile, 3-fluoro- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.87 2.90 ng 52568 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetonitrile, 3-fluoro- 135 C8HG6FN 000501-00-8 72
2 5-(4-Trifluormethylsulfonylpheny... 372 C17H19F3N202S 187338-96-1 59
3 Phenol, 4,47-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 59
4 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 50
5 Benzeneacetonitrile, 2-fluoro- 135 C8H6FN 000326-62-5 50

Abundance Scan 2388 (16.869 min): BG019135.D (-2384) (-) m/z 135.10 100.00%
135
5000
107
a1 4 16.60 16.80 17.00 17.20
ot 4 m/z 107.05 22.37%
miz--> 0 50 100 150 200 250 300 350
Abundance #14944:. Benzeneacetonitrile, 3-fluoro-
135
5000 108
16.60 16.80 17.00 17.20
m/z 136.10 10.41%
0 38 \ﬁ?\ \%3 I ‘ “ ‘
miz--> 0 éo 160 1%0 260 250 300 3%0
Abundance
135
16.60 16.80 17.00 17.20
5000 m/z 41.10 10.00%
105
41 76
ol By bl || | 165185209 237 344 372
miz--> 0 50 100 150 200 250 300 350
Abundance #100779: Phenol, 4,4'-(1,2-diethyl-1,2-ethanediyl)bis-, (R... R R RRmEY
135 16.60 16.80 17.00 17.20
m/z 95.00 6.63%
107
5000
o 55 77| || 165 193212 270
miz--> 0 5'0 1(')0 1&1;0 2(')0 25'30 3c')o 3&1;0 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019135.D

Acq On : 11 Oct 2015 2:17

Operator : UM/NP

Sample - G3929-10

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
Quant Title : 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]
Butane, 2-methoxy... 3.21 59.0 ng 302441 1 8.03 102600 20.0
2-Pentanone, 4-hy... 5.14 20.6 ng 105702 1 8.03 102600 20.0
unknown7 .56 7.56 100.8 ng 516841 1 8.03 102600 20.0
3-Cyclohexen-1-ol... 10.69 2.4 ng 19680 2 10.83 163211 20.0
unknownl16.04 16.04 3.1 ng 55820 4 17.40 362348 20.0
Phenol, 4-(1,1-di... 16.49 2.9 ng 52542 4 17.40 362348 20.0
Phenol, p-tert-bu... 16.60 2.7 ng 49017 4 17.40 362348 20.0
Acetamide, N-(3-m... 16.80 2.7 ng 48249 4 17.40 362348 20.0
Benzeneacetonitri... 16.87 2.9 ng 52568 4 17.40 362348 20.0
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