LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample > G1950-01

Misc :

ALS Vial : 19 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 G\METHODS\8270-BG042315.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 2.753 7 11 16 rBvV 151781 194700 6.03% 1.042%
2 2.800 16 19 24 rVB 26071 33871 1.05% 0.181%
3 4.709 338 344 353 rBV 174232 238126 7.37% 1.275%
4 5.191 420 426 439 rBV 1093731 1508329 46.68% 8.074%
5 6.795 692 699 713 rBVY 1053570 1641849 50.81% 8.789%

7.136 750 757 769 rBV 1090815 1690969 52.33% 9.052%
7.594 829 835 843 rVB 202370 308996 9.56% 1.654%
7.917 883 890 899 rBvV 816153 1275886 39.49% 6.830%
8.757 1025 1033 1048 rBvV 608929 969012 29.99% 5.187%
10.379 1301 1309 1322 rBV 266039 445228 13.78% 2.383%

=
QO ~NO®

11 12.864 1725 1732 1741 rBV 1554182 2278831 70.53% 12.199%
12 13.710 1871 1876 1885 rBV 98595 140286 4._.34% 0.751%
13 14.251 1961 1968 1976 rBvV2 385390 588510 18.21% 3.150%
14 15.743 2215 2222 2232 rBV 979599 1378949 42.68% 7.382%

15 15.966 2256 2260 2270 rBV2 18206 32369 1.00% 0.173%
16 16.995 2429 2435 2440 rBV2 513501 708182 21.92% 3.791%
17 19.057 2780 2786 2793 rBV 26930 37287 1.15% 0.200%
18 19.415 2840 2847 2855 rVB2 26148 51178 1.58% 0.274%

19 19.627 2877 2883 2894 rVB 2604119 3231161 100.00% 17.296%
20 20.896 3095 3099 3109 rBvV 87709 153203 4.74% 0.820%

21 21.096 3129 3133 3137 rBV 66131 67231 2.08% 0.360%
22 21.178 3141 3147 3152 rBV 693819 871214 26.96% 4.664%
23 23.381 3515 3522 3538 rVB2 420370 835772 25.87% 4_474%

Sum of corrected areas: 18681139
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On - 24 Apr 2015 3:49

Operator : TP/I1Z

Sample : G1950-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.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: BG016671.D
2500000

2000000

1500000

5.19 6.79 7.14
1000000

8.76

500000
>.75 471 7.59 10.38
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG016671.D

2500000

19.63

2000000

12.86
1500000

1000000 15.74

16.99
500000 14.25

i 13.71 15.97 19.0619.42)|
-— e T T

Time--> 12.00 12.50 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
Abundance TIC: BG016671.D
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1500000
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8270-BG042315.M Fri Apr 24 15:22:36 2015 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.75 12.60 ng 194700 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 11 (2.753 min): BG016671.D (-7) (-) m/z 73.10 100.00%
7B
5000
43 55 87
37, | 2.80 2.90 3.00 3.10 3.20
S /N N EPoum N IS F—— m/z 43.10 25.30%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 HE U U A AR R
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 23.94%
‘%9 35 \‘ ‘ 67 ||
miz--> b % % 4 % o 70 s % 10
Abundance
30
& HAS IR U A AR U
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.05 19.49%
44 58
18
38
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy-
73 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.21%
5000
45
2
m/z--> 10 20 3'0 4'0 50 60 7'0 80 9 100 280 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 _beta.-Alanine, trimethylsi... Concentration Rank 6

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

2.80 2.19 ng 33871 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Alanine. trimethvlsilvl e... 161 C6H15N0O2Si 005269-40-9 56
2 Silanol. trimethvl-., formate 118 C4H1002Si 018243-21-5 56
3 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 50
4 Formamide. N-methvlthio 75 C2H5NS 018952-41-5 38
5 3-Hexanone, 1,5,6,6-tetramethoxy- 220 C10H2005 053914-29-7 38

