LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14 Instrument :

Operator : UM/SJ ?:'l\:gﬁ't:Sam ol

3§mple : H3405-08 SB@&COMEOEJLO
isc :

ALS Vial : 29 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-BF060716.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 1.667 3 7 10 rVB 3987182 5937165 100.00% 18.000%
2 1.747 13 14 24 rVB 326666 664301 11.19% 2.014%
3 1.884 24 26 40 rVB 2106139 3252185 54.78% 9.860%
4 2.067 40 42 74 rVB3 65453 433190 7.30% 1.313%
5 5.004 297 299 304 rBV 113849 167391 2.82% 0.507%

5.427 333 336 338 rBV 2161134 2527749 42 _.58% 7.664%
6.456 423 426 429 rBV 1662619 2439803 41.09% 7.397%
438 440 rBV 2481230 2314903 38.99% 7.018%
6.822 456 458 461 rBvV 627822 609901 10.27% 1.849%
6.982 469 472 474 rBV 2201326 1883888 31.73% 5.712%

(@R {cNec R NNe))
(0}
()
(e}
w
I
w
a1

11 7.393 505 508 510 rBV 1609376 1691035 28.48% 5.127%
12 8.113 568 571 573 rBV 843031 798982 13.46% 2.422%
13 9.187 663 665 668 rBV 1825509 2581770 43.48% 7.827%
14 9.588 698 700 702 rBV 372127 300237 5.06% 0.910%
15 9.873 722 725 726 rBV 562439 750027 12.63% 2.274%

16 10.650 791 793 796 rBvV2 1075111 1281004 21.58% 3.884%
17 11.348 852 854 858 rBv2 691985 756266 12.74% 2.293%
18 12.559 957 960 962 rBV 219598 190890 3.22% 0.579%
19 12.788 976 980 982 rBV 195895 222849 3.75% 0.676%
20 12.936 991 993 996 rVB 1734348 1853487 31.22% 5.619%

21 13.736 1060 1063 1064 rBV 60429 85101 1.43% 0.258%
22 13.851 1070 1073 1080 rVB3 107718 167988 2.83% 0.509%
23 13.988 1082 1085 1086 rVvVv 682197 808551 13.62% 2.451%

24 14.011 1086 1087 1090 rVB 94303 80148 1.35% 0.243%
25 14.479 1125 1128 1130 rBV2 43132 86385 1.45% 0.262%
26 14.628 1139 1141 1143 rVB 206107 193222 3.25% 0.586%
27 14.777 1150 1154 1157 rBV2 50191 98275 1.66% 0.298%
28 15.005 1171 1174 1177 rBV 69062 142142 2.39% 0.431%
29 15.291 1197 1199 1202 rVB 46527 60302 1.02% 0.183%
30 15.348 1202 1204 1207 rBV 54179 67584 1.14% 0.205%

31 15.405 1207 1209 1212 rBV 301112 476828 8.03% 1.446%
32 15.885 1248 1251 1254 rBV2 26090 60178 1.01% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 32983727
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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\BF060816\
BF0O87836.D
9 Jun 2016
UM/SJ
H3405-08

6:14

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

SB-06-COMP-0.5-11.0

Abundance
4000000{1(67

3000000

2000000

1000000

1.88

1.75

TIC: BF087836.D

5.43

5.00

2.07

6.59
6.98

6.82

Ot——
Time-->

2.00 2.50

3.00

3.50

4.00

T T
4.50 5.00 5.50

6.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF087836.D

9.19

10.65

811 11.35
9.87 ]

9.59

|

12.94

12.5612.79

Ob——
Time-->

10.50 11.00 11.50

9.50

10.00

12.00

12.50 13.00

Abundance
4000000

3000000

2000000

1000000

13.

