LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\

Data File : BG033375.D

Aca On - 27 Mar 2018 23:20 Instrument :

Operator : SJ/JU BNA_G

Sample - J2061-01 ClientSampleld :

Vi - 032418-JETT-E-D-B
isc :

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-BG031918.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 3.482 26 33 43 rBV 139837 292855 7.47% 1.879%
2 3.576 44 49 57 rvB 96424 156796 4 _.00% 1.006%
3 6.284 504 510 522 rBV 166315 360858 9.21% 2.315%
4 7.971 791 797 811 rBV2 97160 269095 6.86% 1.727%
5 8.376 857 866 879 rBV 347610 749157 19.11% 4.807%

8.870 941 950 966 rBV2 98038 247985 6.33% 1.591%
9.199 997 1006 1018 rBV 539700 1074856 27.42% 6.896%
10.062 1146 1153 1173 rBV 402101 947424 24_.17% 6.079%
11.749 1433 1440 1456 rBVY 158524 352539 8.99% 2.262%
14.111 1835 1842 1863 rBV 1424239 2418821 61.71% 15.519%

=
QO ~NO®

11 15.485 2070 2076 2086 rBvV2 336155 570133 14.54% 3.658%
12 16.954 2319 2326 2342 rBV 819664 1426752 36.40% 9.154%

13 17.107 2348 2352 2362 rVB 22040 40060 1.02% 0.257%
14 18.212 2534 2540 2553 rBV 447767 795026 20.28% 5.101%
15 19.011 2671 2676 2682 rBV3 36293 61068 1.56% 0.392%

16 20.732 2963 2969 2980 rBV 2721337 3919902 100.00% 25.151%
17 22.078 3193 3198 3209 rBV5 59699 120314 3.07% 0.772%
18 22.560 3273 3280 3291 rBV 470797 904234 23.07% 5.802%
19 26.326 3910 3921 3934 rBvV2 258219 877848 22.39%% 5.632%

Sum of corrected areas: 15585723
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033375.D

Aca On - 27 Mar 2018 23:20

Operator : SJ/JU

Sample : J2061-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033375.D

2500000
2000000
1500000
1000000

9.20
500000 3.38 10.06

348g 6.28 7.97 3.87 11.75

04
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033375.D

2073
2500000

2000000

1500000 14.11

1000000
16.95

18.21 22.56
500000 15.49

7.11 19.01 | 22.08
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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 TIC: BG033375.D

2500000

2000000

1500000

1000000

500000
26.33
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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\BG032718\
Data File : BG033375.D

Aca On : 27 Mar 2018 23:20

Operator : SJ/JU

Sample : J2061-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

3.58 12.65 ng 156796 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 50 (3.582 min): BG033375.D (-44) (-) m/z 73.00 100.00%
73
5000
43 55 87

37 65 3.40 3.60 3.80 4.00
) [0 N S VU 0 U N m/z 43.00 34.52%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI L L L L R L L LB L B}
43 3.40 3.60 3.80 4.00
55 87 m/z 87.00 30.49%
29
L35 [ ‘ 67 || 80
e o o o e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73
e e e e N
a1 - 87 340 3.60 3.80 4.00
5000 m/z 55.00 27.17%
29
15 67 97
S e B R . L LA
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- P
73 3.40 3.60 3.80 4.00

m/z 45.00 10.44%

5000 [\
43
29
b2 1 " 3 || 535 e | 88 A

T
m/z--> 0 10 20 30 40 50 60 70 8 90 100 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033375.D

Aca On : 27 Mar 2018 23:20

Operator : SJ/JU

Sample : J2061-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

8.38 60.42 ng 749157 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
Abundance Scan 867 (8.382 min): BG033375.D (-857) (-) m/z 132.00 100.00%

132
5000 68 /k

40 % . 1 » - 800 820 840 8.60 8.80
ol 156 17 ! m/z 68.00 45.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 B R AR B
8.00 8.20 8.40 8.60 8.80

‘ m/z 66.00 32.31%

31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 31.88%

o

15 39 63 90104

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e R
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 19.55%

5000
33 . 105
s el |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 820 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033375.D

Aca On : 27 Mar 2018 23:20

Operator : SJ/JU

Sample : J2061-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.08 2.66 ng 120314 Chrysene-di12 22 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 68

Abundance _ Scan 3198 (22.078 min): BG033375.D (-3193) (-) m/z 83.05 100.00%

5000
137 163 189207 265,95 341 21.80 22.00 22.20 22.40
0 m/z 55.00 98.32%
m/z--> 50 100 150 200 250 300
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97
5000
21.80 22.00 22.20 22.40
121139 m/z 57.10 96.95%
250
. I e N
m/z--> 50 100 150 200 250 300
Abundance
55 83
21.80 22.00 22.20 22.40
5000 11 m/z 97.05 94.57%
29 139
0 167 196 224 252 280 308
— e e 71—
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
8, 21.80 22.00 22.20 22.40
m/z 69.00 92.87%
5000 1l
29 139
o ‘\ L4y 167 105 222 250 280 308 336
- T I T T T T I T T T T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
Data File : BG033375.D

Acq On : 27 Mar 2018 23:20

Operator : SJ/JU

Sample - J2061-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.58 12.7 ng 156796 1 8.87 247985 20.0
unknown8 .38 8.38 60.4 ng 749157 1 8.87 247985 20.0
Bromoacetic acid,... 22.08 2.7 ng 120314 5 22.56 904234 20.0
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