LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG031919\
Data File : BG040008.D

Aca On : 19 Mar 2019 18:39

Operator : JU/SJ

Sample - K1958-03

Misc :

ALS Vial : 8 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-BG030419.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 3.191 13 17 26 rBv 133123 282437 10.45% 1.800%
2 3.267 26 30 48 rVB 144284 249503 9.23% 1.590%
3 5.687 435 442 455 rVB 714829 1147040 42.45% 7.311%
4 7.291 707 715 725 rBV 748462 1325734 49.06% 8.450%
5 7.673 771 780 787 rBV 706972 1220743 45.18% 7.780%

8.143 854 860 868 rBvV 151475 257930 9.55% 1.644%
8.466 908 915 925 rBV 490840 864559 32.00% 5.510%
9.318 1053 1060 1070 rBV 442519 796397 29.47% 5.076%
204263 368378 13.63% 2.348%
13.389 1743 1753 1761 rBV 1123731 1763647 65.27% 11.241%
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11 14.211 1883 1893 1900 rBV 85644 122179 4._.52% 0.779%
12 14.769 1981 1988 1996 rVvB2 335090 526437 19.48% 3.355%
13 16.255 2234 2241 2250 rBV 909404 1389799 51.44% 8.858%
14 17.513 2449 2455 2463 rBV2 444052 671508 24.85% 4._.280%

15 18.364 2595 2600 2605 rBvV2 40432 55745 2.06% 0.355%
16 20.109 2891 2897 2903 rBY 2037664 2702046 100.00% 17.222%
17 21.396 3110 3116 3130 rBvV9 20852 73123 2.71% 0.466%
18 21.801 3177 3185 3194 rBvV 502736 818857 30.31% 5.219%
19 22.565 3308 3315 3321 rBvV3 23649 38966 1.44% 0.248%
20 23.281 3431 3437 3443 rVB 29969 52592 1.95% 0.335%
21 24.110 3571 3578 3583 rBV3 31447 65208 2.41% 0.416%
22 25.085 3738 3744 3748 rBV5 28829 65888 2.44% 0.420%
23 25.161 3748 3757 3768 rVB 275531 777806 28.79% 4_.957%
24 26.277 3939 3947 3954 rVB4 18169 53412 1.98% 0.340%
Sum of corrected areas: 15689934
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG031919\
Data File : BG040008.D

Aca On : 19 Mar 2019 18:39

Operator : JU/SJ

Sample . K1958-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.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: BG040008.D
2000000

1500000

1000000
5.69 7.29 767

500000 8.47 9.32

B33197 8.14 10.96
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Time--> 3.50 4.00 450 500 5. 50 6.00 6.50 7.00 7.50 8.00 8. 50 9. OO 9. 50 10. OO 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG040008.D
2000000 20.11

1500000

13.39
1000000 16.26

21.80
500000 17.51
14.77

1421 18.36 21.40 22.56

Time--> 13.00 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: BG040008.D
2000000

1500000

1000000

500000
25.16

23.28 24.11 25,08 26.28
R AR aEEEEE s e e e AR RN o S e RERR

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040008.D

Aca On : 19 Mar 2019 18:39

Operator : JU/SJ

Sample - K1958-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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.

3.27 19.35 ng 249503 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 30 (3.267 min): BG040008.D (-26) (-) m/z 73.15 100.00%
73
5000 43
55 87
36 7 3.203.303.403.503.603.70
Ol W b ST Tm/z 43.15  45.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 3.203.303.403.503.603.70
55 87 m/z 55.15 30.53%
0 Pa ol ol
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.203.30 3.40 3.50 3.603.70
5000 m/z 87.15 25_.78%
29
Oy .%?. ik ...M b ,.Hl o .??,.... e .??, T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide
30 3.203.303.403.503.603.70
73 m/z 45.10 11.66%
5000
44 58
18 “
o N S || 7| Y Y S O —
m/z--> 10 20 30 40 50 60 70 80 90 100 3.203.303.40 3.50 3.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031919\
Data File : BG040008.D

Aca On : 19 Mar 2019 18:39

Operator : JU/SJ

Sample - K1958-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.67 94 .66 ng 1220740 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 780 (7.673 min): BG040008.D (-771) (-) m/z 132.15 100.00%
132
5000 68
0 _sa ‘ 75 % 103 740 760 7.80 8.00
Obrrprrrrrrrer e b SRl 87l IS L Tm/z 68.15  42.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 R S LAARE RAR R R

7.40 7.60 7.80 8.00
m/z 134.15  32.49%

15 28 39 52 8 77 00 104

R e A e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R B R
7.40 7.60 7.80 8.00
5000 67 m/z 66.15 31.12%
41 53 97 117
o dsey 2
o ..“...,....,?ﬂai:h..ihn.§ﬁhhlh.ﬂﬁﬂﬁ...q.Ja.,???q...L\%g4.ﬂ‘.”,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A e
132 7.40 7.60 7.80 8.00
69 m/z 69.15 16.82%
104
5000
78
31 54 51
0 b H | . !
AR B A N REA B o L R ERREn R T EEAmE EEa e s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031919\
Data File : BG040008.D

Acq On : 19 Mar 2019 18:39

Operator : JU/SJ

Sample - K1958-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 19.4 ng 249503 1 8.14 257930 20.0
unknown? .67 7.67 94.7 ng 1220740 1 8.14 257930 20.0
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