LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 1.244 3 5 7 rVB 4120885 4885197 100.00% 22.741%
2 1.358 12 15 27 rVB 104714 267991 5.49% 1.248%
3 1.518 27 29 32 rvB 178278 214306 4 _.39% 0.998%
4 1.621 36 38 46 rVB 184066 303590 6.21% 1.413%
5 1.735 46 48 77 rVB 1509662 2580045 52.81% 12.010%
6 4.833 316 319 327 rBV 299911 398027 8.15% 1.853%
7 5.370 363 366 369 rBV 933425 1051842 21.53% 4 .896%
8 6.662 477 479 488 rVB 1210844 1137907 23.29% 5.297%
9 6.799 488 491 494 rBV 1306510 1193922 24.44% 5.558%
10 7.084 514 516 519 rBV 437137 422440 8.65% 1.966%

11 7.267 530 532 535 rBV 717711 918016 18.79% 4.273%
12 7.782 575 577 580 rBV 866793 759279 15.54% 3.534%
13 8.582 645 647 652 rBvV 136865 149726 3.06% 0.697%
14 8.662 652 654 657 rvv 624727 577627 11.82% 2.689%
15 10.010 770 772 775 rBV 1421676 1242311 25.43% 5.783%

16 10.525 814 817 819 rBV 69793 86711 1.77% 0.404%
17 10.833 842 844 847 rVB 721242 650173 13.31% 3.027%
18 11.816 927 930 932 rBvV2 557029 755809 15.47% 3.518%
19 12.674 1002 1005 1007 rBV 591091 672118 13.76% 3.129%
20 12.971 1029 1031 1033 rBV 52598 49891 1.02% 0.232%

21 14.445 1158 1160 1163 rBV 36340 52871 1.08% 0.246%
22 14.537 1165 1168 1174 rBV 151139 204723 4._.19% 0.953%
23 14.662 1177 1179 1182 rBV 1114269 1133760 23.21% 5.278%
24 15.851 1281 1283 1289 rBV 85635 134924 2.76% 0.628%
25 15.954 1289 1292 1294 rVV 637775 768125 15.72% 3.576%

26 15.988 1294 1295 1300 rVB2 33372 55624 1.14% 0.259%
27 16.125 1305 1307 1309 rBV 54697 57427 1.18% 0.267%
28 17.726 1444 1447 1450 rBvV 574016 757558 15.51% 3.526%

Sum of corrected areas: 21481940
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/I1Z

Sample : G2299-08

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\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: BF079388.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 1 unknownl.24 Concentration Rank 1

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

1.24 231.29 ng 4885200 1,4-Dichlorobenzene-d4 7.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 5 (1.244 min): BF079388.D (-3) (-) m/z 73.10 100.00%
7B
5000 43
89
- o 130 1.40 150 1.60
0“|“”v'“v“”mmﬂ'WWH'WJ“l““V'“VHW'“W“'W““|““v" m/z 43.10 47.15%
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
1.30 1.40 1.50 1.60
a1 89 m/z 89.10 31.37%
“P“'P“Um”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
HRSMR IR IULAE IR I I
1.30 1.40 1.50 1.60
5000 m/z 41.10 9.23%
57
- 41
15 49 87
Wﬁmmwmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
78 1.30 1.40 1.50 1.60
m/z 45.10 7.33%
5000 55
43
2" 35|, || 65 | 818 101109 119 129137145
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 130 140 1.50 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.52 10.15 ng 214306 1,4-Dichlorobenzene-d4 7.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 28
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23

Abundance Scan 29 (1.518 min): BF079388.D (-27) (-) m/z 73.10 100.00%
73
5000 43
55 87
007 140 160 1.80 '
el e e 2 Tm/Z 43.10 39.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T "'|P>T7ﬁ T
43 140 1.60 1.80
55 87 m/z 55.10 27.05%
2 )
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
- 87 140 160 180
5000 m/z 87.10 24 .15%
29
15
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #20079: 2,5-Dimethyl-4-hydroxy-3-hexanone e
7B 140 1.60 1.80
43 m/z 41.10 12.63%
5000 55
31
T TP
m/z--> 20 40 60 80 100 120 140 160 180 200 140 160 180 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.83 18.84 ng 398027 1,4-Dichlorobenzene-d4 7.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 319 (4.833 min): BF079388.D (-316) (-) m/z 43.10 100.00%
43
59
5000
101 USRI RN RN A
51 | 83 | 4.40 4.60 4.80 5.00 5.20
S SRS m/z 59.10 56.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI LRI L R R
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 20.10%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 4.60 480 5.00 520
5000 M m/z 58.10 16.74%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7971: Acetic acid, 1,1-dimethylethy!| ester
43 440 4.60 4.80 5.00 5.20
m/z 41.10 8.66%
5000 57
'”Iﬁil”“h”'“L'W'“W'”'J%'P'”P'”I””I“'W”'W”'W'“W BRSNS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 7 unknown6.80 Concentration Rank 3

