LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091017\

Data File : BG028633.D

Aca On : 10 Sep 2017 2:50 Instrument :
Operator : SJ/JU BNA_G

Sample - 15187-11 ClientSampleld :
Misc - 20170541-FIELDBLANK-1
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:\HPCHEM1\BNA G\METHODS\8270-BG090717.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 5.445 310 316 323 rBV 24021 41103 1.11% 0.288%
2 5.909 385 395 405 rBV 311377 522698 14.11% 3.665%
3 7.490 657 664 672 rBV 172389 313223 8.46% 2.196%
4 7.866 720 728 738 rBV 535966 963318 26.01% 6.754%
5 8.336 800 808 813 rBV 119089 220194 5.95% 1.544%

8.659 854 863 872 rBV 503505 910523 24 .59% 6.384%
9.505 998 1007 1017 rBV 419668 782323 21.12% 5.485%
16215 41862 1.13% 0.293%
11.150 1281 1287 1296 rVB 151722 287377 7.76% 2.015%
13.565 1689 1698 1708 rBVY 1225575 1906122 51.47% 13.364%
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11 14.946 1924 1933 1944 rVB2 248122 434096 11.72% 3.043%
12 16.432 2179 2186 2199 rBV 1107233 1775687 47.95% 12.449%
13 17.696 2394 2401 2409 rBV 400412 623668 16.84% 4_.373%
14 20.281 2835 2841 2848 rBV 2886490 3703321 100.00% 25.964%
15 20.945 2947 2954 2968 rBV5 25169 78097 2.11% 0.548%

16 21.855 3103 3109 3115 rBV 69969 104664 2.83% 0.734%
17 22.026 3131 3138 3147 rVB 429307 773264 20.88% 5.421%

18 23.559 3394 3399 3406 rBV6 20281 43488 1.17% 0.305%
19 25.528 3724 3734 3749 rVB 234657 738127 19.93% 5.175%

Sum of corrected areas: 14263155
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091017\
BG028633.D

10 Sep 2017 2:50

SJ/Ju

15187-11

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

20170541-FIELDBLANK-1

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG028633.D

7.87 8.66

9.51
5.91

7.49 8.34

5.45 10.02

11.15

Time-->

S L L M L S S

4.00 450 5.00 550

6.00 6.50 7.00 7.50 8.00 850 9.00

9.50 10.00 10.

T T T T T
50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG028633.D

13.57

16.43

17.70
14.95

20.28

22.03

20.94 21.8

O
Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BG028633.D

25.53
23.56

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028633.D

Aca On : 10 Sep 2017 2:50

Operator : SJ/JU

Samole - 15187-11 20170541 FIELDBLANK-1
Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3

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

5.45 3.73 ng 41103 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 3-Hexanol 102 C6H140 000623-37-0 38
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 33

Abundance Scan 317 (5.451 min): BG028633.D (-310) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
I L e e R e = OO m/z 59.10 71.37%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
M
5000 LR L UL L I
59.0 520 540 560 5.80
m/z 101.10 18.60%
..,...‘a:‘all‘..o...‘,‘l...,..al,....,....,8.3'.0..,9?'.0..1(,)‘1..(.)..,.
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
43.0 |
1)
59.0 R UL UL UL I
29.0 520 540 560 5.80
5000 m/z 58.10 17.48%
101.0
73.0
86.0
mz-> 2 30 40 50 60 70 8 9 100
Abundance #4417: 3-Hexanol
59.0 5.20 5.40 5.60 5.80
m/z 41.10 7.57%
5000 310 430 73.0
WJ \““ 51.0 |/, 84.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 ' 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028633.D

Aca On : 10 Sep 2017 2:50

Operator : SJ/JU

Samole - 15187-11 20170541 FIELDBLANK-1
Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.87 Concentration Rank 1