TIC: BF087836.D

13.99

15.41

14.63

Of=P=
Time-->

17.00 17.50

16.50

15.50 16.00

15.00

14.00 14.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087836.D

Aca On > 9 Jun 2016 6:14

Operator : UM/SJ

Sample - H3405-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.67 194.69 ng 5937170 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (1.667 min): BF087836.D (-3) (-) m/z 73.10 100.00%
73
43
5000
89
\ - 170 1.80 1.90 2.00 2.10
e e Tm/z 43.05  53.30%
m/z--> 10 20 30 40 50 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.70 1.80 1.90 2.00 2.10
89 m/z 89.10 33.25%
L I "|"%¢'|"'3$ ‘48|"?Z| LB I LI SUR L I
m/z--> 10 40 50 70 80 90
Abundance
30 73
1170 1.80 1.90 2.00 210
5000 m/z 41.05 10.11%
58
44
5 25 39 51
miz--> 10 20 30 40 50 6 70 8 90
Abundance #855: 1-Propanol, 2-methyl-
43 1.70 1.80 1.90 2.00 2.10
33 m/z 45.10 8.47%
5000
27
59 74
"'I'”'I"'JI'”'H'l"l'”“”""lﬁ"l""I'”'I AR IUURAE UL U AR U
m/z--> 10 40 50 70 80 90 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\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown2.07 Concentration Rank 6

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

2.07 14.21 ng 433190 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 9
2 Isobutvlamine 73 C4H11N 000078-81-9 5
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 Glvcine 75 C2H5NO2 000056-40-6 4
5 Butane, 1l-methoxy-2-methyl- 102 C6H140 062016-48-2 4

Abundance Scan 42 (2.067 min): BF087836.D (-40) (-) m/z 75.10 100.00%
75
5000 45
39 55 TTr[rrrr[ptrtrrrprrrr|prrrrs
| | | 1.80 2.00 2.20 2.40
N F NS m/z 73.10 83.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 U AL R L
1.80 2.00 2.20 2.40
m/z 45.10 50.90%
M P el e 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.05 36.09%
41 73
15 50 %6
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #92: Methane, nitroso- R o o SESMESHNE
30 1.80 2.00 2.20 2.40
45 m/z 71.10 33.46%
5000
15
'”I"*W"'“""IMl'I'”'I"”I"'W""P'"I”"I' U AL R L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.00 5.49 ng 167391 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 299 (5.004 min): BF087836.D (-297) (-) m/z 43.05 100.00%
43
59
5000
T 450 450 800 520 540
83 : : : : :
...,....,....,....','.-:..,??'.h.,....,....,.-...,...:,|....,. m/z 59.10 60.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S LN R
460 4.80 5.00 5.20 5.40
59 m/z 101.10 20.67%
21 37 53 ‘ 67 77 83 o1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 16.96%
101
15 5 31 37 51 8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | LN DAL BN A B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.31%
5000
101
15 97 " 71
"'I""I"'“i ""I'l'é?"l' F?"'l"??l"qe'l'"'l""l' ISR SRS RS U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 unknown6.59 Concentration Rank 3

