LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM010012.D
Aca On : 12 May 2017 07:41 Instrument :
Operator : SJ/MA EFAﬁg el

- - lentosampleld :
a?zgle : 13079-10 SS043MW014-170509
ALS Vial : 27 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 3.211 16 21 42 rBY 7568577 10900450 100.00% 26.926%
2 4.899 302 308 316 rBV 205152 308344 2.83% 0.762%
3 5.352 379 385 395 rBV 804677 1211545 11.11% 2.993%
4 5.463 399 404 413 rBV 317026 493680 4_.53% 1.219%
5 6.946 650 656 664 rBV 520038 848378 7.78% 2.096%

7.299 707 716 730 rBV 1431658 2292786 21.03% 5.663%
7.763 787 795 802 rBV 274366 455938 4.18% 1.126%
8.075 841 848 858 rBV 1133349 1834990 16.83% 4 _.533%
8.934 987 994 1007 rBV 1127578 1924231 17.65% 4._.753%
10.557 1263 1270 1277 rBV 347018 604941 5.55% 1.494%

=
QO ~NO®

11 13.028 1681 1690 1702 rBV 2740357 3944244 36.18% 9.743%
12 14.416 1920 1926 1935 rBV2 540138 861287 7.90% 2.127%
13 15.916 2174 2181 2195 rBV 2494341 3602555 33.05% 8.899%
14 17.169 2388 2394 2404 rBvV 736381 1121996 10.29% 2.771%
15 19.433 2775 2779 2784 rBV 137936 198836 1.82% 0.491%

16 19.798 2835 2841 2846 rBV 6029256 7378678 67.69% 18.226%
17 21.356 3101 3106 3112 rBV 1113048 1427445 13.10% 3.526%
18 23.650 3490 3496 3505 rVB 541640 1073268 9.85% 2.651%

Sum of corrected areas: 40483592
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BMO051117\

BM010012.D

12 May 2017 07:41

SJ/MA

13079-10

27 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

SS043MW014-170509

Abundance

3121

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM010012.D

8.07 8.93

7.30
5.35
7.76

4,90 A5'46 fo ° ﬁ i

10.56

0

Time-->

3.

1\
LA B B B L B I L B B

50 400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM010012.D

13.03 15.92

14.42 1r1r

19.43 J

A
LI

19.80

0t
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM010012.D

21.36
23.65

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM051117.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010012.D

Aca On : 12 May 2017 07:41

Operator : SJ/MA

3?22 le 13079-10 SS043MW014-170509
ALS Vial : 27 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 Trichloroethylene Concentration Rank 1

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

3.21 478.16 ng 10900500 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroethvlene 130 C2HCI3 000079-01-6 96
2 2-Fluoro-5-chloropvrimidine 132 C4H2CIFN2 062802-37-3 32
3 Benzene. l1-chloro-4-fluoro- 130 C6H4CIF 000352-33-0 22
4 Ethvne. chloro- 60 C2HCI 000593-63-5 22
5 Benzene, l-chloro-3-fluoro- 130 C6HA4CIF 000625-98-9 22

Abundance Scan 21 (3.211 min): BM010012.D (-16) (-) m/z 94.95 100.00%
95.0
129.9
60.0
5000
37.0 3.20 3.30 3.40 3.50 3.60
LA R | R |:,1‘.“?-?.,....,....,297.-9. m/z 129.90 69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12703: Trichloroethylene
95.0 130.0
5000
60.0 3.20 3.30 3.40 3.50 3.60
m/z 131.90 66.90%
25.0
'"wj'wﬁ%q'ﬂk"w"mw"'w"‘H"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
60.0 3.20 3.30 3.40 3.50 3.60
5000 m/z 97.00 63.31%
31.0 105.0
86.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12939: Benzene, 1-chloro-4-fluoro-
130.0 3.20 3.30 3.40 3.50 3.60
m/z 59.95 58.00%
5000 95.0
73.0
31Q 50\‘0 M ‘\‘ Al 111.0 |
m/z--> 2'0 4'0 6|0 8|0 1c')o 150 14'10 1('30 1éo 2(')0 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010012.D

Aca On : 12 May 2017 07:41

Operator : SJ/MA

3?22 le 13079-10 SS043MW014-170509
ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 13.53 ng 308344 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 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 38
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23

