LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 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-BF111214.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 1.613 44 46 49 rBY 4227891 5564394 100.00% 30.754%
2 1.761 56 59 64 rvB 138320 235884 4.24% 1.304%
3 1.955 73 76 83 rBv2 156423 299095 5.38% 1.653%
4 5.339 370 372 377 rVB 312841 340416 6.12% 1.881%
5 5.841 413 416 418 rVB 761534 990867 17.81% 5.476%
6 7.087 523 525 528 rBVY 1035246 969328 17.42% 5.357%
7 7.259 537 540 542 rBVY 1044996 1023752 18.40% 5.658%
8 7.545 563 565 568 rBV 284461 326218 5.86% 1.803%
9 7.739 580 582 583 rBV 681128 664590 11.94% 3.673%
10 7.773 583 585 587 rVB 69490 84501 1.52% 0.467%

11 8.242 623 626 628 rVB 537994 598664 10.76% 3.309%
12 9.133 701 704 705 rBV 445261 571527 10.27% 3.159%
13 9.156 705 706 708 rvVB 1108834 843734 15.16% 4.663%
14 10.139 790 792 794 rBV 89791 77966 1.40% 0.431%
15 10.471 819 821 824 rBV 886495 852547 15.32% 4.712%

16 10.973 863 865 868 rvB 66120 56166 1.01% 0.310%
17 11.305 892 894 896 rBV 458032 492947 8.86% 2.724%
18 11.351 896 898 900 rvB 104157 95471 1.72% 0.528%

19 11.659 923 925 928 rBV 92745 109106 1.96% 0.603%
20 12.288 977 980 983 rBV 708675 678987 12.20% 3.753%

21 13.157 1054 1056 1058 rBV 544829 531695 9.56% 2.939%
22 14.734 1192 1194 1196 rBV 59810 91143 1.64% 0.504%
23 14.768 1196 1197 1199 rVB 72828 74166 1.33% 0.410%
24 15.157 1228 1231 1233 rBV 662538 932545 16.76% 5.154%
25 16.345 1331 1335 1341 rBv4 37570 124842 2.24% 0.690%

26 16.448 1341 1344 1347 rVV 572352 593380 10.66% 3.280%
27 16.711 1365 1367 1378 rVB5 24477 76373 1.37% 0.422%

28 17.808 1454 1463 1466 rBV9 29511 150355 2.70% 0.831%
29 18.163 1491 1494 1497 rVB 502796 642843 11.55% 3.553%

Sum of corrected areas: 18093502
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF111414\

BFO75536.D

15 Nov 2014 12:32

™ /7 33

F4706-07

37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF111214.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF075536.D
61

7.09.26

5.34

0
Time-->

3.00

3.50 4.00 4.50 5.00 5.50

6.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF075536.D

10.47
12.29
13.16

|

11.30

10.14 10.97 1&\.35 11.66
A A A

OF——
Time-->

14.50

13.50 14.00

12.50 13.00

11.00 11.50 12.00

9.50 10.00 10.50

8.50 9.00

Abundance
4000000

3000000

2000000

1000000

787

TIC: BF075536.D

15.16

16.45 18.16

16. 16.71 17.81

0
Time-->

15.00

20.00 20.50

19.50

18.50 19.00

17.50 18.00

17.00

21.00

16.00 16.50

15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.61 341.15 ng 5564390 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 46 (1.613 min): BF075536.D (-44) (-) m/z 73.10 100.00%
7B
43
5000
89
37| 55 1.20 1.40 1.60 1.80 2.00
o 11N R e IS M m/z 43.00 70.16%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 U L RS
1.20 1.40 1.60 1.80 2.00
89 m/z 89.10 27.98%
. s e s | |
T T T L T T
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
71 120 140 160 1.80 2.00
5000 89 m/z 41.10 15.16%
27
18 37 53 59 101
G R S U S I S SULILL IS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #724: Acetamide, N-methyl- e e R e
30 43 73 1.20 1.40 1.60 1.80 2.00
m/z 42.10 10.67%
5000 58
15
0 24 A ‘\ ‘ | 52 |
LR IR S UL S UL SRR SR IURL L S S SR S RS
m/z--> 10 20 30 40 50 60 70 8 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 3 unknownl.96 Concentration Rank 5

