LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM010035.D

Aca On : 12 May 2017 22:05 Instrument :

Operator : SJ/MA EFAﬁg el
- _ lentosampleld :

a?zgle : 13108-01 IDW-GAC3-170510

ALS Vial : 16 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 M\METHODS\8270-BM051117.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 4.899 303 308 318 rBV 364983 529470 7.91% 1.770%
2 5.351 379 385 399 rBY 1667436 2451427 36.61% 8.194%
3 6.940 648 655 668 rBY 1492434 2423052 36.18% 8.100%
4 7.292 708 715 727 rBV 1746319 2790165 41.67% 9.327%
5 7.757 788 794 805 rVB 257699 423027 6.32% 1.414%

8.075 839 848 861 rVvB 1224503 1966291 29.36% 6.573%
8.934 986 994 1008 rBV 1082078 1865450 27.86% 6.236%
10.557 1262 1270 1280 rBV 288940 531543 7.94% 1.777%
13.022 1682 1689 1700 rBVY 2354233 3400539 50.78% 11.367%
14.410 1919 1925 1936 rBV2 418159 670252 10.01% 2.240%

=
QO ~NO®

11 15.915 2173 2181 2193 rBV 2105479 3170656 47.35% 10.599%
12 17.168 2388 2394 2403 rBV 593016 897939 13.41% 3.002%
13 19.792 2834 2840 2847 rBV 5859783 6696456 100.00% 22.384%
14 21.356 3101 3106 3113 rBV 910925 1202252 17.95% 4.019%
15 23.650 3490 3496 3504 rVB 452906 897252 13.40% 2.999%

Sum of corrected areas: 29915771
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM010035.D

Aca On : 12 May 2017 22:05

Operator : SJ/MA

ﬁ?ggle i 13108-01 IDW-GAC3-170510
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051117.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: BM010035.D
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535 6.94
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4.90 7.76 10.56
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Abundance TIC: BM010035.D
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010035.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051217\

Data File : BM010035.D

Aca On : 12 May 2017 22:05

Operator : SJ/MA

ﬁ?ggle i 13108-01 IDW-GAC3-170510
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 25.03 ng 529470 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Dimethadione 129 C5H7NO3 000695-53-4 36
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 308 (4.899 min): BM010035.D (-303) (-) m/z 43.10 100.00%
431
59.1
5000
| mo 1°|“ - 460 480 500 520
o} SESEEEY V1 Y AN € C —S m/z 59.10 54.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L A I
59.0 460 480 500 520
0
150 1010 m/z 101.10 16.10%
0 wl " 83.0 \ ‘
LI JULELEL SULLEL SURLIL SURLIL UL L IR B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520
5000 m/z 58.10 13.99%
41.0
101.0
25.0
G L L I U L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12397: Dimethadione R L R EaEaE R ST
430 o o 4.60 4.80 5.00 5.20
9. m/z 41.10 10.08%
5000
150 129.0
0"';P"'I"”I""Fﬁq'l"'W""I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051217\

Data File : BM010035.D

Aca On : 12 May 2017 22:05

Operator : SJ/MA

ﬁ?ggle i 13108-01 IDW-GAC3-170510
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 1-Penten-3-yne Concentration Rank 1

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

7.29 131.91 ng 2790170 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne 66 C5H6 000646-05-9 35
2 Silane. bicvclol2.2_.1Thept-5-en-... 226 C7H9CI3Si 014319-64-3 35
3 3-Hexenedinitrile 106 C6H6N2 001119-85-3 25
4 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 25
5 Propanedinitrile 66 C3H2N2 000109-77-3 25

Abundance Scan 715 (7.292 min): BM010035.D (-708) (-) m/z 132.00 100.00%
13p.0
68.1
5000
40.1 96.1 U R L L IR
7.00 7.20 7.40 7.60
0 el m/z 68.10 67.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #360: 1-Penten-3-yne
66.0
39.0
5000 R R L I L

7.00 7.20 7.40 7.60
m/z 66.10 55.41%

o -l e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
66.0
e
7.00 7.20 7.40 7.60
5000 m/z 134.00 33.36%
39.0 0
o 112.0 1350 1620 191.0 226.0
R B B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4924: 3-Hexenedinitrile e b R
66.0 7.00 7.20 7.40 7.60
m/z 69.10 33.05%
5000
39.0 106.0
O+ “MM,“,,,, S A G s W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051217\

Data File : BM010035.D

Aca On : 12 May 2017 22:05

Operator : SJ/MA

ﬁ?ggle i 13108-01 IDW-GAC3-170510
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 1,2-Dichlorobenzene-D4 Concentration Rank 2

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

8.07 92.96 ng 1966290 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dichlorobenzene-D4 150 C6D4ClI2 002199-69-1 98
2 1.4-Dichlorobenzene-D4 150 C6D4cClI2 003855-82-1 97
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 14
4 (p-NitrobenzovDacetonitrile 190 C9H6N203 003383-43-5 10
5 Benzene, 1,2,3,5-tetrafluoro- 150 C6H2F4 002367-82-0 10

Abundance Scan 848 (8.075 min): BM010035.D (-839) (-) o m/z 150.00 100.00%
150.0
5000 52.0 78.1 115.0

7.80 8.00 8.20 8.40

0 m/z 152.00 65.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23062: 1,2-Dichlorobenzene-D4
150.0
115.0
5000 52'0 78.0 III|IIII|IIII|IIII|IIII
7.80 8.00 8.20 8.40
38.0 m/z 115.00 48 .40%
o120 260 L L 860 w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150.0
A e W
7.80 8.00 8.20 8.40
5000 115.0 m/z 52.00 47 .32%
52.0 78.0
140 280 400 64.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22978: 2-Chloro-4,6-difluoro-pyrimidine R N Emmaa
150.0 7.80 8.00 8.20 8.40
m/z 78.10 45 .79%
115.0
5000
70.0
31.0 440
| 88.0 131.0
ok e e e e R B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEM1I\BNA_M\DATA\BM051217\
BMO10035.D

12 May 2017 22:05

SJ/MA

13108-01

IDW-GAC3-170510

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit
2-Pentanone, 4
1-Penten-3-yne
1,2-Dichlorobe

|--Internal Standard---|

name RT EstConc Units Response |# RT Resp Conc]

-hy... 4.90 25.0 ng 529470 1 7.76 423027 20.0
7.29 131.9 ng 2790170 1 7.76 423027 20.0

nze... 8.07 93.0 ng 1966290 1 7.76 423027 20.0
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