LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On > 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 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-BF040115.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 1.092 16 18 21 rBv 691681 823629 53.71% 6.440%
2 1.207 24 28 31 rvB 104168 168857 11.01% 1.320%
3 1.355 39 41 44 rVB 89906 97000 6.33% 0.758%
4 1.664 66 68 79 rBv 47903 82968 5.41% 0.649%
5 4.624 325 327 336 rVB 82465 113234 7.38% 0.885%

5.196 375 377 385 rBV 678494 931318 60.73% 7.282%
6.533 491 494 496 rBvV 657888 974636 63.55% 7.620%
504 506 rBV 1006004 1032486 67.33% 8.073%
6.933 526 529 531 rBV 166923 192654 12.56% 1.506%
7.116 543 545 547 rBV 860011 806390 52.58% 6.305%

QO ~NO®
(9}
(o)
N
\l
al
o
=

11 7.630 587 590 592 rBV 708747 619510 40.40% 4.844%
12 8.510 665 667 669 rBv 253538 269847 17.60% 2.110%

13 9.230 727 730 731 rBV 49497 51350 3.35% 0.401%
14 9.859 783 785 787 rBV 1389674 1255174 81.85% 9.814%
15 10.042 799 801 804 rBvV 26236 27662 1.80% 0.216%
16 10.373 827 830 832 rBV 85291 89603 5.84% 0.701%
17 10.671 853 856 859 rvB 335719 317506 20.70% 2.482%
18 10.865 870 873 877 rBvV3 8818 21230 1.38% 0.166%
19 11.219 902 904 907 rBB 14222 16232 1.06% 0.127%

20 11.573 933 935 937 rBV 293656 268920 17.54% 2.103%

21 11.642 939 941 944 rvB2 588379 776369 50.62% 6.070%

22 12.065 975 978 980 rBB 12335 15546 1.01% 0.122%
23 12.122 980 983 985 rBV 58250 84245 5.49% 0.659%
24 12.179 985 988 993 rVvB 16618 36523 2.38% 0.286%
25 12.499 1013 1016 1018 rBV 362746 357407 23.31% 2.794%
26 12.568 1018 1022 1024 rVB 29585 29207 1.90% 0.228%
27 12.785 1038 1041 1044 rVB 35786 43917 2.86% 0.343%
28 13.254 1079 1082 1086 rBV 32246 50920 3.32% 0.398%
29 14.488 1188 1190 1193 rBV 1076230 1533576 100.00% 11.991%
30 15.277 1254 1259 1261 rBV2 9205 18827 1.23% 0.147%

31 15.688 1292 1295 1300 rBV 211602 325954 21.25% 2.549%
32 15.780 1300 1303 1305 rVB 330215 394450 25.72% 3.084%
33 16.111 1328 1332 1335 rBV 14383 25071 1.63% 0.196%
34 16.534 1366 1369 1377 rBV 85720 148687 9.70% 1.163%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On > 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 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-BF040115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.945 1402 1405 1410 rBv4 11969 30194 1.97% 0.236%
36 17.345 1438 1440 1441 rBV 17660 25213 1.64% 0.197%
37 17.563 1456 1459 1462 rBV 319085 380589 24.82% 2.976%
38 17.757 1473 1476 1479 rBV 13338 26426 1.72% 0.207%
39 17.940 1490 1492 1496 rBV3 16108 25566 1.67% 0.200%
40 18.168 1508 1512 1513 rBV2 17478 30565 1.99% 0.239%
41 18.203 1513 1515 1519 rVVv2 41659 83577 5.45% 0.653%
42 18.271 1519 1521 1526 rVB3 11762 24341 1.59% 0.190%
43 18.637 1547 1553 1555 rBV2 18362 46132 3.01% 0.361%
44 19.117 1592 1595 1596 rBV2 9092 16553 1.08% 0.129%
45 19.414 1618 1621 1628 rBV7 8696 23939 1.56% 0.187%
46 19.997 1669 1672 1676 rBV3 8117 16787 1.09% 0.131%
47 21.152 1769 1773 1784 rVB6 11630 59045 3.85% 0.462%

