LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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 5.108 380 386 397 rVB 13575 26029 1.69% 0.337%
2 5.607 463 471 484 rBV 145385 280928 18.19% 3.634%
3 7.235 741 748 762 rBV 91940 196195 12.70% 2.538%
4 7.587 800 808 827 rBV 302033 606311 39.26% 7.844%
5 8.046 879 886 894 rBV 93904 170037 11.01% 2.200%

6 8.369 931 941 952 rBV 396048 763938 49.47% 9.883%
7 9.221 1078 1086 1097 rBV 255030 525326 34.02% 6.796%
8 10.866 1355 1366 1381 rBV 140088 289963 18.78% 3.751%
9 13.304 1772 1781 1798 rBV 889466 1544239 100.00% 19.977%
10 14.685 2009 2016 2030 rBvV2 217698 389022 25.19% 5.033%
11 16.177 2264 2270 2285 rBV 355682 632842 40.98% 8.187%
12 16.295 2285 2290 2296 rVVv4 11297 27584 1.79% 0.357%
13 16.359 2296 2301 2309 rVvv3 11716 24960 1.62% 0.323%
14 16.447 2312 2316 2323 rVB 18806 32115 2.08% 0.415%
15 17.435 2476 2484 2495 rBV 221843 395396 25.60% 5.115%
16 18.410 2645 2650 2656 rBV2 35511 55734 3.61% 0.721%
17 19.697 2865 2869 2874 rBV 54891 69471 4 _50% 0.899%
18 19.814 2886 2889 2893 rBv4 12590 18062 1.17% 0.234%
19 20.026 2919 2925 2932 rBV 922607 1306510 84.61% 16.902%
20 20.737 3042 3046 3050 rBV 32957 45417 2.94% 0.588%

21 21.694 3203 3209 3221 rBV2 154399 329884 21.36% 4.268%

Sum of corrected areas: 7729963
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022446.D

Aca On : 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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: BG022446.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 3.06 ng 26029 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 59
2 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 386 (5.108 min): BG022446.D (-380) (-) m/z 43.00 100.00%
43
59
5000
101
4o 83 ‘ 480 500 520 540
ot e e m/z 59.00 78.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL LS LR
59 480 500 520 540
m/z 101.00 30.70%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
31 59
480 500 520 540
5000 m/z 58.00 24 _27%
41
o 25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 520 5.40
m/z 41.00 8.52%
5000 101
28 59
70 84
N | O PR N - Y-8 P
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\BG061716\
Data File : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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 unknown7.59 Concentration Rank 2

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

7.59 71.32 ng 606311 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 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 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 808 (7.587 min): BG022446.D (-800) (-) m/z 131.90 100.00%
5000 o8 E
96 7.20 7.40 7.60 7.80 8.00
40 54
o f & | ae_us | m/z 68.00 36.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 133.90 33.66%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.82%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B LRLR AL B S e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 13.23%
5000 og M°
o -‘-“‘. 89 | dor MI,,m,l,,,l,ss,,,,l,lfsg,,
m/z--> 40 60 80 100 120 140 160 180 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 : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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 2,4,6-Trichlorobenzonitrile Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.41 2.82 ng 55734 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Trichlorobenzonitrile 205 C7H2CI3N 006575-05-9 50
2 5-Acetamido-2.4-dichlorobenzoic ... 247 C9H7CI2NO3 050602-49-8 50
3 Bromacil 260 C9H13BrN202 000314-40-9 50
4 Pvridine. 3.5-dichloro-4-methoxv... 205 C8H9CI2NO 051050-42-1 47
5 7-Chloro-2,3-dihydrofuro(2,3-b)q... 205 C11H8CINO 064124-91-0 38
Abundance Scan 2650 (18.410 min): BG022446.D (—264‘11’5) ) m/z 206.80 100.00%
207
5000
55 84 107122 231945 262 18.00 18.20 18.40 18.60 18.80
(o} m/z 204.80 96.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59572: 2,4,6-Trichlorobenzonitrile

18.IOO 18.20 18.40 18.60 18!80
m/z 42.00 27.47%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
205
T
43 18.00 18.20 18.40 18.60 18.80
5000 m/z 161.80 21.65%
247
188
62 75 97 124944 160 230

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #94715: Bromacil A REmE ke , L
18.00 18.20 18.40 18.60 18.80
m/z 163.80 21.63%

5000

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.70 4.21 ng 69471 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 90
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 59
4 Nipecotic acid 129 C6H11NO2 000498-95-3 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 2870 (19.702 min): BG022446.D (-2865) (-) m/z 56.00 100.00%
56
5000
o7 129 239 257
3 I ”‘ | 157 185 213 19.40 19.60 19.80 20.00
Orrrprrr e e m/z 57.00 50.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LRI BUAREN S SURBLE B
mmmmmmmm
29 257 m/z 43.00 33.26%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
119.40 19.60 19.80 20.00
5000 m/z 257.10 29.32%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropyl ester
57 19.40 19.60 19.80 20.00
m/z 72.95 29.16%
5000 4( -
257
ATl O B Nl B OO o
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 : BG022446.D

Aca On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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 unknown20.74 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.74 2.75 ng 45417 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 40
2 Cvclohexaneacetic acid. butvyl ester 198 C12H2202 027948-12-5 37
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 30
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 27
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 27
Abundance Scan 3047 (20.742 min): BG022446.D (-3042) (-) m/z 56.00 100.00%
56
5000 129
83 285 N
1l 164 155207 559 253 355 2040 2060 20.80 2100
0 m/z 57.00 48 .96%
m/z--> 50 100 150 200 250 300 350
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 SRS AU ARER B
20 40 20. 60 20 80 21.00
29 m/z 72.95  41.42%
‘ ‘ 185 2qy 267280 340
ob—-L "‘I ‘ H \N\ \h\ f} ‘ 157“'\' |2|13| — .‘. .“. |3:.|'1. —
m/z--> 50 150 200 250 300 350
Abundance
56
20.40 20.60 20.80 21.00
5000 m/z 129.00 37.41%
o7 125
143
oL ll7 L il | 167 108
m/z--> 50 100 150 200 250 300 350
Abundance #17590: Urea, N,N-di-2-propeny!l- R B e
56 20.40 20.60 20.80 21.00
m/z 43.00 31.07%
5000] 3
85
0..J\.\.'ll...J.ll:.l'l..lé.‘rol.... ——— ———r ——— i e
m/z--> 50 100 150 200 250 300 350 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 : BG022446.D

Acq On 19 Jun 2016 5:58

Operator : UM/SJ

Sample : H3607-04

Misc :

ALS Vial : 55 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]
2-Pentanone, 4-hy... 5.11 3.1 ng 26029 1 8.05 170037 20.0
unknown? .59 7.59 71.3 ng 606311 1 8.05 170037 20.0
2,4,6-Trichlorobe... 18.41 2.8 ng 55734 4 17.43 395396 20.0
Hexadecanoic acid... 19.70 4.2 ng 69471 5 21.69 329884 20.0
unknown20.74 20.74 2.8 ng 45417 5 21.69 329884 20.0
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