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

6.59 75.91 ng 2314900 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 438 (6.593 min): BF087836.D (-435) (-) m/z 132.00 100.00%
5000 68
6 e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
T ??...'....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 40.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RN R R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.34%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26 .40%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine T A e REmasm
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 16.63%
5000 0
31 52
m/z--> 10 20 30 40 50 60 70 8 90 100 110 150 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl3.74 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.11 ng 85101 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvrrolidinecarboxvlic acid. 1-... 284 C15H28N203 1000196-95-3 37
2 2-(6-HvdroxvnaphthvDpropionic a... 230 C14H1403 061495-42-9 35
3 1-Butoxv-l1l-ethvl-1-silacvclohexane 200 C11H240Si 1000279-37-5 35
4 2-Propenamide. 3-(2-chlorophenvl... 206 C10H7CIN20 003533-10-6 27
5 3,4-Dichlorobenzonitrile 171 C7H3CI2N 006574-99-8 27
Abundance Scan 1063 (13.736 min): BF087836.D (-1060) (-) m/z 171.10 100.00%
1M
57
5000 127 234
99
114 LN U BN
|| | “ |‘ || | 189 202 n 13.40 13.60 13.80 14.00
S— | - .J|| - .||..|.””|”.I B N 'S m/z 57.10 73.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #130788: 3-Pyrrolidinecarboxylic acid, 1-methyl-4-ethyl-2-...
57
171
5000 DA SO S S
a1 Ler Bmmmmmmm
- 297 m/z 127.10 50.12%
‘ “ | 69 84 98191 | 141155 | 183 211 | 255
m/z--> 25 46 eb éo 160 150 140 160 180 200 250 250 '
Abundance
171
ARSUABRAARAR RS
13.40 13.60 13.80 14.00
5000 m/z 234.10 50.05%
230
5163 84  LPO128141188 o0 o0s
m/z--> 25 46 eb éo 160 150 150 1éo 180 200 220 zio '
Abundance #61015: 1-Butoxy-1-ethyl-1-silacyclohexane
17 13.40 13.60 13.80 14.00
m/z 99.10 31.05%
5000 45
99 115 143
;\ m . n M\ e [y | 20
miz--> 20 60 80 100 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9 1-Pentadecanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.16 ng 167988 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 93
2 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Ethanol. 2-(tetradecvloxvy)- 258 C16H3402 002136-70-1 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 1073 (13.851 min): BF087836.D (-1070) (-) m/z 57.10 100.00%
57
ﬂ 550 1980 1460 1420
139 216 : : : :
...-.,...|,L.*.v,—l.ef.,...z.“f‘........,....,....,....,.... m/z 43.10 74.73%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97496: 1-Pentadecanethiol
55 83
5000 LR UL B SR BU
29 111 244 13. 60 13 80 14. oo 14. 20
210 m/z 71.10 58.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance
57
it e S
97 13.60 13.80 14.00 14.20
5000 m/z 55.05 54.59%
125
29 153181 209236264292320 350378 423 524
MW E W et eSS . vt
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95994: 1-Decanol, 2-hexyl- e RARREEE RS
57 13.60 13.80 14.00 14.20
m/z 83.05 48 .60%
5000 83
111
‘ 139 168196224
Ay e AN
mz-> 0 50 100 150 200 250 300 350 400 450 500 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.14 ng 86385 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 Heptadecane 240 C17H36 000629-78-7 76
3 Hexacosane 366 C26H54 000630-01-3 68
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Triacontane 422 C30H62 000638-68-6 64

Abundance Scan 1128 (14.479 min): BF087836.D (-1125) (-) m/z 57.10 100.00%

g7

5000

201 244 267 14.20 14.40 14.60 14.80

E m/z 71.10 72.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L LN
14.20 14.40 14.60 14.80
m/z 43.10 56.16%
29 | ‘113 141 169
b 09 197 225 263 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
B A RRREE R
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 55.83%
29
13 141 160 197 240
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane N R ma
57 14.20 14.40 14.60 14.80
m/z 55.10 26.60%
5000 85
113
21 “ L ) 14t 169 197 205 253 205 366
— e et B A RRREE R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 11 1,3-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 4.78 ng 193222 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
2 4-Nitrobenzoic acid. cvclobutvl ... 221 C11H11NO4 070335-00-1 27
3 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 25
4 Acetic acid. [4-(4-methvl-1-pipe... 262 C14H18N203 346699-90-9 22
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 22
Abundance Scan 1141 (14.628 min): BF087836.D (-1139) (-) m/z 70.05 100.00%
70
149
5000 112
261
41 l %
14.40 14.60 14.80 15.00
168
-.ll ,J.' l.l?:?,l. Lo 48101213 242 [ 280 | 477 146.00  59.59%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149 261
14.40 14.60 14.80 15.00
4l m/z 112.10 44_.26%
‘M h Ul ‘h 03 ‘ | 188150 235 | 280304 333 361
m/z--> 50 100 150 200 250 300 350 '
Abundance
70
14.40 14.60 14.80 15.00
5000 m/z 57.10 35.75%
a1 1, 150
92 169 193
m/z--> 50 100 150 200 250 300 350 '
Abundance #207663: Bis(2-ethylhexyl) phthalate R B A B
149 14.40 14.60 14.80 15.00
m/z 261.15 34.01%
5000
57 279
113
Logs P e a0s pmas | 390
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 12 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.78 4.12 ng 98275 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 81
2 Heneicosane 296 C21H44 000629-94-7 76
3 Octacosane 394 C28H58 000630-02-4 76
4 Hentriacontane 437 C31H64 000630-04-6 76
5 Hexacosane 366 C26H54 000630-01-3 76

