LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

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 F\METHODS\8270-BF123115.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 5.013 253 256 264 rVB 781301 948412 12.09% 1.852%
2 5.447 292 294 296 rBVY 2843152 2689737 34.29% 5.254%
3 5.847 327 329 331 rBV 107310 104586 1.33% 0.204%
4 5.973 338 340 342 rBV 209416 166699 2.13% 0.326%
5 6.476 382 384 387 rBVY 1674727 1626752 20.74% 3.177%
6 6.613 393 396 398 rBVY 5545652 5324277 67.87% 10.400%
7 6.842 414 416 418 rBVY 1857139 1595731 20.34% 3.117%
8 7.002 427 430 432 rBV 4824231 5248620 66.91% 10.252%
9 7.413 462 466 468 rVB 3391022 4763918 60.73% 9.305%
10 8.122 526 528 531 rVB 1679294 1994999 25.43% 3.897%

11 9.162 617 619 620 rBvV 124919 124071 1.58% 0.242%
12 9.208 620 623 625 rVvB 8382677 7844359 100.00% 15.322%

13 9.516 648 650 652 rBvY 80724 86212 1.10% 0.168%
14 9.882 679 682 684 rBvV 2559317 2257052 28.77% 4._.409%
15 10.316 716 720 722 rVB3 76139 91856 1.17% 0.179%

16 10.671 748 751 753 rBV 4133111 3928553 50.08% 7.673%
17 10.831 763 765 767 rVB 180523 217629 2.77% 0.425%
18 11.151 791 793 799 rvB2 118135 133874 1.71% 0.261%
19 11.368 809 812 814 rBV 2017340 2113457 26.94% 4.128%
20 11.951 860 863 865 rvB 166915 226399 2.89% 0.442%

21 12.957 948 0951 953 rBV 6439874 6546923 83.46% 12.788%
22 13.791 1022 1024 1025 rBV 126687 111763 1.42% 0.218%
23 13.814 1025 1026 1028 rVB 230280 306276 3.90% 0.598%
24 13.997 1040 1042 1045 rBV 1364718 1438288 18.34% 2.809%
25 15.425 1164 1167 1170 rBV 1070000 1306908 16.66% 2.553%

Sum of corrected areas: 51197351
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial :© 27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF123115.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: BF084440.D
8000000

6000000 6.61
7.00

4000000
5.45

2000000 6.asl| 684

5.01

e T L e L

T
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: BF084440.D

8000000 921

12.96
6000000

10.67
4000000

9.88

20000001 8.12 137

QJI@ 9.52 1032 [\ 10.83 1115 11.95

o

T
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 TIC: BF084440.D

8000000

6000000

4000000

2000000

14.00 15.43

SR

———————————

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:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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.

5.01 11.89 ng 948412 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 256 (5.013 min): BF084440.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRR SN U R L
| 83.0 4.60 4.80 5.00 5.20 5.40
1 1 BN | M A DS S m/z 59.10 61.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S L L L R
59.0 460 480 500 520 5.40
m/z 101.10 20.22%
31.0 ‘ g30 1010
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 410 m/z 58.10 15.89%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— | LS LI LN A L N R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.63%
5000
101.0
15.0
‘ 27.0 56.0 71.0 ‘
0'”I””I”mw”””J”I”LI”'W”'Wﬁqg”'d”'W”'W”'W”'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown5.97 Concentration Rank 6

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

5.97 2.09 ng 166699 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. (l-methvlethvlidene... 112 C6H12N2 000627-70-3 38
2 1.4-Cvyclohexanedione 112 C6H802 000637-88-7 30
3 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 25
4 2-Oxepanone. 4-methvl- 128 C7H1202 002549-60-2 22
5 2H-Pyran-2,6(3H)-dione 112 C5H403 005926-95-4 18

Abundance Scan 340 (5.973 min): BF084440.D (-338) (-) m/z 56.00 100.00%
56.0
84.0 112.0
5000

