LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial : 12 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 2.878 3 7 24 rVB 536559 830592 62.15% 8.876%
2 3.025 28 32 40 rVB5 11143 22331 1.67% 0.239%
3 5.117 382 388 397 rVB 20751 40348 3.02% 0.431%
4 5.616 466 473 494 rBV 262225 519051 38.84% 5.547%
5 7.250 742 751 766 rBV 269191 584720 43.75% 6.249%
6 7.596 802 810 822 rBV 313743 614797 46.00% 6.570%
7 8.055 876 888 895 rBV 86985 165014 12.35% 1.763%
8 8.378 935 943 952 rBV 245477 476816 35.68% 5.096%
9 9.230 1080 1088 1104 rBV 161178 359719 26.92% 3.844%
10 10.875 1360 1368 1382 rBvV 126617 283969 21.25% 3.035%

11 13.313 1776 1783 1801 rBV 563638 1030427 77.11% 11.012%
12 14.142 1916 1924 1932 rBV 99103 172706 12.92% 1.846%

13 14.559 1991 1995 2002 rBV2 8710 13977 1.05% 0.149%
14 14.694 2011 2018 2029 rBvV2 253386 442770 33.13% 4.732%
15 15.511 2152 2157 2161 rVB 19181 26497 1.98% 0.283%
16 15.904 2217 2224 2229 rBV6 6572 15859 1.19% 0.169%
17 16.186 2266 2272 2289 rBV 373390 709743 53.11% 7.585%
18 16.369 2298 2303 2311 rBV2 23069 40875 3.06% 0.437%
19 17.162 2433 2438 2443 rBV2 11574 19852 1.49% 0.212%

20 17.438 2477 2485 2500 rBV2 276019 520810 38.97% 5.566%

21 20.035 2921 2927 2939 rBV 896866 1336394 100.00% 14.282%
22 21.316 3140 3145 3153 rBV2 55296 106388 7.96% 1.137%
23 21.709 3204 3212 3223 rBV 254363 515748 38.59% 5.512%
24 23.149 3451 3457 3466 rBV6 18638 46889 3.51% 0.501%
25 24.958 3754 3765 3782 rVB 142208 460930 34.49% 4.926%

Sum of corrected areas: 9357222
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial :© 12 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: BG022375.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial : 12 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 unknown2.88 Concentration Rank 1

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

2.88 100.67 ng 830592 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 N-Ethviformamide 73 C3H7NO 000627-45-2 7
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 4

Abundance Scan 7 (2.878 min): BG022375.D (-3) (-) m/z 73.00 100.00%
7B
5000
43 85 /\\_
37 | 55 290 3.00 3.10 3.20 3.30
O e e e R i e m/z 43.00 36.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 SRR SRR AR L
43 2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 30.10%
Lo ws g s | o
miz--> b % % 4 % e 7 8 90 160 110
Abundance
73
2.00 3.00 310 3.20 3.30
5000 43 55 m/z 40.95 7.53%
29
o 37 61 g2 89 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #719: N-Ethylformamide
30 7B 2.90 3.00 3.10 3.20 3.30
m/z 42.00 5.68%
5000
58
44
ol 38, 51 ‘ j\
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 290 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 4.89 ng 40348 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 Guanidine 59 CH5N3 000113-00-8 5
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 389 (5.123 min): BG022375.D (-382) (-) m/z 43.00 100.00%
43
59
5000
101
49 | 83 ‘ 4.80 5.00 5.20 5.40
Ok e e e e e e e m/z 59.00 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L AL L UL
59 480 500 520 540
m/z 101.00 30.93%
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
5000 m/z 58.00 21.33%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 480 5.00 5.20 5.40
m/z 41.00 6.54%
5000 41
31
| LT
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki' R R SR R ??I""I' AR AN U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial : 12 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 4 unknown7.60 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.60 74.51 ng 614797 1,4-Dichlorobenzene-d4 8.05
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 811 (7.602 min): BG022375.D (-802) (-) m/z 131.90 100.00%

132
5000
68

40 54|| %96m 720 7.40 7.60 7.80 8.00
Ol 8 L A0 M e M/Z 68.00 36.16%

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

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 | LJNLNLINL NI L L LI B L

7.20 7.40 7.60 7.80 8.00
m/z 133.90 34.37%

31 51
0 ‘H\\ H I ‘ ‘ |
L o o LN e o e e R
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 20.67%
41 53 97 117
79
R e T O N A o e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 13.22%

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\BG061616\
Data File : BG022375.D

Aca On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample : H3569-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 1-Octadecanol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2132 4.13ng 106388  Chrysene-d12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-octadecanol 270 C18H380 000112-92-5 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2

074339-53-0 91
005454-48-8 91

5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
Abundance Scan 3146 (21.322 min): BG022375.D (-3140) (-) m/z 83.00 100.00%
e 4 JM
125 L i m e e Ll
O m/z 69.00 89.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100814: 1-Octadecanol
97
5000 LA L L L L L L L BB
21.00 21.20 21.40 21.60
125139 m/z 57.00 87.73%
2 153167 182196210224 252
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 CRAAAd MO Sh bl
97 21.00 21.20 21.40 21.60
5000 m/z 55.00 83.79%
29 111
125
. 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester e
7 21.00 21.20 21.40 21.60
83 m/z 97.00 81.18%
5000
125
o 139153167182
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061616\
Data File : BG022375.D

Acq On : 16 Jun 2016 20:58

Operator : UM/SJ

Sample - H3569-18

Misc :

ALS Vial : 12 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]
unknown?2 .88 2.88 100.7 ng 830592 1 8.05 165014 20.0
2-Pentanone, 4-hy... 5.12 4.9 ng 40348 1 8.05 165014 20.0
unknown? .60 7.60 74.5 ng 614797 1 8.05 165014 20.0
1-Octadecanol 21.32 4.1 ng 106388 5 21.71 515748 20.0
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