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

1.96 18.34 ng 299095 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 27
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 8
5 1-Pentanamine 87 C5H13N 000110-58-7 7

Abundance Scan 76 (1.955 min): BF075536.D (-73) (-) m/z 73.10 100.00%
B
5000 43
55
87 A —
36| | | 1.60 1.80 2.00 2.20
o SN 1 WP PSRN X R 1 S — m/z 43.05  46.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 I L R L I
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 33.50%
0 ?9 L 80
LR IR I I UL IULIAS IR IR IR INLR S SRS BARES BRRES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
160 180 200 220
5000 43 S m/z 87.10 23.13%
27
o 15 36 65 85 99 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13264. 3-Hexanol, 2,4—dimethy|— LI L L LB L BB B
45 73 1.60 1.80 2.00 2.20
m/z 49.00 20.01%
5000 29 55 87
ol 15 i 3 “ 65“‘\‘ l 97 105 115 128
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 1.60 1.80 2.00 2.20

8270-BF111214 .M Mon Nov 17 17:34:38 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.34 20.87 ng 340416 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 372 (5.339 min): BF075536.D (-370) (-) m/z 43.00 100.00%
43
5000 59
101 reprrTTyTTrTTTT T T
Lo 83 | 207 5.00 5.20 5.40 5.60
r----—---r--r—rrr m/z 59.00 49 _.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL IR I UL I
59 500 520 540 560
m/z 58.00 14 .55%
31 101
0'”'I“M'W'”*t'”'??”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
500 520 540 560
5000 m/z 101.10 13.89%
58
15 5, 72 100
G S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4009: Formamide, N,N—diethyl— LI L B L BN LB
30 58 101 5.00 5.20 5.40 5.60
m/z 41.10 8.22%
5000 44 86
72
0"%i'H"N”'li"“I'"'ﬁ"'I'”'I"'W""I”"I"” AN AR RS A L
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 unknown7.26 Concentration Rank 2

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

7.26 62.76 ng 1023750 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 540 (7.259 min): BF075536.D (-537) (-) m/z 132.00 100.00%
5000
68
0 s | % J 700 720 7.40 7.60
Ol ol (7 87 3OS m/z 68.10 34.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U SR UL UL SR
7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.33%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.00 21.08%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e T o R e )
57 132 7.00 7.20 7.40 7.60
24 m/z 96.00 12.82%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | S
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60

8270-BF111214 .M Mon Nov

17 17:34:40 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 7

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

7.77 5.18 ng 84501 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 86
2 Deltacvclene 118 C9H10 007785-10-6 80
3 Indane 118 C9H10 000496-11-7 70
4 cis-.beta.-Methvlstvrene 118 C9H10 000766-90-5 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 56

Abundance Scan 585 (7.773 min): BF075536.D (-583) (-) m/z 117.05 100.00%
147
5000
B s1mes 77 L 108 | Tk 7k 780 60
o o L B L s A m/z 118.10 51.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117
AN\
5000 I R R I I
o1 7.40 7.60 7.80 8.00
39 m/z 115.05 18.74%
27 51 58 65 78 103
0“|“'w'““w'“|f§ﬁh“le“l“J“'“”H'“lm'w'ﬂ“w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
740 760 7.80 800
5000 m/z 91.10 12.93%
39 o
51 58 65 77 103
S s I RS S IS AL LR RS IS AR BRSS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane
117 7.40 7.60 7.80 8.00
m/z 39.00 8.00%
5000
91
ol 15 27 Fassl B 7 193110‘\‘ |
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 9 unknownll.66 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.66 4.43 ng 109106 Acenaphthene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.3-Diazabicvclol3.2.0Thept-2-en... 176 C7H7F3N2 1000258-92-2 9
2 Ethvl Chloride 64 C2H5CI 000075-00-3 4
3 Pentafluorochlorodimethvl trisul... 250 C2CIF5S3 1000226-65-9 4
4 Di(tert-butvD) trisulfide. perfl... 534 C8F18S3 016005-64-4 4
5 Sulfur dioxide 64 02S 007446-09-5 3
Abundance Scan 925 (11.659 min): BF075536.D (-923) (-) m/z 63.90 100.00%

