LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG120717\

Data File : BG031411.D

Aca On : 7 Dec 2017 22:56 Instrument :

Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :

3?22'6 : 16765-16 SOIL-SB008B

ALS Vial : 15 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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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 5.203 321 326 334 rBV 37643 61500 2.09% 0.388%
2 5.684 401 408 426 rBV 553462 955470 32.55% 6.025%
3 7.294 675 682 700 rBV 544800 1074860 36.61% 6.778%
4 7.659 735 744 755 rBV 560547 1019085 34.71% 6.427%
5 8.123 817 823 832 rBV 175072 301831 10.28% 1.903%

8.452 871 879 896 rVB 402763 740866 25.24% 4.672%
9.298 1015 1023 1035 rBvV 285678 601947 20.50% 3.796%
10.943 1295 1303 1321 rBV 196358 432011 14.72% 2.724%
13.370 1709 1716 1727 rBV 859266 1498646 51.05% 9.451%
14.210 1853 1859 1866 rBV2 30522 68716 2.34% 0.433%

=
QO ~NO®

11 14.750 1943 1951 1964 rVB2 413208 705447 24 .03% 4._.449%
12 16.237 2198 2204 2217 rBV 894479 1483012 50.52% 9.352%
13 16.431 2232 2237 2245 rVB4 16130 29389 1.00% 0.185%
14 17.488 2409 2417 2433 rBV2 654413 1120113 38.15% 7.064%
15 20.079 2852 2858 2872 rBV 2252734 2935773 100.00% 18.514%

16 21.372 3073 3078 3091 rBV5 58638 164365 5.60% 1.037%
17 21.766 3138 3145 3154 rBV 791760 1364500 46.48% 8.605%
18 25.062 3695 3706 3723 rBV3 436589 1299843 44.28% 8.197%

Sum of corrected areas: 15857374
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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\BG120717\

BG031411.D

7 Dec 2017 22:56

SJ/Ju

16765-16

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG031411.D

5.68 7.29 7.66

8.45

8.12
5.20
AN

10.94

0

Time--> 3.50

4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T I T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

13.37

TIC: BG031411.D

16.24
17.49

14.75

14/.\21 6.43

20.08

21.77

21.37

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

2000000

1500000

1000000

500000

TIC: BG031411.D

25.06

0t

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

8270-BG111017.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120717\
Data File : BG031411.D

Aca On : 7 Dec 2017 22:56

Operator : SJ/JU

Sample : 16765-16

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.20 4.08 ng 61500 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 9

Abundance Scan 326 (5.203 min): BG031411.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —qrrrrprirrprroroprrrrper
| 83.0 | 480 500 520 540 5.60
1 O m/z 59.00 53.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RIS RULLE LS
59.0 480 500 520 540 5.60
m/z 58.00 19.02%
\3\\1‘.0 il L 83.0 10:‘I"0
G R R R AR AR RARAN AR RRARA RARAN BARRN LAAS) SARS RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 m/z 101.00 17.80%
43.0 101.0
31.0 :
. 15.0 710 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 480 500 520 540 5.60
m/z 41.10 10.74%
5000 41.0
o T 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120717\
Data File : BG031411.D

Aca On : 7 Dec 2017 22:56

Operator : SJ/JU

Sample : 16765-16

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.66 Concentration Rank 1

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

7.66 67.53 ng 1019090 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 744 (7.659 min): BG031411.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\;
96.0 o o S e hn
40.0 54.0 740 7.60 7.80 8.00
0 gLl e — m/z 68.00 38.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RN AR U e L
7.40 7.60 7.80 8.00
310 510 m/z 134.00 31.74%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T 7ho 7o 50
5000 9o 11690 m/z 66.00 25.45%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine . .  BRaams L S L
132.0 740 7.60 7.80 8.00
m/z 69.00 15.99%
5000
104.0
51.0 65.0 78,0
0”'3'8‘“0”\\\ \\Hlm I910I .‘..1].'8'0..‘. I
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG120717\
Data File : BG031411.D

Aca On : 7 Dec 2017 22:56

Operator : SJ/JU

Sample : 16765-16

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.41 ng 164365 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 90
2 Cvclooctacosane 392 C28H56 000297-24-5 87
3 n-Nonadecanol-1 284 C19H400 001454-84-8 81
4 1-Heneicosanol 312 C21H440 015594-90-8 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 81
Abundance Scan 3078 (21.372 min): BG031411.D (-3073) (-) m/z 57.10 100.00%
511 971
5000
21.00 21.20 21.40 2160
ol m/z 83.10 87.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
430 oo,
5000
21.00 21.20 21.40 21.60
50 m/z 97.10 83.08%
oL il ‘H‘ I T ., 167.0 210.0 250.0 293.0 336.0
m/z--> 55 160 1éo 260 2éo 360 350 460
Abundance
57.0
97.0 21.00 21.20 21.40 21.60
5000 m/z 55.00 71.97%
o 139.0 181.0 2200 264.0 350 920
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #131391: n-Nonadecanol-1 L e B e
83.0 21.00 21.20 21.40 21.60
43.0 m/z 43.05 70.34%
5000
25.0
] ‘ 168.0 238.0
0"j'u""k*'h!f""l"“W""I""I""I"" UL BN UG
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG120717\
Data File : BG031411.D

Acq On : 7 Dec 2017 22:56

Operator : SJ/JU

Sample - 16765-16

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.20 4.1 ng 61500 1 8.13 301831 20.0
unknown7 .66 7.66 67.5 ng 1019090 1 8.13 301831 20.0
Cyclotetracosane 21.37 2.4 ng 164365 5 21.77 1364500 20.0
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