Sum of corrected areas: 12789832
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF078308.D

1200000
1000000 6.65
7.12
800000 ;
1.09 5.20 6.5 7.6:

600000
400000

200000 6.93
1.21 36 4.62

AV

I
Time-->  1.00 1.50 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: BF078308.D
9(86

1200000
14.4

1000000
800000
600000 1164
400000 10.67 12.50

851 11.97
200000

10.37
9)\23 10;\04 i 10.86 11.22 ;&%Eg /\'512/i79 13.25

e S s L i L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BF078308.D

1200000
1000000
800000

600000

400000 15.78 17.56

15.

200000
16.53

o 15.28 1611 )\ 1695 17.35 || 17.7657.9448R7 1864 19121941 20.00 21.15

e e R I e e

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2

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

1.09 85.50 ng 823629 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 18 (1.092 min): BF078308.D (-16) (-) m/z 73.10 100.00%
(<}
43
5000
89
1.00 1.20 140
55
o/ W 1 W PV RS RN -~ N — m/z 43.05 54.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L AL IV N
1.00 1.20 140
31 89 m/z 89.10 27 .10%
O |'?§t“"'??H"J'“|' “??l' "'ll*' '|""‘|""| T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
100 120 140
5000 m/z 41.10 10.60%
57
29 41
15 50 87
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13101: Propanoic acid, 2-methyl-, propyl ester LI I A S -/-\| P
43 1.00 1.20 140
m/z 45.10 7.94%
71
5000 89
27
18 | 37, M 53 59 101
e S S S UL S UL UL UL SULILL B A N A
m/z--> 10 20 30 40 50 60 70 80 90 100 1.00 1.20 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.36 10.07 ng 97000 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 41 (1.355 min): BF078308.D (-39) (-) m/z 73.10 100.00%
7B
5000
43
55 87 S L U |
1.00 1.20 1.40 1.60
Ol el e e e e e m/z 43.05  35.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 NURBENARSRRARSE SRR B
43 1.00 1.20 1.40 1.60
55 87 m/z 55.10 24.66%
0 ﬁg 35 ] ‘ 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
S P R
1.00 1.20 1.40 1.60
5000 m/z 87.10 23.88%
45
29
o 39 S a7 101
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8131: 3-Hexanol, 2-methyl- A e o
5 73 1.00 1.20 1.40 1.60

m/z 41.10 12._.70%

5000
43

L L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 1.00 1.20 1.40 1.60

31
St a7, . 67 | s3 97 115
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.62 11.76 ng 113234 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 327 (4.624 min): BF078308.D (-325) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR SRR S S
83 | 420 4.40 4.60 4.80 5.00
Ll 53| N ' 0
-yt m/z 59.10 55.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR SRR S S
420 4.40 4.60 4.80 5.00
m/z 101.10 18.01%
o 25 3t 37 | 83 g3 01
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
59
420 440 460 480 500
5000 m/z 58.10 15.74%
43 101
15 3 53 69 83
G L I UL UL SIS I IULILL UL S B B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4036: Butyl aldoxime, 3-methyl-, syn- e REamE B A EE.
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.15%
41
5000
86
0 | 51 sy ?\9 ‘ 101
L UL UL SURLLEL IR LRI SR SURELELS SURBLEL LRI S I ISR SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00

8270-BF040115.M Wed Apr 08 16:57:50 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 unknown6.65 Concentration Rank 1

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

6.65 107.19 ng 1032490 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 504 (6.647 min): BF078308.D (-501) (-) m/z 132.00 100.00%
32
5000
68
40 I % 640 6.60 6.80 7.00
54 104 . . . .
O erp 282 G2 e | M. w/z 68.10  35.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U LU L
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.07%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 22.38%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine T ./.\., s mEmE
132 6.40 6.60 6.80 7.00
m/z 69.10 13.76%
97
5000
70
31
R . A ST T
m/z--> 30 40 5'0 60 7'0 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.57 16.94 ng 268920 Acenaphthene-d10 10.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene. (E)- 182 C12H10N2 017082-12-1 50
3 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
4 Benzovl bromide 184 C7H5BrO 000618-32-6 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47

