LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\
Data File : BF083780.D
Aca On : 14 Dec 2015 20:30 Instrument :
Operator : UM/I1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : G4760-02 C121015-SOIL-POPH
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 F\METHODS\8270-BF121315.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 2.270 14 16 18 rVB 3622543 4933241 100.00% 13.854%
2 4.464 206 208 212 rVB 99510 132046 2.68% 0.371%
3 5.104 261 264 269 rVB 651781 906444 18.37% 2.546%
4 5.516 297 300 302 rBVY 2531549 2641309 53.54% 7.418%
5 6.533 386 389 391 rBVY 2459131 2645493 53.63% 7.429%
6 6.670 398 401 403 rBVY 2967488 2923778 59.27% 8.211%
7 6.899 419 421 423 rBV 868593 715395 14.50% 2.009%
8 7.059 432 435 437 rBV 2728247 2426638 49.19% 6.815%
9 7.459 467 470 473 rBY 1875384 1906061 38.64% 5.353%
10 8.179 531 533 537 rBVY2 918884 1152923 23.37% 3.238%
11 8.990 602 604 607 rBV 73923 70096 1.42% 0.197%

12 9.265 624 628 630 rBVY 3690876 4134301 83.80% 11.610%
13 9.939 684 687 689 rBV 1172081 1156731 23.45% 3.248%
14 10.728 752 756 758 rBV 2114503 2669827 54.12% 7.498%
15 11.413 814 816 819 rBV 1119646 1154170 23.40% 3.241%

16 13.002 952 955 958 rBV 3328801 3995302 80.99% 11.220%
17 14.042 1044 1046 1049 rBv2 981350 1133835 22.98% 3.184%
18 15.482 1169 1172 1175 rBV 748004 910749 18.46% 2.558%

Sum of corrected areas: 35608339
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\

Data File : BF083780.D

Aca On : 14 Dec 2015 20:30

Operator : UM/I1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083780.D
3500000

3000000 6.67

7.06
5.52

2500000 6.53

2000000 7.46

1500000

1000000 6.90

5.10
500000

4.46
oA

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF083780.D

3500000 13.00

3000000

2500000

10.73
2000000

1500000
9.94 11.41
1000000{ 8.18

500000

8.99

S £ -L

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF083780.D

3500000

3000000

2500000

2000000

1500000

1000000,  14.04

15.48
500000

R, D, O B B L B, s B L

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\

Data File : BF083780.D

Aca On : 14 Dec 2015 20:30

Operator : UM/I1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 Acetic acid Concentration Rank 1

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

2.27 137.92 ng 4933240 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 86
2 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
3 Thiirane 60 C2H4S 000420-12-2 5
4 Hvdrazine. 1.l1-dimethvl- 60 C2H8N2 000057-14-7 5
5 Carbonyl sulfide 60 COS 000463-58-1 4

Abundance Scan 16 (2.270 min): BF083780.D (-14) (-) m/z 43.10 100.00%
43.1
60.1
5000
510 600 771 2.202.30 2.40 2.50 2.60 2.70
B AN]SR NS N AN RARLS SRR LA RANS) REASE AR RAA AR A m/z 45.10 75.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #253: Acetic acid
43.0
60.0
5000
15.0 2.202.30 2.40 2.50 2.60 2.70
m/z 60.10 56.13%
29.0
0 11 24.0 \‘ | 36.0 AN 55.0
HA AR SRR AR BRRA RERRA AR LR KRN RARRE NARRN REARA RUARA RARRN MU RERRA RRLAI R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45.0 60.0
30.0 2.202.30 2.40 2.50 2.60 2.70
5000 ' m/z 42.10 25.00%
15.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #262: Thiirane
45.0 2.202.30 2.40 2.50 2.60 2.70
60.0 m/z 41.10 5.16%
27.0
5000
14.0 . ?ﬁo
Gy R AR S LA EAR) LA EAAN SAAS RRARE AL RAR RARLS AAAAS RRAR RAAL AN BN IUNBAR UNRARE AL AN R B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\

Data File : BF083780.D

Aca On : 14 Dec 2015 20:30

Operator : UM/I1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4._.46 3.69 ng 132046 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 208 (4.464 min): BF083780.D (-206) (-) m/z 83.10 100.00%
55.1 831
5000 43.0 98.1
| | - 420 440 460 4.80
obr e e e S e e m/z 55.10 79.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 UAREN LAREE RARAN AR R
o 30 98.0 420 440 460 4.80
' m/z 43.05 35.71%
\‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 "Tab0 a0 4k abo
5000 43.0 m/z 98.10 34_.97%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 420 4.40 4.60 4.80
m/z 39.10 21.68%
41.0
5000 270 98.0
15.0 | ‘ 69.0
0 ”'I"'W"*lI”'*il'”iuhl'P"Ji'”'lu"'ﬁ"“l'”' R RN I L
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\

Data File : BF083780.D

Aca On : 14 Dec 2015 20:30

Operator : UM/I1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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.

5.10 25.34 ng 906444 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 264 (5.104 min): BF083780.D (-261) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 RS 5 G
83.1 4.80 5.00 5.20 5.40
o} S N N £ 14 S RN — m/z 59.10 63.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I I
59.0 480 500 520 5.40
m/z 101.10 25.31%
31.0 g30 1010
0'w'“W““W““T““v'“w“'v“w“HWH'J““l““V'“V“'P“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 210 m/z 58.10 17.38%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #3098: 5-Hexen-2-one R e

43.0 480 5.00 5.20 5.40
m/z 41.10 9.00%

5000
55.0
15.0 27.0

0..,.a‘..,..:‘l‘,....‘,‘:a..,.‘.‘..,...?,1.'(.)..8,:.3".(.).,..?El;ﬁ...,....,....,....,...., R e e EEmE ey

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121415\

Data File : BF083780.D

Aca On : 14 Dec 2015 20:30

Operator : UM/I1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.67

Concentration Rank 2

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

6.67 81.74 ng 2923780 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 401 (6.670 min): BF083780.D (-398) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.1 sed J " 640 6.60 6.80 7.00
1 541 . . . .
0 .'.5,1-.1..1,'.'.1.1“?-?.. I — m/z 68.10 42.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL R L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.97%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 27 .62%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B R A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.88%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| L B
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121415\

Data File : BF083780.D

Acq On : 14 Dec 2015 20:30

Operator : UM/1Z

ﬁ?ggle i G4760-02 C121015-SOIL-POPH
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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]
Acetic acid 2.27 137.9 ng 4933240 1 6.90 715395 20.0
3-Penten-2-one, 4... 4._46 3.7 ng 132046 1 6.90 715395 20.0
2-Pentanone, 4-hy... 5.10 25.3 ng 906444 1 6.90 715395 20.0
unknown6 .67 6.67 81.7 ng 2923780 1 6.90 715395 20.0
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