LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086222.D

Aca On : 15 Apr 2016 17:53 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H2495-01 DRUM-360-372

ALS Vial : 5 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 F\METHODS\8270-BF041516.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 2.155 4 6 24 rVB 187584 383171 7.43% 0.792%
2 5.081 259 262 267 rBV 185472 237194 4 .60% 0.490%
3 5.481 294 297 300 rBVY 4193307 4619229 89.60% 9.545%
4 6.510 384 387 390 rBVY 4147648 4538817 88.04% 9.379%
5 6.659 397 400 402 rBVY 4921024 5155582 100.00% 10.653%
6 6.887 418 420 423 rBV 1439616 1571152 30.47% 3.246%
7 7.047 431 434 436 rBV 4286542 3833689 74.36% 7.922%
8 7.447 467 469 472 rBV 2434221 3421578 66.37% 7.070%
9 8.179 530 533 535 rBVY 2477302 2204930 42.77% 4 .556%
10 9.253 624 627 630 rBY 5028767 5033303 97.63% 10.400%

11 9.642 659 661 664 rBv 590680 811286 15.74% 1.676%
12 9.870 679 681 684 rBvV 70975 55397 1.07% 0.114%
13 9.928 684 686 689 rvB2 2132758 2292677 44.47% 4._.737%
14 10.373 721 725 726 rBV 105235 133926 2.60% 0.277%
15 10.591 741 744 745 rBV 41831 55198 1.07% 0.114%

16 10.716 752 755 757 rBV 2999936 3013230 58.45% 6.226%
17 10.842 764 766 771 rVB 152823 168530 3.27% 0.348%

18 11.288 803 805 807 rBvV 96700 87755 1.70% 0.181%
19 11.414 814 816 818 rBV 2672343 2296820 44.55% 4.746%
20 11.642 834 836 840 rBV 62787 64886 1.26% 0.134%
21 11.939 860 862 864 rBvV 66124 64181 1.24% 0.133%
22 12.728 929 931 935 rBvV 42096 52339 1.02% 0.108%
23 12.831 937 940 943 rvv2 60935 59169 1.15% 0.122%

24 13.002 952 955 957 rBV 4699131 4760994 92.35% 9.838%
25 13.894 1031 1033 1038 rBV2 52421 114900 2.23% 0.237%

26 14.042 1044 1046 1049 rBV 1932332 2005458 38.90% 4.144%
27 15.482 1169 1172 1176 rBV 1036866 1360113 26.38% 2.810%

Sum of corrected areas: 48395504
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086222.D

Aca On : 15 Apr 2016 17:53

Operator : UM/SJ

ﬁ?ggle i H2495-01 DRUM-360-372
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
5000000 TIC: BF086222.D

5.48 6.51 7.05
4000000

3000000
7.45

2000000
6.89

1000000

.16 5.08

O‘J\ﬁ e L E e e e o e e B s o e e e e B L — T T T T T T T T e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086222.D

5000000 al2s 13.00

4000000

10.72
3000000 11.41

8.18

9.93
2000000

1000000

10.84 Nj
9. 10.3710.59 |10 11.29| 1164 11.94 121383

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance : :
5000000 TIC: BF086222.D

4000000

3000000

2000000  14.04

15.48
1000000

13.89

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086222.D

Aca On : 15 Apr 2016 17:53

Operator : UM/SJ

ﬁ?ggle i H2495-01 DRUM-360-372
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 1 Propane, 1,1-dimethoxy- Concentration Rank 3

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

2.16 4.88 ng 383171 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14

d-(+)-Glvceric acid 106 C3H604 1000211-40-8 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9
Abundance Scan 6 (2.155 min): BF086222.D 4) ) m/z 75.10 100.00%
79.1
5000 /\\
45.1
e e ——
57.1 2.20 2.30 2.40 2.50 2.60
0 ...,....,....,....,.3.6..1,.'..|.,....,....,.::.,??:9,....1,93'.2.,. m/z 73.10 70.91%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000 R IR R I UL U
45.0 2.20 2.30 2.40 2.50 2.60
31.0 “ m/z 45.10 35.90%
15.0 57.0
0 "'I""I'”"I"JHIL"“Il“j'l"'hl""lwla'l"qqu"'%qgf{l'
m/z--> 0 10 20 40 50 60 70 8 90 100 110
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.05 26.25%
45.0
29.0
0 55.0 101.0
RIS L IURILIL IR SURELLS IULLIL UL SURLLN SO SRS UL AL I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #706: Thiocyanic acid, methyl ester S REEEE N L o R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.10 16.90%
45.0
15.0
5000
32.0 58.0 \j\\»m,“_“,x_,__-ﬁ
0"'%Q'W‘l”l”lLP"W”lLI”'lP"W“w”I'”'P"W"”I' RN A R AR A N
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086222.D

Aca On : 15 Apr 2016 17:53

Operator : UM/SJ

ﬁ?ggle i H2495-01 DRUM-360-372
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.08 3.02 ng 237194 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Acetone 58 C3H60 000067-64-1 16
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 262 (5.081 min): BF086222.D (-259) (-) m/z 43.10 100.00%
d.1
5000 591
101.1 L L L I I
| 83.1 | 4.80 5.00 5.20 5.40
O e B B T et S R R R s R m/z 59.10 48.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL I I I
59.0 480 5.00 520 540
0
150 a0 1010 m/z 58.10 20.92%
0 m \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 5.00 520 540
5000 m/z 101.10 17.83%
15.0
58.0
20 27.0
e R RS I R IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4011: Formamide, N,N—diethyl— L L L L L B L I BB
30.0 58.0 4.80 5.00 5.20 5.40
: m/z 41.10 7.49%
101.0
5000 44.0
86.0
“ 72.0
e R S R RS UL R LS RS RSN SRRRE S AR SAARS RN A
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086222.D

Aca On : 15 Apr 2016 17:53

Operator : UM/SJ

ﬁ?ggle i H2495-01 DRUM-360-372
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 3 unknown6.66 Concentration Rank 1

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

6.66 65.63 ng 5155580 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 400 (6.659 min): BF086222.D (-397) (-) m/z 132.10 100.00%
32.1
5000 68.1
96.1 U SRR UL UL SRR
401 541 | ‘ 6.40 6.60 6.80 7.00
o....,...:l'!...,.'.'..,::.'.|,..7.5?,1....,..!.,.]1??.1,.1.1.7.,1...., b | M/z 68.10 41.19%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " o o o Tl
410 o o m/z 134.10 33.93%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....| S RRAR
m/z--> 30 50 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 Ton0 ok 650 700
5000 ' m/z 66.10 27.31%
31.0 51.0
79.0
S R RS R RN RS AR RARAS LA AR SEAR SERAN EARRE SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e T R
13p.0 6.40 6.60 6.80 7.00
m/z 69.10 16.83%
5000
33.0 44.0 0.0 105.0
0'"'I'”'I""ﬁ"éﬁ?"'l'”qqp"W""I'ﬁhl%%qgl"”l AR U SRR UL UL SR
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\

Data File : BF086222.D

Acg On : 15 Apr 2016 17:53

Operator : UM/SJ

ﬁ?ggle i H2495-01 DRUM-360-372
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,l1-dime... 2.16 4.9 ng 383171 1 6.89 1571150 20.0
2-Pentanone, 4-hy... 5.08 3.0 ng 237194 1 6.89 1571150 20.0
unknown6 .66 6.66 65.6 ng 5155580 1 6.89 1571150 20.0
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