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

6.80 56.53 ng 1193920 1,4-Dichlorobenzene-d4 7.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 491 (6.799 min): BF079388.D (-488) (-) m/z 132.00 100.00%
132
5000 68
40 | % 6.40 6.60 6.80 7.00 7.20
54 - - - - -
S A e € - - m/z 68.10 37.87%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 LI S R UL
6.40 6.60 6.80 7.00 7.20
m/z 134.00 31.88%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 24.53%
41 97
117
54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 N
Abundance #88584: Amphetaminil e e
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.48%
5000
91 105
5164 77 | |11 8 | 146159 178 208222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 9 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10

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

8.58 5.18 ng 149726 Naphthalene-d8 8.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Di-sec-butvl ether 130 C8H180 006863-58-7 50
3 1-Methoxv-3-methvl-3-butene 100 C6H120 034752-58-4 43
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 42

5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 42
Abundance Scan 647 (8.582 min): BF079388.D (-645) (-) m/z 57.10 100.00%
45 57
5000
75 87
| | | 101 130 8.20 8.40 8.60 8.80 9.00
e el b L2320 "m/z 45.10  97.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31015: Ethanol, 2-(2-butoxyethoxy)-
45 57
5000 LI L L L L L L L L L L
29 8.20 8.40 8.60 8.80 9.00
m/z 41.05 35.32%
87
L3867, ) 100107115 125132 144
T T R e T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45 57
AR R e e e
8.20 8.40 8.60 8.80 9.00
5000 29 m/z 75.10 18.04%
101
38 73 83 115 130
mmmmwwmwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #3837: 1-Methoxy-3-methyl-3-butene T R
45 8.20 8.40 8.60 8.80 9.00
m/z 56.10 15.14%
5000
70
I 5? 85 100
T T T R T T EEmE R e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF052015\
Data File : BF079388.D

Aca On : 20 May 2015 19:57

Operator : TP/1Z

Sample : 62299-08

Misc :

ALS Vial : 11 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 10 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 5.33 ng 204723 Chrysene-di12 15.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 58
3 Carbamic acid. I1.1"-biphenvl1-3... 213 C13H11NO2 055030-29-0 52
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
5 4H-Pyrazolo[5,1-c]-1,4-benzodiaz... 213 C11H7N302 1000277-20-1 45
Abundance Scan 1168 (14.537 min): BF079388.D (-1165) (-) m/z 213.10 100.00%
213
o l\¢\;
119
91 228 U IR B SN
39 65 77 107 135 152 165 1420 14.40 14.60 14.80
e S5 L SR 120 e 198 | L /7 119.00  26.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75157: Phenol, 4,4'-(1-methylethylidene)bis-
213

5000 L L L L BB |
14. 20 14. 40 14.60 14.80
o 119 228 m/z 214.10 15.60%
27 39 51 65 77 ‘1 107 | 135 15 165 181 197 | |
e L T MLt ot oL
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213
14. 20 14. 40 14. 60 14.80
5000 m/z 228.10 15.00%
185
228
51 63 77 gg101 %8 199
T e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64994: Carbamic acid, [1,1'-biphenyl]-3-yI- A R

213 14.20 14.40 14.60 14.80
m/z 91.10 13.74%

5000
168
,....,..57.1.,??.7.‘7,...?ﬁ‘..1.1.5,%2.5?1.'?’,9....,.“.‘..,..%9‘?..:.,....

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF052015\
Data File : BF079388.D

Acq On : 20 May 2015 19:57

Operator : TP/1Z

Sample - G2299-08

Misc :

ALS Vial : 11 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 .24 1.24 231.3 ng 4885200 1 7.08 422440 20.0
Butane, 2-methoxy... 1.52 10.2 ng 214306 1 7.08 422440 20.0
2-Pentanone, 4-hy... 4.83 18.8 ng 398027 1 7.08 422440 20.0
unknown6 .80 6.80 56.5 ng 1193920 1 7.08 422440 20.0
Ethanol, 2-(2-but... 8.58 5.2 ng 149726 2 8.66 577627 20.0
Phenol, 4,4"-(1-m... 14.54 5.3 ng 204723 5 15.95 768125 20.0
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