LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 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-BF063016.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 1.850 21 23 35 rvw 64101 87897 2.90% 0.328%
2 2.021 35 38 41 rVB 56698 72539 2.39% 0.270%
3 3.004 123 124 142 rBB 18765 42469 1.40% 0.158%
4 4_.959 292 295 299 rBV 151923 234654 7.73% 0.874%
5 5.381 329 332 334 rBVY 2549887 2782026 91.67% 10.368%
6 6.422 419 423 425 rBV 2479498 3034904 100.00% 11.310%
7 6.547 431 434 437 rBVY 2476204 2561893 84.41% 9.547%
8 6.787 452 455 456 rBV 534746 694219 22.87% 2.587%
9 6.936 466 468 471 rVB 1956788 1999121 65.87% 7 .450%
10 7.347 501 504 506 rBY 1871962 1931433 63.64% 7.198%

11 8.067 564 567 569 rBV 1161893 1017883 33.54% 3.793%
12 9.142 658 661 664 rBV 2747057 2772169 91.34% 10.331%
13 9.542 693 696 698 rBvV 254039 335158 11.04% 1.249%
14 9.816 717 720 722 rBV 1205177 1030882 33.97% 3.842%

15 10.113 742 746 749 rBV 14604 51463 1.70% 0.192%
16 10.605 786 789 791 rBV 1625873 1888479 62.23% 7.038%
17 11.176 837 839 841 rBvV 62354 51446 1.70% 0.192%
18 11.291 847 849 853 rVvB 1119463 1035310 34.11% 3.858%
19 11.359 853 855 857 rvB2 32944 49447 1.63% 0.184%
20 11.599 875 876 879 rvVB 47201 46322 1.53% 0.173%
21 11.896 901 902 908 rvB2 25433 49845 1.64% 0.186%

22 12.502 952 955 957 rBV 128485 151348 4_.99% 0.564%
23 12.719 971 974 977 rBV2 162956 178703 5.89% 0.666%
24 12.879 985 988 990 rvB 2818556 2642529 87.07% 9.848%

25 13.051 1000 1003 1005 rVB 47995 54198 1.79% 0.202%
26 13.119 1005 1009 1010 rBV 50461 47368 1.56% 0.177%
27 13.828 1069 1071 1076 rBV 26520 65667 2.16% 0.245%
28 13.919 1076 1079 1080 rVvVv 908451 1048233 34.54% 3.906%
29 13.942 1080 1081 1083 rVB 66693 47114 1.55% 0.176%
30 14.914 1163 1166 1171 rBV 41162 80154 2.64% 0.299%
31 15.245 1193 1195 1197 rBV 44221 50656 1.67% 0.189%

32 15.302 1197 1200 1203 rBV 519050 698418 23.01% 2.603%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26833947
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088662.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.02 2.09 ng 72539 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
4 Pentanoic acid. 2-hvdroxv-. ethv... 146 C7H1403 006938-26-7 9
5 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 9

Abundance Scan 38 (2.021 min): BF088662.D (-35) (-) m/z 75.10 100.00%
75
5000
45 A
of,|| s 103 180 200 220 240
Obrr et e e it e e || Mz 73.10 69 54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 R A R A

1.80 2.00 2.20 2.40
m/z 45.10 33.70%

39
il T e s 0
o) SRR 11 SRR 1 N EINPOV PRSSNP4 SRR LM
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
e
1.80 2.00 2.20 2.40
5000 m/z 41.10 25.26%
45
29
39 S 67 101
o) MRS S S 1 NN - P VNNEMMMMM N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal A ma e
75 1.80 2.00 2.20 2.40
m/z 47.10 19.79%
5000
31 45
15
| L. “‘ 59 ‘ 105
o) SRR N 1 PRI ¥ L NN HSMRMMMIUMSEE LM . MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 200 220 240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 6.76 ng 234654 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 295 (4.959 min): BF088662.D (-292) (-) m/z 43.10 100.00%
43
59
5000
101 PSSR S NN SIS W
51 | 83 4.60 4.80 5.00 5.20
Obrrrprrrr el e b e m/z 59.10 61.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR N UL R
4.60 4.80 5.00 5.20
59 101 m/z 101.00 23.25%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 17.42%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 4 unknown6.55 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.55 73.81 ng 2561890 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 434 (6.547 min): BF088662.D (-431) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 640 6.60 680
7 . . . .
ol fe lsus /7 68.10  47.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 USRS RS LA
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.53%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 31.07%
33 am . 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S L B e L B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.67%
5000 og M°
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 S | I | I
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF063016.-M Tue Jul 05 19:12:41 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088662.D

Aca On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample : H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benz[e]acephenanthrylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.91 2.30 ng 80154 Perylene-di12 15.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzolelpvrene 252 C20H12 000192-97-2 96
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 96
5 Perylene 252 C20H12 000198-55-0 94
Abundance Scan 1166 (14.914 min): BF088662.D (-1163) (-) m/z 252.10 100.00%
252
5000
113 14.60 14.80 15.00 15.20
ol-44 66 83 100 m/z 250.10  25.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252
5000 R U SO ORI SUN A'I
14.60 14.80 15.00 15.20
126 m/z 253.10 24 .33%
0L.39 74 871001}3‘M 150 _ 174187200 22437 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.60 14.80 15.00 15.20
5000 m/z 126.00 16.36%
113128
o 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252 14.60 14.80 15.00 15.20
m/z 125.10 14 _.35%
5000
ol 5063 83 99112 H 146 174187200 224237 L‘ A n
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088662.D

Acq On : 3 Jul 2016 22:21

Operator : UM/SJ

Sample - H3817-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.02 2.1 ng 72539 1 6.79 694219 20.0
2-Pentanone, 4-hy... 4.96 6.8 ng 234654 1 6.79 694219 20.0
unknown6 .55 6.55 73.8 ng 2561890 1 6.79 694219 20.0
Benz[e]acephenant... 14.91 2.3 ng 80154 6 15.30 698418 20.0
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