LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X

Misc :

ALS Vial : 9 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-BF060416.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 1.655 4 6 9 rvB 731401 744328 19.71% 3.560%
2 1.895 26 27 42 rVB 1997469 3776176 100.00% 18.062%
3 5.016 298 300 302 rBV 63410 90725 2.40% 0.434%
4 5.439 334 337 339 rBV 397738 534698 14.16% 2.557%
5 6.467 425 427 431 rBV 615988 611246 16.19% 2.924%
6 6.616 437 440 442 rBV 444245 602236 15.95% 2.881%
7 6.844 458 460 463 rBV 743099 757980 20.07% 3.625%
8 7.004 471 474 476 rBV 611092 509355 13.49% 2.436%
9 7.404 507 509 512 rBV 353976 317286 8.40% 1.518%
10 8.136 570 573 575 rBY 1270506 1099623 29.12% 5.260%
11 9.210 665 667 669 rVB 1001760 794644 21.04% 3.801%
12 9.599 700 701 704 rBV 48662 68661 1.82% 0.328%
13 9.748 712 714 716 rVB 51842 41362 1.10% 0.198%
14 9.885 724 726 728 rBVY 1052117 1030402 27.29% 4.928%
15 9.919 728 729 731 rVB 58894 42598 1.13% 0.204%
16 10.433 772 774 776 rVB 45738 42855 1.13% 0.205%
17 10.673 792 795 797 rVB2 241776 308872 8.18% 1.477%
18 10.799 801 806 809 rBV2 38925 59651 1.58% 0.285%
19 11.245 841 845 846 rBV2 28328 42499 1.13% 0.203%
20 11.371 853 856 860 rBV2 1009423 1314352 34.81% 6.287%
21 11.439 860 862 864 rVB 117676 99066 2.62% 0.474%
22 11.599 873 876 880 rBV2 26231 43943 1.16% 0.210%
23 11.862 897 899 901 rBV 39037 56491 1.50% 0.270%
24 11.896 901 902 904 rVVv 74142 54498 1.44% 0.261%
25 11.976 907 909 914 rVB 112446 146888 3.89% 0.703%
26 12.182 923 927 929 rVB 51160 87830 2.33% 0.420%
27 12.411 945 947 949 rBV 34832 43592 1.15% 0.209%
28 12.502 953 955 959 rVB2 27922 43951 1.16% 0.210%
29 12.571 959 961 964 rBV 565317 742953 19.67% 3.554%
30 12.731 971 975 978 rBvV4 17856 55640 1.47% 0.266%
31 12.799 978 981 984 rBV 626415 789129 20.90% 3.774%
32 12.856 984 986 988 rVB2 27041 39416 1.04% 0.189%
33 12.948 992 994 997 rVB 633844 585309 15.50% 2.800%
34 13.016 997 1000 1004 rBV3 45290 94407 2.50% 0.452%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X

Misc :

ALS Vial : 9 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.131 1004 1010 1012 rBV 110099 166243 4._.40% 0.795%

36 13.199 1012 1016 1017 rBV 77071 81158 2.15% 0.388%
37 13.234 1017 1019 1020 rBV 84769 84227 2.23% 0.403%
38 13.531 1041 1045 1050 rBv4 25349 63007 1.67% 0.301%
39 13.634 1050 1054 1057 rBV 57035 90705 2.40% 0.434%
40 13.748 1061 1064 1065 rBV2 60016 92063 2.44% 0.440%
41 13.794 1065 1068 1071 rVV3 44675 131595 3.48% 0.629%
42 13.839 1071 1072 1076 rVB 56761 66057 1.75% 0.316%
43 13.999 1082 1086 1091 rBV2 1017349 1666147 44.12% 7.969%
44 14.102 1093 1095 1097 rVvVv 67155 63921 1.69% 0.306%
45 14.217 1103 1105 1107 rVB2 28226 46453 1.23% 0.222%
46 14.388 1115 1120 1121 rBV 58289 134488 3.56% 0.643%
47 14.422 1121 1123 1124 rVB2 35785 42756 1.13% 0.205%
48 14.479 1125 1128 1129 rBV2 39500 61580 1.63% 0.295%
49 14.685 1144 1146 1147 rBV2 24383 39504 1.05% 0.189%

50 15.017 1172 1175 1180 rBV 333809 641802 17.00% 3.070%
51 15.120 1181 1184 1186 rVB 64933 85789 2.27% 0.410%
52 15.302 1198 1200 1203 rVB 198497 245099 6.49% 1.172%
53 15.360 1203 1205 1208 rBV 261744 313832 8.31% 1.501%
54 15.428 1208 1211 1213 rBV 526317 759508 20.11% 3.633%
55 16.800 1328 1331 1335 rBV2 93791 190073 5.03% 0.909%

56 17.223 1364 1368 1373 rBV 78339 168536 4._46% 0.806%

Sum of corrected areas: 20907205
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\

Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X O
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BFO87751.D
2000000 1190

1500000

10000004L.66

6.84
6.47 7.00
500000 6.62
5.44 7.40
5.02

17—
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO87751.D

2000000
1500000
8.14
9.88
11.37
1000000 9.21
.95
12.5712'az
500000
10.67
44 E&
9.60®.759.92 1043 [10.80  11.24|} 11.60 1&}% 2.1812101%

O A e T e e L e e e S B LA
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BFO87751.D

2000000
1500000
14.00
1000000
15.43
500000 5
4.19 H3A2A814.69

e

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\BF060616\

Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X O
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 unknownl.66 Concentration Rank 2