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

7.87 87.50 ng 963318 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 729 (7.872 min): BG028633.D (-720) (-) m/z 132.10 100.00%
132.1
5000 68.1
©1 s %1 TR 780 80 520
' - 77.1 : : : :
....,...:l'!..:,!!..,:!.'.|,..'..,....,..I.,l.ﬂfs..l,l.l.?f’,....,-'.'..,.. m/z 68.10 46.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IS SR R IR
7.60 7.80 8.00 8.20
310 510 m/z 66.10 34 .63%
”"m'ﬂh'l”ml”'l”'lP'7%q'”l'”'l”"P"W"”l‘”'I”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
T The a5k
5000 97.0 m/z 134.10 32.33%
70.0
31.0
44.0 60.0 86.0 116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- T
132.0 760 7.80 8.00 8.20
m/z 69.10 20.06%
5000 A
69.0
57.0
39.0
89.0 103.0
""I""I""I"'I""I"?'I""I""I'I%%qsﬁ""l T '[k"l""l""l' T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028633.D

Aca On : 10 Sep 2017 2:50

Operator : SJ/JU

Samole - 15187-11 20170541 FIELDBLANK-1
Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-Hexene, 5-methyl-, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.02 2.91 ng 41862 Naphthalene-d8 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 58
2 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 53
3 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 50
4 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 47
5 Cyclobutane, butyl- 112 C8H16 013152-44-8 45
Abundance Scan 1095 (10.022 min): BG028633.D (-1089) (-) m/z 56.10 100.00%
56.1
5000
411
70.0 84.1 981
| 179.1 9.80 10.00 10.20 10.40
e | M/z 43.10 54.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3374: 2-Hexene, 5-methyl-, (E)-
56.0
41l0
5000 27.0
9.80 10.00 10.20 10.40
70.0 98.0 m/z 69.10 37 .04%
'}%PI'$'WHHN‘I”M'?ﬁq"ﬁ"'l"'W""I"”I"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
56.0
410 9.80 10.00 10.20 10.40
5000 ' m/z 41.10 31.13%
210 70.0
' 98.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0 9.80 10.00 10.20 10.40
41.0 m/z 39.10 23.73%
5000
Tha Lo |
....,.m..;t.ﬂw,.wh.?%9..,....,....,....,....,.. N
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091017\

Data File : BG028633.D

Aca On : 10 Sep 2017 2:50

Operator : SJ/JU

Samole - 15187-11 20170541 FIELDBLANK-1
Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Dodecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.94 2.02 ng 78097 Chrysene-di12 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 53
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
3 Decanamide- 171 C10H21NO 002319-29-1 50
4 Octanamide 143 C8H17NO 000629-01-6 50
5 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 46

Abundance Scan 2953 (20.939 min): BG028633.D (-2947) (-) m/z 59.10 100.00%

59.1
5000

3401769 221.1 2810 3332 491.3 20.60 20.80 21.00 21.20

m/z 55.10 55.48%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #60440: Dodecanamide
59.0

20.60 20.80 21.00 21.20
m/z 72.10 45_10%
154 \h H { | | n
rrriTrrrrprrrrrrrrrprr T e T T T T T e T T T T T T T T T

5000 B B e o o e
128.0 170.0
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
59.0
20.60 20.80 21.00 21.20
5000 m/z 41.10 34.10%
114.0
15.0 171.0
I o o o L i o e o o O LA B e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #38977: Decanamide-
59.0 20.60 20.80 21.00 21.20
m/z 43.15 25.26%
5000
128.0 171.0
1&Qﬂﬂ‘mh,ﬂ.kW.J..“...,”..,.”.,..”,...w...., S M
m/iz--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091017\

Data File : BG028633.D

Acq On : 10 Sep 2017 2:50

Operator : SJ/JU

Sample - 15187-11 20170541 FIELDBLANK-1
Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.45 3.7 ng 41103 1 8.33 220194 20.0
unknown? .87 7.87 87.5 ng 963318 1 8.33 220194 20.0
2-Hexene, 5-methy... 10.02 2.9 ng 41862 2 11.15 287377 20.0
Dodecanamide 20.94 2.0 ng 78097 5 22.03 773264 20.0
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