Abundance Scan 935 (11.573 min): BF078308.D (-933) (-) m/z 105.00 100.00%
105
77
5000 182
51 S & U
152 11.20 11.40 11.60 11.80
Ol .'|. (53 L 87 115126 CNr 165 ,L m/z 77.10 62.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
& 182
5000 AL BN BN U B
11.20 11.40 11.60 11.80
o1 m/z 182.10 43.07%
o 27 39 | 63 | 126 152 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
77
11.20 1140 11.60 11.80
5000 m/z 51.10 22 .79%
51 182
27 39 64 91 105115 128 139 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26283: Acetophenone, 2-chloro- B
105 11.20 11.40 11.60 11.80
m/z 106.00 7.54%
77
5000
51
1827 39 | 65 | 91 | 120 154
m/z--> 20 40 ' 80 100 120 140 160 180 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Propenoic acid, (1-methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.12 4.71 ng 84245 Phenanthrene-d10 12.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. (l-methvl-1.2-... 300 C15H2406 042978-66-5 83
2 Piperidine-2.5-dione 113 C5H7NO2 052065-78-8 9
3 1H-Pvrazole. 4-nitro- 113 C3H3N302 002075-46-9 9
4 1-Nitropvrazole 113 C3H3N302 007119-95-1 9
5 1H-Imidazole, 4-nitro- 113 C3H3N302 003034-38-6 9
Abundance Scan 983 (12.122 min): BF078308.D (-980) (-) m/z 113.10 100.00%
55 113
5000 1 A
a1 5 e 1180 12,00 12.20 12.40
0’ T o O m/z 55.00 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117413: 2-Propenoic acid, (1-methyl-1,2-ethanediyl)bis[ox...
55 113
5000
11.80 12.00 12.20 12.40
m/z 41.10 10.51%
0 ﬁ%‘ . 7385 99 | 126 143 157 175185 199 215
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
30 113
11.80 12.00 12.20 12.40
5000 m/z 114.10 6.68%
56
42 85

0 68 98
L L L L o B LA L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A

Abundance #6678: 1H-Pyrazole, 4-nitro- R

113 11.80 12.00 12.20 12.40
m/z 43.10 5.86%
5000 28
39
I I 56 67 82 97
oAl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.85 ng 50920 Phenanthrene-d10 12.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 53
2 d-Glucohexodialdose 178 C6H1006 1000149-19-1 35
3 .alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 27
4 _alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 27
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 27
Abundance Scan 1082 (13.254 min): BF078308.D (-1079) (-) m/z 43.10 100.00%
7
5000 129
97 213
il 13.00 13.20 13.40 13.60
(o} m/z 73.00 94 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid
60
41 A
5000 SR SUNILR SO IR B
129 13.00 13.20 13.40 13.60
a7 m/z 57.10 86.88%
112 172
Ol?l ‘ & |H' H|""H|'"'1|"1"1''|"l'|""|""|"" ARSI SRRAS SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
13.00 13.20 13.40 13.60
5000 29 m/z 60.00 80.51%
57 101
131 149

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #137747: .alpha.-D-Glucopyranose, 4-O-.beta.-D-galactopyra... L e s s
13.00 13.20 13.40 13.60

m/z 55.10 69.53%

5000

127 145

173191 215 233 257 275 293
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.69 16.53 ng 325954 Chrysene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 90

Abundance Scan 1295 (15.688 min): BF078308.D (-1292) (-) m/z 57.05 100.00%

43 57 97

5000

15.40 15.60 15.80 16.00
m/z 83.10 97.35%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