Abundance Scan 19 (2.800 min): BG016671.D (-16) (-) m/z 75.10 100.00%
75
5000
45

57 ‘ 103 207 2.80 2.90 3.00 3.10 3.20
bt 828 BT Tw/z 73.10 0 30.18%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30134: .beta.-Alanine, trimethylsily| ester
75
43 117
5000

2.80 2.90 3.00 3.10 3.20
m/z 45.10 28.61%

I, 8 | 88 102 | 129 146 161
L e o o L B e e R R I o o s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
75 103
R S ERRRREREERREaEs
2.80 2.90 3.00 3.10 3.20
5000 m/z 41.10 23.46%
45
15 29 59
L o o LA e e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4666: Propane, 1,1-dimethoxy-
75 2.80 2.90 3.00 3.10 3.20
m/z 47.05 15.34%
5000
m/z--> 20 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 15.41 ng 238126 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
4 4-Ethvl-3-octanol 158 C10H220 019781-26-1 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 344 (4.709 min): BG016671.D (-338) (-) m/z 43.10 100.00%
a3
59
5000
101
R e
4.40 4.60 4.80 5.00
83
S ..~."|i....,'....',....,....,....,....,....,210.7.. m/z 59.10 70.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS IR UL LS UL
59 440 460 480 500
m/z 101.10 32.05%
15 4 101
”"|”“'T“'*l“"?i'“ﬂ“"l“"l“"l“"l“"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 59
440 460 480 500
5000/ 18 m/z 58.05 19.91%
31
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e EREEEEE RS SR
43 4.40 4.60 4.80 5.00
m/z 41.10 8.02%
5000 101
28 59
70 84
...:L?l.“.”..‘i‘l..‘M..‘.‘.|‘l...|‘....|....|....|....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 unknown7.14 Concentration Rank 1

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

7.14 109.45 ng 1690970 1,4-Dichlorobenzene-d4 7.59
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 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 758 (7.141 min): BG016671.D (-750) (-) m/z 132.00 100.00%
5000
68
% 680 7.00 7.20 7.40
40 54 . . . .
[ | Weus | m/z 68.10 33.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RARAS RS AR AR
6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 33.26%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 20.89%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl — P
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 13.05%
5000 og M°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. 8 G G
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016671.D

Aca On : 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.90 3.52 ng 153203 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 92
2 Trichloroacetic acid. 4-hexadecv... 386 C18H33C1302 1000282-92-4 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
4 Cvclohexadecane 224 C16H32 000295-65-8 89
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3100 (20.902 min): BG016671.D (-3095) (-) m/z 57.10 100.00%
57 g3
5000
\ 19 10 20720 257 om 20160 20,80 2100 2120
m/z 83.10 83.00%
m/z--> 50 100 150 200 250 300
Abundance #53619: Cyclotetradecane
55
83
5000 NN BN BN
20.60 20.80 21.00 21.20
29 ‘ 111 m/z 55.10 77 .87%
196
,\,t‘ | J,Jh J T e
m/z--> 50 100 150 200 250 300
Abundance
55 83
111 20.60 20.80 21.00 21.20
5000 m/z 69.10 77 .85%
224
29 139
167 196 on g 37
m/z--> 50 100 150 200 250 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester L B !
4 20.60 20.80 21.00 21.20
69 m/z 97.10 77.78%
97
5000
125
2 J N ‘h i 153 196 224
m/z--> 50 100 150 200 250 300 ' 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042315\
Data File : BG016671.D

Acq On 24 Apr 2015 3:49

Operator : TP/1Z

Sample : G1950-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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]
Butane, 2-methoxy... 2.75 12.6 ng 194700 1 7.59 308996 20.0
-beta.-Alanine, t... 2.80 2.2 ng 33871 1 7.59 308996 20.0
2-Pentanone, 4-hy... 4.71 15.4 ng 238126 1 7.59 308996 20.0
unknown7 .14 7.14 109.5 ng 1690970 1 7.59 308996 20.0
Cyclotetradecane 20.90 3.5 ng 153203 5 21.18 871214 20.0
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