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

1.66 19.64 ng 744328 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 39
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 6 (1.655 min): BF087751.D (-4) (-) m/z 73.10 100.00%
73.1
5000 43.0
89.1
55.1 1.70 1.80 1.90 2.'00 2.10
Y 1 PSS ol MDA S m/z 43.05 49.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 43.0
1.70 1.80 1.90 2.00 2.10
210 89.0 m/z 89.10 27.91%
'”I"”I"LHM'”ML'”I'FIQ"”IEI”I"”M"”I"”I'
m/z--> 10 20 30 60 70 80 90 100 110
Abundance
73.0
1,70 1.80 1.90 2.00 2.10
5000 m/z 41.05 9.39Y%
41.0 57.0
29.0
15.0
mz-> 10 20 30 40 50 60 70 8 9 100 110
Abundance #8706: 2-Hydroxy-2-methylbutyric acid
73.0 1.70 1.80 1.90 2.00 2.10
43.0 m/z 45.10 7 .34%
55.0
5000
29.0
15.0
T 'J"I ""I""I' l""l" J'I" T T ??Iq '}P?f{' N RSN IR U A U
m/z--> 10 20 40 50 60 70 80 90 100 110 1.70 1.80 1.90 2.00 2.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.02 2.39 ng 90725 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 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 300 (5.016 min): BF087751.D (-298) (-) m/z 43.00 100.00%
43.0
59.1
5000
101'0 Trrryprrrrprrrryrrrrrp[rr
83.1 4.60 4.80 5.00 5.20 5.40
m/z 59.10 61.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT I T[T T[T T rrrr[rr
59.0 460 4.80 5.00 520 5.40
m/z 101.00 23.98%
31.0 101.0
S Y N S .-t S ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
I o e o e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.84%

43.0

71.0 830 ggo 123.0  141.0 159.0

memmwmmwwm
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

m/z-->
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L e B
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.46%
5000 41.0
Il L 730 126.0 1400
R B B RARARSaEEAE s Sa s S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\

Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X O
Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
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 unknown6.62 Concentration Rank 3

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

6.62 15.89 ng 602236 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 40
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 32
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 440 (6.616 min): BF087751.D (-437) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 54.0 || 9.0 J 620 6.40 6.60 6.80 7.00
S it st | TV S | N —— m/z 134.00 33.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A S UL UL
6.20 6.40 6.60 6.80 7.00
310 510 m/z 68.10 28.00%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
VAR AR RS AR
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 17.83%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L Ea i
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 11.58%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l RPN | SN
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF060616\

BF0O87751.D

6 Jun 2016 14:43

UM/SJ

H3267-10 5X STA-TA-1257(0-4
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

8270-BF060416.M Tue Jun 07 01:47:05 2016

R.T. EstConc Area Relative to ISTD R.T.
11.98 2.24 ng 146888 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 47
3 Methvl diselenide 190 C2H6Se?2 007101-31-7 38
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 38
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 18

Abundance Scan 909 (11.976 min): BF087751.D (-907) (-) m/z 189.05 100.00%
1
5000
63.0 165.1 11.60 11.80 12.00 12.20
39.0 110 1390 m/z 190.10  95.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000 D T SO SO B
11.60 11.80 12.00 12.20
95.0 m/z 192.10 53.69%
270 430 630 794 | 1110 1370 1630 |
miz--> b e & 10 1o 140 160 ito
Abundance
190.0
1160 11.80 12.00 12.20
5000 m/z 191.10 43.74%
63.0
133.0 172.0
99.0
120 290 480 83.0 148.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93.0 190.0 11.60 11.80 12.00 12.20
m/z 94.60 30.27%
175.0
5000
109.0 160.0 ‘ ‘
e e I\\d H‘H H“ I\‘\H H‘ T N A
m/z--> 20 40 60 o m no 1 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\

Data File : BF087751.D

Aca On : 6 Jun 2016 14:43

Operator : UM/SJ

Sample : H3267-10 5X O
Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.30 6.45 ng 245099 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Benzolalpvrene 252 C20H12 000050-32-8 91
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 83
Abundance Scan 1200 (15.302 min): BF087751.D (-1198) (-) m/z 252.10 100.00%
25p.1
5000
1250 15.00 15.20 15.40 15.60
224.1 : : : :
o830 990, A 1580 198.0°; " Wl 2852 3271 3654 /5 7550.10  29.03%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 21.53%
125.0
63.0 99.0, | 1580 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 18.08%
126.0
74.0 100.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene e
252.0 15.00 15.20 15.40 15.60
m/z 126.00 13.97%
5000
126.0
39.0 74.0100.0, |  163.0 198.0224.0
LU BN N B B B B EN B B B B NN B B B B NN B BN BN B NN B B B B NN B BN B B BN B —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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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:\HPCHEMI1I\BNA_F\DATA\BF060616\

BF087751.D

6 Jun 2016 14:43

UM/SJ

H3267-10 5X

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknownl .66

2-Pentanone, 4-hy...

unknown6.62

4H-Cyclopental[def. ..

Benzo[e]pyrene

8270-BF060416.M Tue Jun 07 01:47:06 2016

RT EstConc

1.66 19.6 ng
5.02 2.4 ng
6.62 15.9 ng
11.98 2.2 ng
15.30 6.5 ng

Units Response

744328

90725
602236
146888
245099

|--Internal Standard---|
| # RT Resp Conc]

757980 20.0
757980
757980 20.0
1314350 20.0
759508 20.0

1

1 6.84
1 6.84
4 11.37
6 15.43

STA-TA-1257(0-4
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