LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032504.D

Aca On : 2 Feb 2018 00:08

Operator : SJ/JU

Sample : PB106258BL

Misc :

ALS Vial : 18 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:\HPCHEM1\BNA G\METHODS\8270-BG012918.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

5.634 391 399 407 rBvV2 16552 28433 1.13% 0.282%
6.151 481 487 502 rBvV 285756 571216 22.79%% 5.671%
rBv 279574 607398 24.24% 6.030%
8.225 833 840 857 rBV 321597 676956 27.01% 6.721%
8.713 915 923 940 rBV 61744 139862 5.58% 1.389%
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9.048 971 980 994 rBV 288595 582129 23.23% 5.779%
9.912 1119 1127 1145 rBV 179630 381311 15.22% 3.786%
11.592 1405 1413 1426 rBV 86381 185228 7.39% 1.839%
13.972 1811 1818 1835 rBVY 776023 1289345 51.45% 12.801%
15.347 2044 2052 2062 rBV2 178453 306045 12.21% 3.038%
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11 16.821 2296 2303 2319 rBvV 676316 1150945 45.93% 11.427%
12 18.079 2509 2517 2529 rBvV2 270083 431927 17.23% 4.288%
13 20.617 2943 2949 2957 rBV 1871714 2506127 100.00% 24.881%
14 22.409 3244 3254 3264 rBV2 324039 597128 23.83% 5.928%
15 26.087 3867 3880 3895 rBv2 188220 618515 24.68% 6.141%

Sum of corrected areas: 10072565
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032504.D

Aca On : 2 Feb 2018 00:08

Operator : SJ/JU

Sample : PB106258BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG012918.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: BG032504.D
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Abundance TIC: BG032504.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032504.D

Aca On : 2 Feb 2018 00:08

Operator : SJ/JU

Sample : PB106258BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown5.63 Concentration Rank 3

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

5.63 4_.07 ng 28433 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlamine 59 C3H9N 000107-10-8 40
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 36
3 tert-Butvl Hvdroperoxide 90 C4H1002 000075-91-2 33
4 2-Nonanone. 9-hvdroxyv- 158 C9H1802 025368-56-3 33
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 33

Abundance Scan 398 (5.628 min): BG032504.D (-391) (-) m/z 43.00 100.00%
43
59
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N 73 520 540 5.60 5.80 6.00
O e L L B o e B e S m/z 59.10 55.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #246: Propylamine
30
5000 IS S U L

5.20 540 5.60 5.80 6.00
m/z 101.10  27.94%
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
A e e
5.20 540 5.60 5.80 6.00
0
5000 a 101 m/z 58.00 15.39%
29
15 73 87 117
O T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2320: tert-Butyl Hydroperoxide
43 520 5.40 5.60 5.80 6.00
m/z 41.10 10.55%
5000
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG020118\
Data File : BG032504.D

Aca On : 2 Feb 2018 00:08

Operator : SJ/JU

Sample : PB106258BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG012918_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 unknown8.23 Concentration Rank 1

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

8.23 96.80 ng 676956 1,4-Dichlorobenzene-d4 8.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 20
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 841 (8.231 min): BG032504.D (-833) (-) m/z 132.00 100.00%
132
5000
68
96
40 54 g 75 104 7.80 8.00 820 8.40 8.60
o....,...:l':..“ﬁ:!..,wl-.,..l:.??.??,..!.,.'!u.,.1.1?.,...., Yo m/z 134.00  33.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.80 8.00 820 8.40 8.60
78 m/z 68.10 32.05%
31 35 ,, 5t
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.80 8.00 820 8.40 8.60
5000 m/z 66.00 22 .48%
69
57
39 76
47 63 89 103 15
e R RS AR RN AR AR AR RAARN SEAR SARAN EAARN N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 7.80 8.00 820 8.40 8.60
m/z 69.10 15.62%
5000 67
41 97
‘ 53 . 117
[o) H— I .3.4. ;‘i l‘. - i‘.‘.‘. .?‘:!-‘.‘. l‘l ; I\I\I‘I\I : .??. .‘k . .1.0.5. R I\IJI'ZIL}I I‘ ‘. e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020118\
Data File : BG032504.D

Acq On : 2 Feb 2018 00:08

Operator : SJ/JU

Sample : PB106258BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012918_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]
unknown5.63 5.63 4.1 ng 28433 1 8.71 139862 20.0
unknown8.23 8.23 96.8 ng 676956 1 8.71 139862 20.0
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