Abundance Scan 1154 (14.777 min): BF087836.D (-1150) (-) m/z 57.10 100.00%

7

5000

113 141 4149 01211 256 a6 14.40 14.60 14.80 15.00
S m/z 71.10 69.75%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 TTTT TTTT TT T T [ TT 1T [T
14. 40 14. 60 14. 80 15.00
113 m/z 43.10 56.11%
20| |4 169159211 239 267 205 373 352
o R I B B e e LB
m/z--> 50 100 150 200 250 300 350
Abundance
57
T
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 53.44%
29 113
141 169 197 225 253 296
B LA e e e e e e R A S o e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane A REaRE RS
57 14.40 14.60 14.80 15.00
m/z 55.10 23.42%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00

8270-BF060716.M Thu Jun 09 18:24:22 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\

Data File : BF087836.D

Aca On 9 Jun 2016 6:14

Operator : UM/SJ

ﬁ?ggle i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 13 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.53 ng 60302 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 1199 (15.291 min): BF087836.D (-1197) (-) m/z 252.10 100.00%
282
5000
6o 98 .3 150 175008 224 - 365 15.00 15.20 15.40 15.60
el S T e SR m/z 250.10 30.08%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.10 22 .15%
50 74 99 i m 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 125.00 14.27%
125
17 39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene e e ERRES BE s
252 15.00 15.20 15.40 15.60
m/z 126.00 12.65%
5000
126
74 99, 200 224 J
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060816\
Data File : BF087836.D

Aca On > 9 Jun 2016 6:14

Operator : UM/SJ

Sample - H3405-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 14 Tetracosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.89 2.52 ng 60178 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 68
2 Tetracosane 338 C24H50 000646-31-1 64
3 Hexacosane 366 C26H54 000630-01-3 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Heneicosane 296 C21H44 000629-94-7 58

Abundance Scan 1251 (15.885 min): BF087836.D (-1248) (-) m/z 57.10 100.00%
g7
5000 85
141 266 L o L
113 161 15.60 15.80 16.00 16.20
3 ,|. s .L||,--!‘ Wiy 207 B9 Wass 0 w7z 71.10  73.97%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LA UL BN B
15.60 15.80 16.00 16.20
113 m/z 43.10 54_17%
20| | | | MT 169 194211 239 267 205 323 352
m/z--> 55 160 1éo 200 2éo 300 3%0
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.05 50.64%
113
29 141 169 107 225 253 281 309 338
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #194494: Hexacosane LI N
57 15.60 15.80 16.00 16.20
m/z 99.10 24 .44Y%
5000 85
113
2\9 l ‘\ L |‘ J \14111 | 1(\39 ) 197 225 253 295 366
m/z--> 5'0 1(')0 150 200 25'30 3(')0 351;0 15.60 15.80 16.00 16.20

8270-BF060716.-M Thu Jun 09 18:24:24 2016

SB-06-COMP-0.5-11.0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060816\

Data File : BF087836.D

Acq On > 9 Jun 2016 6:14

Operator : UM/SJ

3?22'6 i H3405-08 SB-06-COMP-0.5-11.0
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Propane, 2,2-dime... 1.67 194.7 ng 5937170 1 6.82 609901 20.0
unknown2 .07 2.07 14.2 ng 433190 1 6.82 609901 20.0
2-Pentanone, 4-hy... 5.00 5.5 ng 167391 1 6.82 609901 20.0
unknown6 .59 6.59 75.9 ng 2314900 1 6.82 609901 20.0
unknownl13.74 13.74 2.1 ng 85101 5 13.99 808551 20.0
1-Pentadecanethiol 13.85 4.2 ng 167988 5 13.99 808551 20.0
Heneicosane 14 .48 2.1 ng 86385 5 13.99 808551 20.0
1,3-Benzenedicarb... 14.63 4.8 ng 193222 5 13.99 808551 20.0
Pentacosane 14.78 4.1 ng 098275 6 15.42 476828 20.0
Benzo[e]pyrene 15.29 2.5 ng 60302 6 15.42 476828 20.0
Tetracosane 15.89 2.5 ng 60178 6 15.42 476828 20.0
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