LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS Vial : 9 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-BG070816.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 3.037 29 34 52 rBY 6204035 9653900 100.00% 16.083%
2 5.223 397 406 413 rBV 234627 356252 3.69% 0.594%
3 5.699 479 487 500 rVB 1873975 3017374 31.26% 5.027%
4 7.309 753 761 772 rBVY 2159024 3808547 39.45% 6.345%
5 7.685 814 825 840 rBVY 1954205 3424427 35.47% 5.705%

8.155 895 905 911 rBV 454893 813128 8.42% 1.355%
8.478 952 960 968 rBV 1322900 2337856 24.22% 3.895%
9.324 1094 1104 1114 rBV 1312380 2401841 24.88% 4.001%
10.981 1377 1386 1398 rBV 706416 1312288 13.59% 2.186%
13.419 1792 1801 1815 rBVY 3553406 5750784 59.57% 9.581%

=
QO ~NO®

11 14.242 1935 1941 1947 rBV 534776 801538 8.30% 1.335%
12 14.800 2029 2036 2043 rBV2 1368159 2178626 22.57% 3.630%
13 16.293 2283 2290 2302 rBV 3641878 5583460 57.84% 9.302%
14 17.280 2453 2458 2462 rBV2 103752 127870 1.32% 0.213%
15 17.556 2497 2505 2512 rBV2 1740866 2815420 29.16% 4._.690%

16 18.419 2647 2652 2659 rBvV2 152986 227169 2.35% 0.378%
17 20.159 2941 2948 2956 rBV 5935485 8285957 85.83% 13.804%
18 20.828 3055 3062 3070 rBV 688809 964227 9.99% 1.606%
19 21.475 3169 3172 3178 rBV8 45100 106284 1.10% 0.177%
20 21.857 3230 3237 3246 rBV 1805840 3164247 32.78% 5.272%

21 25.235 3802 3812 3824 rBV2 945574 2892738 29.96% 4_.819%

Sum of corrected areas: 60023933
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On - 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG023100.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown3.04 Concentration Rank 1

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

3.04 237.45 ng 9653900 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 25
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
4 1-Propanol. 2-methvl-2-nitro- 119 C4HONO3 000076-39-1 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 34 (3.037 min): BG023100.D (-29) (-) m/z 73.10 100.00%
73
43
5000
e e ————
3.00 320  3.40
ob i FOI125 190217 263 853381 467 | m/z 43.10 64.26%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
%000 15 300 320 340
m/z 89.10 48.91%
ol | 104
NGRS SRR RIS WAL UL UL SR SN SARL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73
300 320 340
5000 m/z 41.10 14.06%
15
L L L WL B WL B L B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #702: Methane, isothiocyanato- T
73 3.00 320  3.40
m/z 45.10 12.13%
5000
45
15
o L L L WL B WL S L B L AL
m/z--> 0 50 100 150 200 250 300 350 400 450 3.00 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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.

5.22 8.76 ng 356252 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 4-gthvl-3-octanol 158 C10H220 019781-26-1 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 405 (5.217 min): BG023100.D (-397) (-) m/z 43.10 100.00%
43
5000
101 NS 1 .
480 5.00 520 5.40 5.60
Ol A 462 | 130 166 207 252 304338 402 444 487 531 Tnsz 59.10  71.48%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrrrr Ty T T T

480 5.00 520 5.40 5.60
m/z 101.10 24.51%

15 101
O,LUJ“..W..”,.”. e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
IS I e e B e
480 5.00 520 5.40 5.60
5000 101 m/z 58.10 16.28%
131
0 159
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3955: 2,3-Butanedione, monooxime
4 4.80 5.00 520 5.40 5.60
m/z 41.10 9.70%
5000
101
0 15 1 70
,,,, I LA I i o e RS B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.68 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.68 84.23 ng 3424430 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
Abundance Scan 824 (7.679 min): BG023100.D (-814) (-) m/z 132.00 100.00%
132
68
5000
w | P 740 7.60 7.80 8.00
o,...l.',ll..J-..l,l.. 93 251283 327 415447 486515 n77 68.10  59.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA EL L L B L B L L L L
7.40 7.60 7.80 8.00
31 m/z 66.10 40.15%
0 ‘Hw“ m‘ !
L e o L R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
R e e N ERa
7.40 7.60 7.80 8.00
5000 m/z 134.00 34.41%
og 63 104
O T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13679: 5-Fluoro-2-chloropyrimidine L S
132 7.40 7.60 7.80 8.00
m/z 69.10 25.08%
5000
33 105
‘ ‘n. \7& H\
O e e e e e

7.40 7.60 7.80 8.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071416\
Data File : BG023100.D

Aca On 14 Jul 2016 14:11

Operator : UM/SJ

Sample : H3996-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Hexadecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.83 6.09 ng 964227 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 64
2 Octanamide 143 C8H17NO 000629-01-6 47
3 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 47
4 Tetradecanamide 227 C14H29NO 000638-58-4 47
5 Nonanamide 157 C9H19NO 001120-07-6 43

Abundance Scan 3062 (20.828 min): BG023100.D (-3055) (-) m/z 59.05 100.00%

59
5000

20. 60 20. 80 21. OO 21. 20
m/z 72.10 75 .55%

86
126154184 238 281312341370 415 455

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91512: Hexadecanamide
59
5000

20.60 20.80 21.00 21.20

0!

m/z 55.10 38.96%

0 2\9“ I o \98 \128 170 212 2?5
L o e LA I o o e R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
20.60 20.80 21.00 21.20
5000 m/z 41.10 30.37%
29 100 143
O T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106874: 9-Octadecenamide, (2)-
59 20.60 20.80 21.00 21.20
m/z 43.05 26.39%
5000
o 29‘L g7, 114 154184 2202532?
L o LA I e e o e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071416\
Data File : BG023100.D

Acq On 14 Jul 2016 14:11

Operator : UM/SJ

Sample - H3996-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 237.4 ng 9653900 1 8.15 813128 20.0
2-Pentanone, 4-hy... 5.22 8.8 ng 356252 1 8.15 813128 20.0
unknown? .68 7.68 84.2 ng 3424430 1 8.15 813128 20.0
Hexadecanamide 20.83 6.1 ng 964227 5 21.86 3164250 20.0
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