Abundance Scan 308 (4.899 min): BM010012.D (-302) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 460 480 500 520
et e e 289 7z 59.10  55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L AL UL IR
59.0 460 480 500 520
0
150 44 1010 m/z 101.10 18.31%
‘ 1y ‘. an Il 83'0 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 480 5.00 520
5000 43.0 m/z 58.05 13.66%
31.0
15.0 87.0
WWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 460 4.80 5.00 5.20
m/z 41.00 11.79%
5000 101.0
27.0 42.0 116.0
“W““V“M““%MWH”P“Z%RPHWH“P“W““V“W“HVHWH“V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO051117\

Data File : BM010012.D

Aca On : 12 May 2017 07:41

Operator : SJ/MA

3?22 le 13079-10 SS043MW014-170509
ALS Vial : 27 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 unknown5.46 Concentration Rank 4

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

5.46 21.66 ng 493680 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l1-methoxv-3-(2.2-dicvan... 184 C11H8N20 002972-72-7 25
2 4.6(1H.5H)-Pvrimidinedione. 2-am... 127 C4H5N302 004425-67-6 17
3 Cis-1-(2-furvD)-2-phenvilcvclopro... 184 C13H120 039763-89-8 9
4 1.1"-Biphenvl. 4-methoxv- 184 C13H120 000613-37-6 9
5 2-Amino-5-nitropyrimidine 140 C4H4N402 003073-77-6 9

Abundance Scan 403 (5.457 min): BM010012.D (-399) (-) m/z 43.05 100.00%

43.0
184.0
5000
126.9

5.20 540 560 580

...,....,....,....,8?.0..,....,.:..i|....,1.6.7.9. 270 | "n/z 184.00 59.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45344: Benzene, 1-methoxy-3-(2,2-dicyanoethenyl)-
184.0
114.0
5000 156.0 LI L B

520 5.40 5.60 5.80
390 630 880 m/z 42.10 34 .89%

15.0 ' $ ‘
G NN T Y O\w
m/z--> 20 40 60 80 100 14 160 180 200
Abundance
43.0

5.20 5.40 5.60 5.80

5000 1270 m/z 126.90 31.27%
69.0 86.0
111.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Cis-1-(2-furyl)-2-phenylcyclopropane R L s R
184.0 5.20 5. 40 5. 60 5. 80

m/z 140.90 19.14%

5000 155.0
91.0 115 0

410\\ il MH \‘\ “\ H \“134“ M l ‘

m/z--> 20 40 100 120 140 160 180 200 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM010012.D

Aca On : 12 May 2017 07:41

Operator : SJ/MA

Sample : 13079-10

Misc :

ALS Vial : 27 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 4 unknown7.30 Concentration Rank 2

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

7.30 100.57 ng 2292790 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14

Abundance Scan 716 (7.299 min): BM010012.D (-707) (-) m/z 132.00 100.00%
13R.0
68.1
5000
40.1 96.1 J AN SR RN R AR
7.00 7.20 7.40 7.60
b 0208 T Tz 68,10 61.98%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U R L I R
69.0 7.00 7.20 7.40 7.60
39.0 ' m/z 66.10 44 _86%
| 89.0
B |y moxe0 |
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
S RS AN AR B
7.00 7.20 7.40 7.60
5000 m/z 134.10 31.27%
104.0
0
39.0 78.0
mz-> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R
132.0 7.00 7.20 7.40 7.60
69.0 m/z 69.10 28.45%
104.0
5000
31.0 510 ‘
‘ P H l !
m/z--> 40 i 80 100 120 140 160 180 200 700 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO51117\

Data File : BM010012.D

Acq On : 12 May 2017 07:41

Operator : SJ/MA

3?22 le 13079-10 SS043MW014-170509
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .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]
Trichloroethylene 3.21 478.2 ng 10900500 1 7.76 455938 20.0
2-Pentanone, 4-hy... 4.90 13.5 ng 308344 1 7.76 455938 20.0
unknown5 .46 5.46 21.7 ng 493680 1 7.76 455938 20.0
unknown? .30 7.30 100.6 ng 2292790 1 7.76 455938 20.0
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