LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\
Data File : BG033040.D
Aca On : 8 Mar 2018 14:43 Instrument :
Operator : SJ/JU (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J1821-05 FIELDBLANK-20180203
ALS Vial : 4 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-BG022118.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

3.516 33 39 49 rBV3 90614 215480 5.64% 1.163%
3.610 49 55 68 rvB 203900 361528 9.46% 1.951%
rvB2 27127 47254 1.24% 0.255%
6.324 510 517 533 rBV 369172 642336 16.81% 3.466%
8.004 795 803 815 rBvV 240997 433158 11.34% 2.337%
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8.421 866 874 891 rBV 708290 1312405 34.35% 7.082%
8.915 949 958 967 rVB 174780 320763 8.39% 1.731%
9.250 1005 1015 1024 rBV 641224 1164329 30.47% 6.283%
10.107 1153 1161 1175 rBV 543970 1051296 27.51% 5.673%
11.799 1441 1449 1456 rBV 261757 481049 12.59% 2.596%

=
QO ~NO®

11 14.155 1840 1850 1858 rBV 1532394 2437253 63.79% 13.152%
12 15.524 2076 2083 2091 rBV2 391442 637687 16.69% 3.441%
13 16.998 2326 2334 2346 rBV 1171973 1949328 51.02% 10.519%
14 18.255 2541 2548 2555 rVB2 471798 756533 19.80% 4.082%
15 20.769 2970 2976 2986 rBV 2807924 3820911 100.00% 20.619%

16 22.608 3281 3289 3297 rBV2 410843 773790 20.25% 4.176%
17 22.684 3297 3302 3306 rBV2 38088 65437 1.71% 0.353%

18 24.271 3562 3572 3593 rBV 449028 1327125 34.73% 7.161%
19 26.403 3924 3935 3956 rBv3 190989 733786 19.20% 3.960%

Sum of corrected areas: 18531448
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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

Z:\HPCHEM1I\BNA G\DATA\BG030818\

BG033040.D
8 Mar 2018 14:43
SJ3/JU
J1821-05 FIELDBLANK-20180203
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

3.52

3.61

TIC: BG033040.D

8.42 9.25

10.11

6.32 11.80
8.00 891 .

5.82

0

Time--> 3.50

400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033040.D

20.77

14.15

17.00

15.52 18.26 22.61

.68

0

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: BG033040.D

24.27
26.40

O er=r
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 : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033040.D

Aca On : 8 Mar 2018 14:43

Operator : SJ/JU

3?22 le J1821-05 FIELDBLANK-20180203
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.61 22.54 ng 361528 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 55 (3.610 min): BG033040.D (-49) (-) m/z 73.05 100.00%
73
5000 43
55 87

3 | 50 ‘ 340 360 380 4.00
O S0 Tm/Zz 43.05  42.58%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L B B B B B
43 340 360 380 4.00
55 87 m/z 55.05 31.28%
29
.| 35 ‘\w | 50 ‘ 67 ||, 80
T o o S T = SIS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
T
a1 - 87 340 3.60 3.80 4.00
5000 m/z 87.05 24 .48%
29
15 67 97
O T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e A B
3 340 360 380 4.00

m/z 41.05 13.55%

5000 43
58
29 87
0 L1 : ‘

et
m/z--> 10 20 30 40 50 60 70 80 90 100 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033040.D

Aca On : 8 Mar 2018 14:43

Operator : SJ/JU

3?22 le J1821-05 FIELDBLANK-20180203
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.82 2.95 ng 47254 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 37
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Propane. 2-methoxv- 74 C4H100 000598-53-8 17
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 431 (5.819 min): BG033040.D (-424) (-) m/z 43.00 100.00%
43
59
5000
101 NARRE RS SRS LR
51| 73 g3 540 5.60 5.80 6.00 6.20
o e e el e e e m/z 59.05 52.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RN RN SRS LR
540 560 5.80 6.00 6.20
m/z 101.05 21.45%
o 25 31 37 83 o3 '
miz--> A S N R AT
Abundance
43
540 560 580 6.00 6.20
5000 m/z 58.05 13.28%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #851: Propane, 2-methoxy-
59 540 5.60 5.80 6.00 6.20
m/z 41.05 8.69%
5000
0"'w"'w'”'m"wlk'w??”l"“|7ﬁ'l“"w"'w"w'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033040.D

Aca On : 8 Mar 2018 14:43

Operator : SJ/JU

3?22 le J1821-05 FIELDBLANK-20180203
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 81.83 ng 1312410 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 874 (8.421 min): BG033040.D (-866) (-) m/z 131.95 100.00%
132
5000 68
| 75 % 103 8.00 820 8.40 8.60 8.80
0 ..,....,....,...:,".'.‘?? o .61..'.'.|,....,..5?.7,....,.':..,.1.1F3.,...., b | 'm/z 68.05 42.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R U RN R
8.00 8.20 8.40 860 8.80
78 m/z 133.95 32.76%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 66.05 27 .95%
104
ol 14 27 37 44 51 5 6 77 g o 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- P
132 8.00 8.20 8.40 860 8.80
117 m/z 69.05 16.64%
5000
o 91
ol 15 21 3 Slgg B 7T | gglt5 L
m/z--> 10 20 35 40 §0 60 fo 80 90 160 110 120 130 140 800 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033040.D

Aca On : 8 Mar 2018 14:43

Operator : SJ/JU

3?22 le J1821-05 FIELDBLANK-20180203
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 6 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24 .27 34.30 ng 1327130 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 3572 (24.271 min): BG033040.D (-3562) (-) m/z 59.05 100.00%

9

5000

L

114 24.00 24.20 24.40 24.60
140 170 240 320
0 198 221 277294 337 /2 72 .05 62 15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
41

5000 e EBAREE mm
24. 00 24 20 24. 40 24. 60

m/z 55.05 52 .56%

137
el \\u »\zw..w ) 154193 221240 2roon 32053
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59

24.00 24 20 24. 40 24.60

o

5000 41 m/z 41.05 34.71%
81
o8 9% 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide
59 24.00 24.20 24.40 24.60

m/z 43.05 34 .54%

5000
4
‘ ﬂ g oy 88 114 147 170 195212 238255

e B —— AR AREAE e o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24. 00 24 20 24. 40 24. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO030818\

Data File : BG033040.D

Acq On : 8 Mar 2018 14:43

Operator : SJ/JU

3?22 le J1821-05 FIELDBLANK-20180203
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
Butane, 2-methoxy... 3.61 22.5 ng 361528 1 8.91 320763 20.0
2-Pentanone, 4-hy... 5.82 3.0 ng 47254 1 8.91 320763 20.0
unknown8 .42 8.42 81.8 ng 1312410 1 8.91 320763 20.0
13-Docosenamide, ... 24.27 34.3 ng 1327130 5 22.61 773790 20.0
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