61
5000
192
128
9% 11.40 11.60 11.80 12.00
Ok 2t e 28 2t M7z 191.80  29.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40263: 2,3-Diazabicyclo[3.2.0]hept-2-ene, 1,6,6,-trifluor...
3
ga 9/

5000

11,40 11.60 11.80 12.00
m/z 65.90 13.26%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
e
11.40 11.60 11.80 12.00
5000 m/z 127.90 12.37%
49
15
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88633: Pentafluorochlorodimethy! trisulfide i e R
64 11.40 11.60 11.80 12.00
m/z 193.80 7.90%
85
5000
133
o ] ‘ | 101114 151 165 215 250
B L I B e A BARE S BARas na e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12.00

8270-BF111214 .M Mon Nov 17 17:34:42 2014 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 10 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 3.43 ng 91143 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 87
2 3-(N.N-Diethvlamino)carbazole 238 C16H18N2 054994-31-9 49
3 4.47-Diisopnropvibiphenvl 238 C18H22 018970-30-4 43
4 3.4°-Diisopropvibiphenvl 238 C18H22 061434-46-6 43
5 9-Acridinecarboxylic acid 223 C14H9NO2 005336-90-3 43
Abundance Scan 1194 (14.734 min): BF075536.D (-1192) (-) m/z 223.20 100.00%
223
181 238
5000 165
6 195 A
153 L B I B L
43 89 104 1re ’10 - 14.40 14.60 14.80 15.00
o} m/z 181.10 61.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81281: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165 LR DA BRI UL SULR R
195 14.40 14.60 14.80 15.00

m/z 238.20 55.27%

g1 104 1231371ﬁ2 ‘ H 210 |
0 Y WYY N oru U 0 0 7 TSR )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
223
L
033 14.40 14.60 14.80 15.00
5000 m/z 165.10 45.48%
167 194
29 139
0 42 63 83 97111126 | 154 180 209
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81270: 4,4"-Diisopropylbipheny! ey
223 14.40 14.60 14.80 15.00
238 m/z 195.20 31.74%
5000
104 165
ol 27 4 63 77 o1 | 119 1391525 181194207
e e e O L e s o] g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 11 Cyclic octaatomic sulfur Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.79 ng 74166 Phenanthrene-d10 13.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclic octaatomic sulfur 256 S8 010544-50-0 94
2 Benzoic acid. 2.5-dinitro- 212 C7HAN206 000610-28-6 50
3 Dihvdropvrimidine-2-methvl thios... 208 C5H8N203S2 1000256-28-8 9
4 7-Amino-7H-S-triazolol5.1-c1-S-t... 156 C3H4N6S 013728-28-4 9
5 Ethyl Chloride 64 C2H5CI 000075-00-3 4
Abundance Scan 1197 (14.768 min): BF075536.D (-1196) (-) m/z 63.90 100.00%
64
160
5000 128 -
96 192 N
204 14.40 14.60 14.80 15.00
) I ...,...I',....,..'..,....,'....,..|.'.,....,....,....|;.. m/z 159.90  48.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92477: Cyclic octaatomic sulfur
64
256
128 160
5000 192 UL DN UL AL SN I
14.40 14.60 14.80 15.00
32 96 224 m/z 127.90 39.60%
0I'”'P'”IM'W'”“P'”I”'W'”'ﬂ'” RS SRAISARSARRARE S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
30 75
92 UL DN UL UL BN I
168 1;.40 14.60 14.80 15.00
m/z 255.80 35.09%
5000 50 120 212 0
62
0 104 135148 195
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61798: Dihydropyrimidine-2-methyl thiosulfuric acid L e B e
64 14.40 14.60 14.80 15.00
48 m/z 191.80 23.70%
5000
130, _ 160
S N O 7Rl . B PR~ N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 12 Trichloroacetic acid, tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.35 4.21 ng 124842 Chrysene-di12 16.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 95
2 1-Octadecene 252 C18H36 000112-88-9 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
5 1-Heptadecene 238 C17H34 006765-39-5 91
Abundance Scan 1335 (16.345 min): BF075536.D (-1331) (-) m/z 57.00 100.00%
7
83

