LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 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 1.632 3 4 13 rVB 126332 221868 7.42% 2.258%
2 1.747 13 14 48 rVB 1335281 2990916 100.00% 30.442%
3 4.764 276 278 283 rVB 32538 37127 1.24% 0.378%
4 5.233 317 319 321 rBV 549494 608182 20.33% 6.190%
5 6.296 409 412 414 rBV 719451 685804 22.93% 6.980%

6.410 420 422 424 rBvV 802824 665771 22.26% 6.776%
6.479 426 428 430 rBvV 52282 41373 1.38% 0.421%
6.639 440 442 444 rBB 388400 318123 10.64% 3.238%
5563722 511352 17.10% 5.205%
7.210 489 492 494 rBvV 380393 402568 13.46% 4_.097%
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11 7.930 552 555 557 rBV 422034 410400 13.72% 4._.177%
12 9.005 646 649 651 rBvY 864101 687086 22.97% 6.993%
13 9.405 682 684 686 rBB 101359 99945 3.34% 1.017%
14 9.679 705 708 710 rBV 292129 368833 12.33% 3.754%
15 10.456 774 776 779 rBV 323071 272982 9.13% 2.778%

16 11.153 834 837 838 rBvV 229931 305447 10.21% 3.109%

17 12.353 939 942 944 rVB 37464 34082 1.14% 0.347%
18 12.731 972 975 977 rBV 516475 433229 14.48% 4._.409%
19 13.645 1052 1055 1058 rBV2 32108 48017 1.61% 0.489%

20 13.771 1063 1066 1070 rVvVv 388151 374257 12.51% 3.809%
21 14.765 1151 1153 1156 rVB 21710 41962 1.40% 0.427%
22 15.131 1183 1185 1188 rVB 237118 265778 8.89% 2.705%

Sum of corrected areas: 9825102
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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:\HPCHEM1I\BNA F\DATA\BF071816\

BF089092.D

18 Jul 2016 20:11

UM/SsJ

H4044-25 2X

12 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.76 2.33 ng 37127 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Silane. trimethvl- 74 C3H10Si 000993-07-7 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 278 (4.764 min): BF089092.D (-276) (-) m/z 43.10 100.00%
43
59
5000
101 L R UL L I
| 83 | 4.40 4.60 4.80 5.00
e e e e e e e e m/z 59.10 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL L I
4.40 4.60 4.80 5.00
59 m/z 101.10 22.73%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500
5000 m/z 58.10 15.23%
55
37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R m e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.91%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 unknown6.41 Concentration Rank 2

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

6.41 41.86 ng 665771 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 422 (6.410 min): BF089092.D (-420) (-) m/z 132.00 100.00%
5000 68
40 s % J 6.00 620 6.0 6.60 6.80
Jrer | W m/z 68.10  43.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LRI AL LS I R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.45%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 28.05%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propiony! R e e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 17.71%
5000 og M°
SN -NM 8 ‘ﬂQ7ILL N . - Il?? . SN | G { GR—
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

6.48 2.60 ng 41373 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 428 (6.479 min): BF089092.D (-426) (-) m/z 45.10 100.00%
45
5000 5o
2 SRR LRSS SRR L
6.20 6.40 6.60 6.80
104
SN SN NN RSN . = A m/z 59.10 36.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 S RS AR AR AR
31 ® ., 6.20 6.40 6.60 6.80
m/z 72.10 25.44%
\“ “\ | ‘\ 89 194 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
S RS AR SRR AR
6.20 6.40 6.60 6.80
5000 59 72 m/z 43.10 15.23%
31
15 89 103 116
Wmﬂmmwwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e /.\. T
45 6.20 6.40 6.60 6.80

m/z 73.10 14_.97%

5000

59
72 89

31
15 ‘ | 108 119 148

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Octadecyl trifluoroacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.65 2.57 ng 48017 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 74
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 68
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 68
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 68
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 68
Abundance Scan 1055 (13.645 min): BF089092.D (-1052) (-) m/z 57.05 100.00%
I M/LA/\A‘/W
5000
111
139 o7 13140 13.60 13.80 14.00
- L m/z 43.10 84.02%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194196: Octadecyl trifluoroacetate
57
5000 LI UL UL UL U
1340 13.60 13.80 14.00
- 125 m/z 83.10 83.18%
R “ N h Lh154182 224252 297 348
m/z--> 50 150 250 360 350 400 450 500
Abundance
57
o7 13140 13.60 13.80 14.00
5000 m/z 55.10 73 .53%
125
29 153181 224250280308 353 454
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate T
57 13.40 13.60 13.80 14.00
m/z 97.10 69.83%
97
5000
125
29 l | 169106222250278 308336 381 532
m/z--> 5'0 100 1&'30 200 250 300 3&1;0 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071816\
Data File : BF089092.D

Aca On 18 Jul 2016 20:11

Operator : UM/SJ

Sample : H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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.
14.77 3.16 ng 41962 Perylene-di12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 81
2 Benzolelpvrene 252 C20H12 000192-97-2 76
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 74
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 68
5 Perylene 252 C20H12 000198-55-0 68
Abundance Scan 1153 (14.765 min): BF089092.D (-1151) (-) m/z 252.10 100.00%
282
5000
53 79 05 11200 150 175 199 225 - 14.40 14.60 14.80 15.00
m/z 250.10 26.27%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene
252
5000 '|""|""|""|"'['\|'
14.40 14.60 14.80 15.00
113128 228 m/z 253.10 26 .06%
m/z--> 40 60 85 160 150 140 160 180 200 220 240 260 280
Abundance
252
14.40 14.60 14.80 15.00
5000 m/z 126.00 15.04%

,125
50 63 83 9911 146 174187200 224237

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene

252 14.40 14.60 14.80 15.00

m/z 125.10 12 _.25%
5000
126
39 74 871001 ‘M 150 174187200 224237 ]

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14. 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071816\
Data File : BF089092.D

Acq On 18 Jul 2016 20:11

Operator : UM/SJ

Sample > H4044-25 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
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]
2-Pentanone, 4-hy... 4.76 2.3 ng 37127 1 6.64 318123 20.0
unknown6 .41 6.41 41.9 ng 665771 1 6.64 318123 20.0
Ethanol, 2-(2-eth... 6.48 2.6 ng 41373 1 6.64 318123 20.0
Octadecyl trifluo... 13.65 2.6 ng 48017 5 13.77 374257 20.0
Benzo[e]pyrene 1477 3.2 ng 41962 6 15.13 265778 20.0
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