LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\

Data File : BG032951.D

Aca On 2 Mar 2018 18:32 Instrument :
Operator : SJ/JU BNA_G
Sample - J1774-01 ClientSampleld :
Misc - CLEAN-SAND-17
ALS Vial : 6 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
1 3.516 33 39 49 rBV 52260 116544 3.11% 0.521%
2 3.610 50 55 64 rvB 79160 132796 3.54% 0.594%
3 5.825 426 432 441 rVB 35497 59762 1.59% 0.267%
4 6.330 510 518 529 rBVY 1097490 1899155 50.67% 8.491%
5 8.010 796 804 818 rBVY 1091212 2143551 57.19% 9.584%

8.427 867 875 884 rBV 1082911 1985953 52.98% 8.880%
8.915 951 958 968 rVB 190139 348720 9.30% 1.559%
9.256 1008 1016 1028 rBV 798079 1467943 39.16% 6.563%
630657 1233690 32.91% 5.516%
11.805 1439 1450 1457 rBV 279142 522089 13.93% 2.334%
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11 14.161 1842 1851 1860 rBV 1705791 2718629 72.53% 12.155%
12 14.948 1979 1985 1991 rBV 163194 249063 6.64% 1.114%
13 15.529 2077 2084 2094 rVB2 410677 710088 18.94% 3.175%
14 16.305 2211 2216 2220 rVB 38345 50621 1.35% 0.226%
15 16.857 2303 2310 2317 rVB 147234 218677 5.83% 0.978%

16 16.998 2327 2334 2351 rBV 1248878 2020247 53.90% 9.033%

17 17.157 2356 2361 2372 rVB 38708 68115 1.82% 0.305%
18 18.261 2541 2549 2557 rBV2 547553 874717 23.34% 3.911%
19 19.060 2680 2685 2693 rBv4 21865 46206 1.23% 0.207%

20 20.775 2971 2977 2988 rBV 2646318 3748322 100.00% 16.759%
21 22.614 3282 3290 3299 rBV2 472973 903179 24.10% 4._.038%
22 26.421 3926 3938 3959 rBvV2 229131 847408 22.61% 3.789%

Sum of corrected areas: 22365475
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG030218\

BG032951.D

2 Mar 2018 18:32

SJ/Ju

J1774-01

6 Sample Multiplier: 1

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

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

3361

TIC: BG032951.D

6.33 8.01 8.43

10.11

8.91 11.81

5.82

0

Time--> 3.50

7.00

7.50 8.00 8.50

4.00 450 5.00 5.50 6.00 650 9.00 9.50 10.00 10.50 1100 1150 1200 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG032951.D
20,78

14.16

17.00

18.26 2261

15.53

14.95

16.30 7.16 19.06

\
T L

0

Time-->

13.

A
LN B B N e L B B D B e B N B B N B B B N LN B S B

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: BG032951.D

26.42

Ol
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\BG030218\
Data File : BG032951.D

Aca On : 2 Mar 2018 18:32

Operator : SJ/JU

Sample : J1774-01

Misc :

ALS Vial : 6 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 3

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

3.61 7.62 ng 132796 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 55 (3.610 min): BG032951.D (-50) (-) m/z 73.05 100.00%
7B
5000 43
55 87

340 360 380 4.00
Obrprrrrrreltbl b L m/Z 43.05 44.64Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 B e L LR
340 3.60 3.80 4.00

43 55 87 m/z 55.05 31.48%

29
W 35 |1 67 ||, 80
O T T e T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

340 3.60 3.80 4.00

5000 a1 55 m/z 87.05 25.71%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- L B o
73 340 3.60 3.80 4.00

m/z 41.05 12 .66%

5000

45
29 37 || 535965 |, 80 88

IIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIAI

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032951.D

Aca On : 2 Mar 2018 18:32

Operator : SJ/JU

Sample : J1774-01

Misc :

ALS Vial : 6 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 3.43 ng 59762 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 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 431 (5.819 min): BG032951.D (-426) (-) m/z 43.05 100.00%
43
59
5000
5 | 3 g 1‘|’1 540 560 580 6.00 6.20
o) SESESEEESESSEESEMSSERDY 1 UUR - CHRY| PRNMSERUSAS SIS MMM MM m/z 59.05 52.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RN SRS LR
59 5.40 5.60 5.80 6.00 6.20
m/z 101.05 15.61%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
59
a1 540 560 580 6.00 6.20
5000 m/z 58.05 14 .84%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3224: 4-Penten-2-one, 4-methyl-
43 540 5.60 5.80 6.00 6.20
m/z 41.15 8.96%
5000
0 [ 37| 49 55 6369 77 %3 91 98
m/z--> 10 20 30 40 50 60 70 8 90 1(')0 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032951.D

Aca On : 2 Mar 2018 18:32

Operator : SJ/JU

Sample : J1774-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 4 unknown8.43 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.43 113.90 ng 1985950 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 875 (8.427 min): BG032951.D (-867) (-) m/z 131.95 100.00%
5000 68
0 w5t ol T g Tin oo 53 810 550 5b0
oSSR S W o T N PR LA RTINS SNBSS || NS m/z 68.05 41.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 [T T [ rrr [ rrrrrrrrrrr
a1 97 8.00 8.20 8.40 8.60 8.80
53 117 m/z 133.95 33.11%
79
0 34 “‘ ‘\ L 61\“\‘ L1l 89 L, 103 110 124 ||
T T T T T T T e T [ T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 R e R
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 66.05 27.27%
78
31 a5 m 51
Ol T T T T T T T e e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine D L B e
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 16.31%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 70 80 90 100 110 120 130 140 8.00 8.20 840 8.60 8.80

8270-BG022118.M Mon Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032951.D

Aca On : 2 Mar 2018 18:32

Operator : SJ/JU

Sample : J1774-01

Misc :

ALS Vial : 6 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.86 6.16 ng 218677 Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 50
3 Vinvl benzoate 148 C9H802 000769-78-8 50
4 Benzenebutanoic acid. .agamma.-oxo- 178 C10H1003 002051-95-8 50
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 50
Abundance Scan 2311 (16.863 mir(])): BG032951.D (-2303) (-) m/z 104.95 100.00%
105
77
182
5000
51
152 16.60 16.80 17.00 17.20
Ol 4 83 89 b 126 165 W 207 Tnzz 77.05  65.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
77 182
5000 U B B
16.60 16.80 17.00 17.20
o1 m/z 181.95 55_00%
o 27 39 | 63 | . 126 152 I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
77 183 16,60 16.80 17.00 17.20
5000 51 m/z 51.05 27.37%
63 127 154
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23239: Vinyl benzoate R e
105 16.60 16.80 17.00 17.20
17 m/z 50.05 8.88%
5000
51
o 15 27 39 “ 65 | o1 ‘ 14‘18
m/z--> 20 40 60 80 100 120 140 160 180 200 16,60 16,80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030218\
Data File : BG032951.D

Acq On : 2 Mar 2018 18:32

Operator : SJ/JU

Sample : J1774-01

Misc :

ALS Vial : 6 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 7.6 ng 132796 1 8.91 348720 20.0
2-Pentanone, 4-hy... 5.82 3.4 ng 59762 1 8.91 348720 20.0
unknown8 .43 8.43 113.9 ng 1985950 1 8.91 348720 20.0
Benzophenone 16.86 6.2 ng 218677 3 15.53 710088 20.0
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