5.60 5.80 6.00 6.20

0 m/z 112.00 64 ._75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6159: 2-Propanone, (1-methylethylidene)hydrazone
56.0
97.0 112.0
5000 LI L L L L L L LB L L
5.60 5.80 6.00 6.20
39.0 72.0 m/z 84.00 58.20%
f H “‘\ 1 830 Il |
O.WH.W.”.P.”,”.......”,”.w.”.“.”,”.q.n.w.”,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56.0 112.0
27.0 R R EEREERE
5.60 5.80 6.00 6.20
5000 m/z 126.00 44.97%
42.0
70.0 830 97.0
Ot e T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3318: 2-Hexene, 5-methyl-, (E)- e
56.0 5.60 5.80 6.00 6.20
410 m/z 72.00 44.62%
5000
27.0
70.0 98.0
=0 || I
O.W.M.“.h ”.”‘ T L ”JW'”'P'”I”'W'”'P'”I”'W'”' B B o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknownl10.83 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.06 ng 217629 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 4-methvl-5-nitro- 127 C4H5N302 014003-66-8 40
1-(4-Fluoro-benzenesulfonvl)-pip... 286 C12H15FN203S 1000295-13-0 40
3 1-Dimethvl(ethenvD)silvloxy-2-pr... 142 C7H140Si 1000278-80-3 38
4 1-Ethvlhexvl propvlphosphonofluo... 238 C11H24F02P 1000298-40-8 38
5 Isopropylphoshonic acid, fluoroa... 238 C11H24FO02P 1000273-54-8 33
Abundance Scan 765 (10.831 min): BF084440.D (-763) (-) m/z 127.00 100.00%
127.0
5000
840 153.1 LN B SRR BN U
42.1 ' 10.60 10.80 11.00 11.20
O ettt d0Bl0 | ae20 o Wiz 84.05  26.13%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11316: 1H-Imidazole, 4-methyl-5-nitro-
127.0
5000 RN B R
420 10.60 10.80 11.00 11.20
m/z 110.00 21.54%
‘ ‘ 80.0
bbbl el e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
127.0
10,60 10.80 11.00 11.20
5000 m/z 153.05 16.38%
95.0
159.0
0 5.0 188.0 218.0 242.0 266.0287.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18791: 1-Dimethyl(ethenyl)silyloxy-2-propene R b W ma
56.0 99.0 127.0 10.60 10.80 11.00 11.20
' m/z 42.10 12.18%
5000
27.0
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 6 5-Acetamido-2,4-dichloroben... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.14 ng 226399 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Acetamido-2.4-dichlorobenzoic ... 247 C9H7CI2NO3 050602-49-8 64
2 Benzoic acid. 3-amino-2.5-dichloro- 205 C7H5CI2NO2 000133-90-4 59
3 4H-Benzoldeflcarbazole. 4-methvl- 205 C15H11N 084819-26-1 38
4 7-Chloro-2.3-dihvdrofuro(2.3-b)a... 205 C11H8CINO 064124-91-0 37
5 2-[4-Chlorophenyl]-5-pyrimidinamine 205 C10H8CIN3 1000213-57-9 32
Abundance Scan 863 (11.951 min): BF084440.D (-860) (-) m/z 205.00 100.00%
20§.0
5000
42.1 161.9 231.0 NN PN BRSNS
70.0 121.9 11.60 11.80 12.00 12.20
0 %81 26011 /7 207.00  97.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86649: 5-Acetamido-2,4-dichlorobenzoic acid
205.0
43.0
5000 L S SRR BN UL B
11. 60 11. 80 12. oo 12.20
247.0 m/z 206.00 16.75%
. | 620 970 1240 1600179, |
s 2 M o B0 1w 130 19 100 150 2 3% 2% 2
Abundance
205.0
1160 11.80 12.00 12.20
5000 m/z 42.10 15.66%
63.0 1240  160.0
. 40.0 90.0 179.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59519: 4H-Benzo[def]carbazole, 4-methyl- AT
205.0 11.60 11.80 12.00 12.20
m/z 190.00 14 .59%
5000
ol 390 630 880 1110 1&0}?0\‘¢
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084440.D

Aca On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 7 unknownl3.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.26 ng 306276 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazin-2(1H)-one. 4.6-bis... 155 C5H9N50 055702-52-8 43
2 1.4-Dioxaspirol4.51decane-7-etha... 212 C12H2003 020489-42-3 38
3 Benzenemethanol. 3-chloro-.alpha... 170 C9H11CIO 031002-87-6 35
4 Imidazole. 4-amino-5-ethoxvcarbo... 155 C6H9N302 021190-16-9 35
5 4,6-Dihydroxypyrimidine, 5-amino... 155 C5H5N303 001074-97-1 27

Abundance Scan 1026 (13.814 min): BF084440.D (-1025) (-) m/z 155.10 100.00%

155.1
57.1

5000
g1.1 1131

—5

13.40 13.60 13.80 14.00 14.20

. 191.0
o 240 8Ll "m/z 57.10 81.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26623: 1,3,5-Triazin-2(1H)-one, 4,6-bis(methylamino)-
57.0 155.0
126.0
5000 83.0 L B e L N B
13. 40 13. 60 13. 80 14. 00 14 20
m/z 71.10 50.57%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
155.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 45 _.58%
113.0
86.0
41.0
o 63.0 134.0 181.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36633: Benzenemethanol, 3-chloro-.alpha.,.alpha.-dimethyl- B o o
43.0 155.0 13.40 13.60 13.80 14.00 14.20
m/z 41.10 34.41%
- A/\/\,\JJ\/\‘A‘/—‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084440.D

Acq On : 13 Jan 2016 5:38

Operator : SJ/UM

Sample : H1078-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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... 5.01 11.9 ng 948412 1 6.84 1595730 20.0
unknown5 .97 5.97 2.1 ng 166699 1 6.84 1595730 20.0
unknown10.83 10.83 2.1 ng 217629 4 11.37 2113460 20.0
5-Acetamido-2,4-d... 11.95 2.1 ng 226399 4 11.37 2113460 20.0
unknownl13.81 13.81 4.3 ng 306276 5 14.00 1438290 20.0
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