LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022412.D

Aca On : 18 Jun 2016 7:15

Operator : UM/SJ

Sample : H3501-16

Misc :

ALS Vial : 25 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-BG060616.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

2.867 3 5 28 rvB 873780 1258891 62.89% 11.379%
3.672 138 142 154 rBV 17664 34917 1.74% 0.316%
rvB2 22167 44279 2.21% 0.400%
5.599 464 470 490 rBvV 314161 620430 30.99% 5.608%
7.232 740 748 763 rBV 348127 709162 35.43% 6.410%
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7.579 800 807 822 rBV 374365 735473 36.74% 6.648%
8.043 878 886 896 rBV 66929 127038 6.35% 1.148%
8.366 933 941 951 rBvV 297892 570357 28.49% 5.155%
9.218 1078 1086 1108 rBV 190808 424333 21.20% 3.836%
10.864 1359 1366 1382 rBV 96064 213403 10.66% 1.929%

=
QO ~NO®

11 13.302 1773 1781 1803 rBV 778655 1364975 68.19% 12.338%
12 14.130 1913 1922 1933 rBV 226623 389292 19.45% 3.519%
13 14.683 2007 2016 2027 rBV 213036 361492 18.06% 3.268%
14 16.175 2263 2270 2285 rBV 505855 886916 44.31% 8.017%
15 17.426 2474 2483 2498 rBV2 234661 436912 21.83% 3.949%

16 17.885 2557 2561 2567 rVB2 14634 20287 1.01% 0.183%
17 20.023 2918 2925 2937 rBV 1379821 2001761 100.00% 18.094%
18 21.298 3138 3142 3149 rBV7Y 14416 30000 1.50% 0.271%
19 21.545 3179 3184 3193 rVB 28161 44374 2.22% 0.401%

20 21.692 3202 3209 3223 rBV2 191190 408639 20.41% 3.694%

21 24.929 3748 3760 3778 rBV 117245 380220 18.99% 3.437%

Sum of corrected areas: 11063151
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022412.D

Aca On - 18 Jun 2016 7:15

Operator : UM/SJ

Sample : H3501-16

Misc :

ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022412.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022412.D

Aca On : 18 Jun 2016 7:15

Operator : UM/SJ

Sample : H3501-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown3.67 Concentration Rank 5

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

3.67 5.50 ng 34917 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 2-Heptanol 116 C7H160 000543-49-7 9
3 2-Pentanol 88 C5H120 006032-29-7 9
4 Isopropvl Alcohol 60 C3H80 000067-63-0 9
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 142 (3.672 min): BG022412.D (-138) (-) m/z 45.00 100.00%
45
5000
1 o " 340 360 380 400
O o o T e X R a m/z 43.00 17.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #928: R-(-)-1,2-propanediol
45
5000 RSN AR SRS LR
3.40 3.60 3.80 4.00
29 m/z 61.00 6.95%
o 13 | 39] s56l 76
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
" 340 360 380 400
5000 m/z 43.95 6.46%
o 15 33 3 61 70 778 o9 101 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2063: 2-Pentanol e e R
45 3.40 3.60 3.80 4.00
m/z 42.00 4_71%
5000
27 55
P Y- A8 Y i pu I | I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022412.D

Aca On : 18 Jun 2016 7:15

Operator : UM/SJ

Sample : H3501-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4

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

5.10 6.97 ng 44279 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 37
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 385 (5.100 min): BG022412.D (-378) (-) m/z 43.00 100.00%
43
59
5000
101
51 83 480 5.00 520 5.40
O i i O A B B B o e o L e O m/z 59.00 68.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI LN L I L
59 480 500 520 5.40
m/z 101.00 28.21%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
480 5.00 520 540
5000 18 m/z 58.00 24 _30%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 480 5.00 520 5.40
m/z 41.00 7.35%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' R U L R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022412.D

Aca On : 18 Jun 2016 7:15

Operator : UM/SJ

Sample : H3501-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 unknown7.58 Concentration Rank 2

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

7.58 115.79 ng 735473 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 807 (7.579 min): BG022412.D (-800) (-) m/z 131.90 100.00%
5000 !
68
0 || a5 96 7.20 7.40 7.60 7.80 8.00
ot e 8 e W | m/z 68.00 34.92%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67
a1 o7 7.20 7.40 7.60 7.80 8.00
53 - 117 m/z 133.90 32.29%
0....|....|...|....|....|... T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 21.01%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 12.92%
97
5000
70
31
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022412.D

Acq On : 18 Jun 2016 7:15

Operator : UM/SJ

Sample - H3501-16

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .67 3.67 5.5 ng 34917 1 8.04 127038 20.0
2-Pentanone, 4-hy... 5.10 7.0 ng 44279 1 8.04 127038 20.0
unknown7 .58 7.58 115.8 ng 735473 1 8.04 127038 20.0
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