LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On : 23 Jul 2018 17:16 Instrument :
Operator : JU/SJ BNA_G

Sample - J3993-01 ClientSampleld :
Misc - 20180414-FIELDBLANK
ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071218 .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

5.139 310 315 325 rVB 53618 85487 1.57% 0.438%
5.609 388 395 409 rBV 359666 635502 11.69% 3.257%
rBv 219426 416142 7.66% 2.133%
7.560 720 727 739 rBV 741332 1291842 23.77% 6.620%
8.024 799 806 813 rBV 151861 267271 4.92% 1.370%
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8.347 854 861 872 rVB 629805 1125535 20.71% 5.768%
9.187 996 1004 1017 rBV 565880 1071111 19.71% 5.489%
10.832 1277 1284 1298 rVB 179923 346359 6.37% 1.775%
11.413 1378 1383 1390 rVv2 35525 73473 1.35% 0.377%
13.275 1693 1700 1710 rBV 1607779 2526499 46.49% 12.948%

=
QO ~NO®

11 14.656 1927 1935 1949 rBV3 346975 774636 14.25% 3.970%
12 16.142 2181 2188 2204 rBV 1471142 2375459 43.71% 12.174%
13 17.393 2395 2401 2419 rVB2 491790 794583 14.62% 4.072%
14 20.002 2839 2845 2859 rBV 4028398 5434489 100.00% 27.850%
15 21.652 3119 3126 3139 rBV2 591110 1056000 19.43% 5.412%

16 23.109 3367 3374 3382 rBV2 125596 280603 5.16% 1.438%
17 24.854 3660 3671 3689 rBv3 307073 958104 17.63% 4.910%

Sum of corrected areas: 19513095
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On 23 Jul 2018 17:16

Operator : Ju/SJ

ﬁ?ggle : J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG035831.D

4000000

3000000

2000000

1000000
7.56

8.35 9.19

5.61
5.14 8.02
SN endNES | G S N
350 400 450 500 550 6.00 650 7.00 7.50 8.00 850
TIC: BG035831.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On 23 Jul 2018 17:16

Operator : Ju/SJ

ﬁ?ggle : J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.14 6.40 ng 85487 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 315 (5.139 min): BG035831.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.2
480 5.00 5.20 5.40
325l Tn/z 59.15  71.49%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRAE SUERE LSS AR
480 5.00 5.20 5.40
m/z 101.15 24 _.87%
‘ 10%0
FTIT —- L
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
480 500 520 540
5000 m/z 58.15 18.00%
101.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3158: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40
m/z 41.15 7.29%
5000
Jﬂwﬁf'?ﬁ?\""|""|""|""|""|'"'l"'
m/z-> 0 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On 23 Jul 2018 17:16

Operator : Ju/SJ

ﬁ?ggle : J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 96.67 ng 1291840 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.560 min): BG035831.D (-720) (-) m/z 132.15 100.00%
13p.2
5000 68.2 /\»
40.1 ‘ %62 ‘ 720 7.40 7.60 7.80
1 541
0 ..,....,....,....-,".'...,.'.'..,:!-.'.|,..':-. ??.?,...'~.,ﬂ1‘?7.,3....,...., b 'm/z 68.15  51.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A I UL L
60.0 7.20 7.40 7.60 7.80
390 57.0 m/z 66.15 33.20%
“ ‘ 89.0 103.0 ‘
"VH'V'“V'“m“”W“'w'“w'”'w'“v'“lH“w}ﬁﬂ'“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
T
7.20 7.40 7.60 7.80
5000 m/z 134.10 31.07%
150 280 39.0 520 830 770 900 1040, ..
wmmmwﬁmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R L o RRm
132.0 720 7.40 7.60 7.80
69.0 m/z 69.25 21.02%
104.0
5000
31.0 51.0 ‘
| oo
m/z--> 10 20 30 40 50 60 fo 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On 23 Jul 2018 17:16

Operator : Ju/SJ

ﬁ?ggle : J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Propanol, 1-(2-butoxy-1-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.41 4.24 ng 73473 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 83
2 Methane. diethoxv- 104 C5H1202 000462-95-3 80
1-(1-tert-Butoxvpropan-2-vloxv)p... 190 C10H2203 132739-31-2 78
4 2-Propanol. 1-T1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 72
5 2-Propanol, 1,1"-[(1-methyl-1,2-___. 192 C9H2004 001638-16-0 72
Abundance Scan 1382 (11.407 min): BG035831.D (-1378) (-) m/z 59.15 100.00%
5d.1
5000
103.2 Y S NS
4L | 146.1 - 11.00 11.20 11.40 11.60 11.80
T R s R e m/z 103.15 26.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000
11.00 11.20 11.40 11.60 11.80
4 103.0 m/z 45.15 22.16%
150 | \f M 85.0 w 146.0 172.0
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance
31.0 59.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 57.15 21.85%
103.0
13/0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52789: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0 11.00 11.20 11.40 11.60 11.80
m/z 41.15 14.78%
5000
103.0
41.0
150 , || Jl . 849 ‘ 146.0 172.0
m/z--> 20 45 60 85 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\

Data File : BG035831.D

Aca On 23 Jul 2018 17:16

Operator : Ju/SJ

ﬁ?ggle : J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.11 5.31 ng 280603 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 94
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 91
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 1.1.2-Trimethvl-1-silacvclobutane 114 C6H14Si 030681-90-4 38
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 35
Abundance Scan 3374 (23.109 min): BG035831.D (-3367) (-) m/z 59.15 100.00%
5d.1
5000 /\\mu&
o8 114.2 154.2184.3 222.3 265.1204.4 337.4 22,80 23,00 23.20 23.40__
Al e m/z 72.15 80.23%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
22.80 23.00 23.20 23.40
ZQOL m/z 55.15 56.33%
6.0 1260
. H‘ LM Moy il 15101840 2380 2810
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
22.80 23.00 23.20 23.40
5000 m/z 69.15 32.52%
137.0
97.0
165.0193.0  240.0267.0294.0 3370
m/z--> 50 100 150 200 250 300 350
Abundance #83610: Tetradecanamide
59.0 22.80 23.00 23.20 23.40
m/z 43.15 31.98%
5000
97.0 . 227.0
. Izglou ” \Il |‘”| J‘l l\\llzx\8lol:|'|56|0|18l\4lol . |‘| . ——T ———
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072318\

Data File : BG035831.D

Acq On 23 Jul 2018 17:16

Operator : JU/SJ

3?22 le J3993-01 20180414-FIELDBLANK
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.14 6.4 ng 85487 1 8.03 267271 20.0
unknown? .56 7.56 96.7 ng 1291840 1 8.03 267271 20.0
2-Propanol, 1-(2-... 11.41 4.2 ng 73473 2 10.83 346359 20.0
9-Octadecenamide, ... 23.11 5.3 ng 280603 5 21.65 1056000 20.0
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