LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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

2.873 3 6 26 rVB 1766111 2734495 100.00% 19.751%
5.106 379 386 395 rvB2 32903 61909 2.26% 0.447%
rBv 426833 825983 30.21% 5.966%
7.233 739 748 762 rBV 489010 974104 35.62% 7.036%
7.579 799 807 822 rBV 545020 1043911 38.18% 7.540%
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8.044 879 886 899 rvB 89079 166196 6.08% 1.200%
8.367 932 941 951 rBV 418337 800176 29.26% 5.780%
9.219 1077 1086 1103 rBV 292647 615934 22.52% 4._.449%
10.864 1358 1366 1378 rBV 134698 276319 10.10% 1.996%
13.302 1773 1781 1795 rBV 983917 1717959 62.83% 12.409%

=
QO ~NO®

11 14.125 1915 1921 1933 rBV 79479 134712 4._.93% 0.973%
12 14.683 2008 2016 2025 rBV2 234635 393413 14.39%% 2.842%
13 16.175 2263 2270 2284 rBV 591687 1006979 36.83% 7.273%
14 17.427 2476 2483 2497 rBV 240474 418052 15.29% 3.020%

15 19.695 2865 2869 2875 rVB 47562 63739 2.33% 0.460%
16 19.812 2885 2889 2899 rBv4 11859 29454 1.08% 0.213%
17 20.024 2919 2925 2934 rBV 1181048 1715382 62.73% 12.390%
18 20.735 3042 3046 3051 rvB2 38794 53233 1.95% 0.384%

19 21.692 3201 3209 3223 rBV 209417 414146 15.15% 2.991%
20 24.930 3752 3760 3786 rvB2 113809 398822 14.58% 2.881%

Sum of corrected areas: 13844918
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On : 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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: BG022439.D
87
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Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG022439.D

1500000

20.02

1000000{  13-30

16.18
500000

14.68 17.43 21.69
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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: BG022439.D
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24.93

e e e

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\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.87 329.07 ng 2734500 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 64
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 5 (2.867 min): BG022439.D (-3) (-) m/z 73.00 100.00%
73
5000 43 89 ’ ?
2.90 3.00 3.10 3.20 3.30
55
o/ SN ATI N R [N -~ P m/z 43.00 38.63%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30
a1 89 m/z 89.00 35.69%
0~ '|"2§JJ"'3§J"‘ﬁ?|"‘§?l' LN LR FULILELS UL BRI B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.90 3.00 3.10 3.20 3.30
5000 43 55 m/z 41.00 7.46%
29
o 38 50 61 g2 8 103
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl-
73 2.90 3.00 3.10 3.20 3.30
m/z 45.00 6.31%
5000
41
- ‘ 57
0"w'“Jl”"HJﬁg?%“ml"'w'*"l”"l'”'l'"w'
m/z--> 20 30 40 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 7.45 ng 61909 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 3-Hexanol 102 C6H140 000623-37-0 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 387 (5.112 min): BG022439.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101
R e N
480 5.00 520 5.40
IR R | R U NN B 7T R e :
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL L
59 480 500 520 540
m/z 101.00 31.52%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 57.95 17.96%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethy! ester
43 480 5.00 520 5.40
m/z 41.00 9.33%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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 unknown7.58 Concentration Rank 2

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

7.58 125.62 ng 1043910 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
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 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 807 (7.579 min): BG022439.D (-799) (-) m/z 131.90 100.00%
132
5000 /\
68
96 L0 700 780 7RO 800
40 54 720 7.0 7.60 7.80 8.00
I il :|-.|.'.,5.‘5..!,':.1.1.5,..~.,....,....,....,....,... m/z 68.00  35.01%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A U L R
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 33.67%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.00%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil . . R R R S
132 720 7.0 7.60 7.80 8.00

m/z 69.00 12.89%

5000
91 105
oL 3951 65 7 | 117 ) 146159 178 208 222
SN A SR ! S RO CANEUL NN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.69 3.08 ng 63739 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 86
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 35
Abundance Scan 2868 (19.689 min): BG022439.D (-2865) (-) m/z 56.00 100.00%
56
5000
P 97 129 239 257 A RS AN AR AR
3 11 50167 185 502 291308 19.40 19.60 19.80 20.00
0! m/z 57.00 56.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 LRI BRI SO I B
29 73 mmmmmmmm
m/z 42.95 35.38%
o \‘ I ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
19.40 19.60 19.80 20.00
5000 m/z 55.00 31.77%
2 & 257
o 101 19 o g5 213 239 283 312
R R R A R A R KRN LA LA AN LA RAAAN LARSE EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R B
57 19.40 19.60 19.80 20.00
m/z 60.00 31.05%
5000 4
{ 239 957
Y 2l AN U Ul | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022439.D

Aca On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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 Octadecanoic acid, 2-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.73 2.57 ng 53233 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-methvilpropyv... 340 C22H4402 000646-13-9 83
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 80
3 n-Butvl mvristate 284 C18H3602 000110-36-1 53
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Cyclohexanol, 2-amino-, cis- 115 C6H13NO 000931-15-7 30
Abundance Scan 3045 (20.729 min): BG022439.D (-3042) (-) m/z 56.00 100.00%
5000
129 285
154 185 13 241 267 1" 35900 a6 20.40 20.60 20.80 21.00
0’ m/z 57.00 46.80%
m/z--> 50 100 150 200 250 300 350
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester
57
5000 ARV RS
29 085 20.40 20.60 20.80 21.00
19 267 m/z 43.00 39.14%
oL—4 ‘.“ o \‘\ m \M\ \h — 157 185 |2|13| szu .“. .“. 3].'0. I34=.O :
m/z--> 50 150 200 250 300 350
Abundance
56
20.40 20.60 20.80 21.00
5000 m/z 41.00 37.00%
285 340
129 267
83 185
e A S
m/z--> 50 100 150 200 250 300 350
Abundance #108844: n-Butyl myristate I EEmEEE R
56 20.40 20.60 20.80 21.00
m/z 73.00 31.73%
5000 229
0|||3|||H i H “‘..‘15.7.‘.‘.|.“.‘l.‘25§..‘.|....|. SN
m/z--> 50 150 200 250 300 350 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022439.D

Acq On 19 Jun 2016 1:18

Operator : UM/SJ

Sample : H3514-07

Misc :

ALS Vial : 48 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]
Propane, 2,2-dime... 2.87 329.1 ng 2734500 1 8.04 166196 20.0
2-Pentanone, 4-hy... 5.11 7.5 ng 61909 1 8.04 166196 20.0
unknown7 .58 7.58 125.6 ng 1043910 1 8.04 166196 20.0
Hexadecanoic acid... 19.69 3.1 ng 63739 5 21.69 414146 20.0
Octadecanoic acid... 20.73 2.6 ng 53233 5 21.69 414146 20.0
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