5000

16.00 16.20 16.40 16.60
m/z 43.00 97.57%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143984: Trichloroacetic acid, tetradecyl ester

5000

16.00 16.20 16.40 16.60
m/z 55.00 96.79%

153168 196

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
M 83 B e
16.00 16.20 16.40 16.60
5000 m/z 83.10 80.46%
111
ol28 126 154 182 508224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R AEEa T B
43 16.00 16.20 16.40 16.60
m/z 69.10 63.79%
5000 83
111
0 8 | | 126 154 183 210 238 266 204 322
,””,.”“”w””,””“”..”.””..”.”.”..””.”..”.””“. B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 13 1-Decanol, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.71 2.57 ng 76373 Chrysene-di12 16.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-methvl- 172 C11H240 018675-24-6 50
2 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 50
3 Hexatriacontane 507 C36H74 000630-06-8 47
4 Pentacosane 352 C25H52 000629-99-2 43
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 43
Abundance Scan 1367 (16.711 min): BF075536.D (-1365) (-) m/z 57.10 100.00%
57
5000 85
209 SR B ML SUGILE B
1l 147 16,40 16.60 16.80 17.00
O h m/z 43.05 87 .87%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37495: 1-Decanol, 2-methyl-
57
5000 AU U SRR
85 16.40 16.60 16.80 17.00
29 111 m/z 71.10 68.91%
‘ 154
o o O —
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
16.40 16.60 16,80 17.00
5000 P m/z 85.10 47 .30%
29
11140165 109
Ol rr ey 1 T T e e T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169089: Hexatriacontane e B
16.40 16.60 16.80 17.00
m/z 69.05 38.63%
5000

113141169 197225 253281300337 379 421449477 506
g I I I I
mz—-> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111414\
Data File : BF075536.D

Aca On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF111214_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 14 unknownl7.81 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.81  4.68 ng 150355  Perylene-diz 18.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 11-Heneicosanol 312 C21H440 003381-26-8 38
2 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 35

3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 30
4 Trichloroacetic acid. tridecvl e... 344 C15H27CI1302 074339-51-8 30

5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
Abundance Scan 1463 (17.808 min): BF075536.D (-1454) (-) m/z 57.10 100.00%
57
97
5000
123
7 145163 207 267 B B o e
3 " || 17.40 17.60 17.80 18.00 18.20
0 A7 m/z 55.05 80.09%
m/z--> 50 100 150 200 250 300 350
Abundance #124173: 11-Heneicosanol
43 97
69
5000 | LI BRI L L L L L L L L
169 17.40 17.60 17.80 18.00 18.20
m/z 97.10 79.44%
RN
T
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R e  EEARE B
17.40 17.60 17.80 18.00 18.20
5000 111 m/z 69.00 61.33%
29
0 139 168 194 224 205, 207 360
R e i e
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester R ARRasaEEa LS
4 17.40 17.60 17.80 18.00 18.20
83 m/z 43.00 57.86%
5000
111
139
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075536.D

Acq On : 15 Nov 2014 12:32

Operator : TP / JJ

Sample : F4706-07

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
Propane, 2,2-dime... 1.61 341.1 ng 5564390 1 7.54 326218 20.0
unknownl1 .96 1.96 18.3 ng 299095 1 7.54 326218 20.0
2-Pentanone, 4-hy... 5.34 20.9 ng 340416 1 7.54 326218 20.0
unknown7 .26 7.26 62.8 ng 1023750 1 7.54 326218 20.0
Tetracyclo[3.3.1.... 7.77 5.2 ng 84501 1 7.54 326218 20.0
unknownll.66 11.66 4.4 ng 109106 3 11.30 492947 20.0
10,18-Bisnorabiet... 14.73 3.4 ng 91143 4 13.16 531695 20.0
Cyclic octaatomic... 14.77 2.8 ng 74166 4 13.16 531695 20.0
Trichloroacetic a... 16.35 4.2 ng 124842 5 16.45 593380 20.0
1-Decanol, 2-methyl- 16.71 2.6 ng 76373 5 16.45 593380 20.0
unknownl17.81 17.81 4.7 ng 150355 6 18.16 642843 20.0
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