LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample = 13240-02

Misc :

ALS Vial : 39 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-BM051917.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

5.075 334 338 349 rBV 645407 892736 8.27% 1.581%
5.540 411 417 430 rBV 3263848 4599613 42.62% 8.143%
rBV 2774407 4543708 42.10% 8.044%
7.498 743 750 758 rBV 3098107 4817234 44 .64% 8.529%
7.957 822 828 834 rBV 536628 885611 8.21% 1.568%
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8.281 874 883 893 rBV 2396166 3822036 35.42% 6.767%
9.145 1023 1030 1039 rBV 1653779 2699132 25.01% 4._779%
10.769 1299 1306 1314 rVB 625541 1034610 9.59% 1.832%
13.210 1712 1721 1732 rBV 4338534 6418213 59.47% 11.363%
14.051 1858 1864 1873 rVB 497099 674151 6.25% 1.194%

=
QO ~NO®

11 14.592 1949 1956 1965 rBvV2 912911 1381728 12.80% 2.446%
12 16.080 2203 2209 2220 rBV 4041843 5257080 48.71% 9.307%
13 17.333 2417 2422 2433 rBV2 1214164 1738533 16.11% 3.078%
14 18.180 2561 2566 2574 rBvV2 116793 180973 1.68% 0.320%
15 19.939 2859 2865 2870 rBVY 8880952 10791950 100.00% 19.107%

16 21.492 3124 3129 3135 rBV 2168051 2733555 25.33% 4._.840%
17 22.639 3320 3324 3332 rBvV 523810 1006353 9.33% 1.782%
18 23.856 3525 3531 3540 rVB 1539451 3005805 27.85% 5.322%

Sum of corrected areas: 56483021
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample : 13240-02

Misc :

ALS Vvial : 39 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051917 .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: BM010133.D
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Abundance TIC: BM010133.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample = 13240-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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.

5.08 20.16 ng 892736 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Hvdrazine. 1l.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 47
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 339 (5.081 min): BM010133.D (-334) (-) m/z 43.05 100.00%
43.0
5000
101.1
4.80 5.00 520 5.40

e ...|,‘??.1.,....-,....,.1.3.‘.‘,9....,....,....,..??1..1..,....,....,?ﬁ?‘.‘,? m/z 59.10 68.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 LA L L L L L L LB
4.80 5.00 5.20 5.40
m/z 101.10 30.73%
‘E 101.0
1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R R RAR RS s e
480 5.00 5.20 5.40
0
5000 1010 m/z 58.10 15.91%

27.0

mmwwmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R ABAREE S S

43.0 4.80 5.00 5.20 5.40

m/z 41.10 10.84%
5000 101.0
70.0
15.0

I EAmmme S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample = 13240-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 unknown7.50 Concentration Rank 1

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

7.50 108.79 ng 4817230 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 750 (7.498 min): BM010133.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
40.1 96|'1 et 1900 720 7.40 7.60 7.80
bt 1909 2210 m/z 68.10 47.49%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0
5000 A
104.0 7.20 7.40 7.60 7.80
63.0 ' m/z 66.10 36.33%
39.0
...UM”W.NH.JM?%?.ﬁu.N,””.,.”.,...w....“...,”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
720 7.40 7.60 7.80
5000 97.0 m/z 134.00 32.52%
70.0
31.0
51.0 116.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- N i m ma
132.0 7.20 7.40 7.60 7.80

m/z 69.10 22 .94%

5000

39.0
MH M\I\H ) H ] 890 1050

I
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Rep

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample = 13240-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

ort

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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.18 2.08 ng 180973 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 3.7-Dimethyvl-8-0x0-1.5-dioxa-spi... 256 C13H2005 1000193-79-8 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 2566 (18.180 min): BM010133.D (-2561) (-) m/z 73.00 100.00%
73.0
5000
17.80 18.00 18.20 18.40
m/z 60.10 65.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43.0
5000 256.0
129.0 17.80 18.00 18.20 18.40
3.0 213.0 m/z 43.10 61.44%
LA, ]
..Wp MMNNkWN,MJ.MW..H. ‘....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
41.0 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 56.88%
171.0
214.0
LA e e e e e o LA B o o o o o O
m/z--> 50 100 150 200 250 300 350 400
Abundance #56043: Dodecanoic acid
73.0 17.80 18.00 18.20 18.40
m/z 55.10 56.81%
41,0
5000
129.0
‘ ’ 200.0
Dy oo |
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BM051917.

M Tue May 23 14:50:15 2017

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052217\
Data File : BM010133.D

Aca On : 23 May 2017 09:34

Operator : SJ/MA

Sample = 13240-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_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 5 4,4"-Dihydroxydiphenylsulphone Concentration Rank 4

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

22.64 7.36 ng 1006350 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Dihvdroxvdiphenvlsulphone 250 C12H1004S 000080-09-1 98
2 trans-2-Nitrocinnamic acid 193 C9H7NO4 000612-41-9 22
3 Isoindole-1.3-dione. 1.3-dihvdro... 345 C20H15N303 1000295-36-9 22
4 3-Buten-2-one. 4-(2-furanvl)- 136 C8H802 000623-15-4 16
5 Benzene, l-methyl-2-nitroso- 121 C7H7NO 000611-23-4 12
Abundance Scan 3324 (22.639 min): BM010133.D (-3320) (-) m/z 250.05 100.00%

250.1
141.0 /\\MWW*
65.1
5000
207.1 " 22.40 22,60 22,80 23.00

o i 325.0 370.2 418.4461.1503.2 m/z 141.00 76.96%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #88051: 4,4'-Dihydroxydiphenylsulphone
250.0
141.0
5000

65.0 22.40 22.60 22.80 23.00
m/z 110.05 54 .08%

,,,, L e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
65.0

22.40 22 60 22. 80 23.00

5000 120.0 m/z 65.10 53.92%
176.0
e A e B B L ma s B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139232: Isoindole-1,3-dione, 1,3-dihydro-5-(3-aminophenox... SRR EEEmEs amEET S SRS
65.0 22. 40 22 60 22. 80 23. 00

m/z 142 .00 35.65%

5000
06.0
M\ ‘|h 1540 2100 2700 3430

m/z--> 50 100 150 200 250 300 350 400 450 500 22. 40 22 60 22. 80 23. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052217\
Data File : BM010133.D

Acq On : 23 May 2017 09:34

Operator : SJ/MA

Sample - 13240-02

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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]
2-Pentanone, 4-hy... 5.08 20.2 ng 892736 1 7.96 885611 20.0
unknown? .50 7.50 108.8 ng 4817230 1 7.96 885611 20.0
n-Hexadecanoic acid 18.18 2.1 ng 180973 4 17.33 1738530 20.0
4,4"-Dihydroxydip... 22.64 7.4 ng 1006350 5 21.49 2733560 20.0
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