83
97

5000 NN M S SN
- 15.40 15.60 15.80 16.00
125 m/z 43.10 94 .96%
0 J | 139153167182106210224 252 280
el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 83 97
_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'_
111 15.40 15.60 15.80 16.00
5000 m/z 55.05 93.47%
- 125
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester
3 57

15.40 15.60 15.80 16.00

83 m/z 97.10 90.96%

5000

12

5
139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 1-Docosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 7.54 ng 148687 Chrysene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 87
2 l1-Hexacosanol 382 C26H540 000506-52-5 87
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 80
5 1-Tetracosanol 354 C24H500 000506-51-4 74
Abundance Scan 1369 (16.534 min): BF078308.D (-1366) (-) m/z 57.10 100.00%
57
83
5000 11
3 l 139 16.20 16.40 16.60 16.80
(o} O L . Bt ot R 2 m/z 43.10 78.90%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 R AR B DU SRR
29 16 20 16 40 16 60 16.80
Fzs m/z 55.05 77 .50%
NI e A T S - N
m/z--> 50 100 150 200 250 300 350
Abundance
43
16.20 16.40 16.60 16.80
5000 83 m/z 83.10 76.80%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> §o 160 150 200 250 300 3éo
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43 16.20 16.40 16.60 16.80
m/z 97.10 68.07%
5000 69
oL} 125 155 196 224
m/z--> 50 150 2(')0 250 3(')0 3éo 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Isoheptadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.20 4.39 ng 83577 Perylene-di12 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoheptadecanol 256 C17H360 057289-07-3 53
2 1-Heptadecanol 256 C17H360 001454-85-9 53
3 Cvclohexane. 1-(1.5-dimethvlhexyv... 280 C20H40 056009-20-2 49
4 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 49
5 1-Hexadecanol 242 C16H340 036653-82-4 49

Abundance Scan 1515 (18.203 min): BF078308.D (-1513) (-) 57.10 100.00%

937 83
5000

17.80 18.00 18.20 18.40 18.60
0f m/z 55.10 99.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92322: Isoheptadecanoal
57
43 97

5000

17.80 18.00 18.20 18.40 18.60
m/z 43.10 93.76%

125 182 210
0 139154168™ | 196 224238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
5

5
s 698 S
97 17. 80 18. OO 18. 20 18 40 18.60
5000 m/z 69.05 90.59%
111
27 125
0 139154168182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106410: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen... B B e
43 69 97 17. 80 18. OO 18. 20 18 40 18. 60
83 m/z 83.05 90.13%
5000
111
) 166
0 ‘\ 1‘\\5” 151 | 180104 233 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. OO 18. 20 18 40 18. 60

8270-BF040115.M Wed Apr 08 16:57:57 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078308.D

Aca On : 7 Apr 2015 20:01

Operator : TP/1Z

Sample : 61783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknown21.15 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.15 3.10 ng 59045 Perylene-di12 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-3-ol. tetrahvdro-2.2.6-... 238 C15H2602 022567-36-8 28
2 1-Ethoxv-1-methvl-1-silacvclohexane 158 C8H180Si 1000245-78-2 23
3 1.4.5-Trimethvl-1.2.4-triazole-3... 143 C5H9N3S 017370-06-8 9
4 2.4-Dimethvl-2-T4-hvdroxvbutvll1t... 236 C9H20N20S2 1000255-60-6 9
5 1-Methyl-1-(2-pentadecyl)oxy-1-s... 326 C20H420Si 1000245-41-8 9
Abundance Scan 1773 (21.152 min): BF078308.D (-1769) (-) m/z 143.10 100.00%
143
5000
71 85 107 125 /[\\\
161177191 IIIIIIIIIIII
‘ |‘ | Al 209 281 12080 2100 2120
ok ..,'. ” e AL b e e e || M7z 12500 34.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81114: 2H-Pyran-3-ol, tetrahydro-2,2,6-trimethyl-6-(4-met...
143
43
5000 93 A R FURL
71 125 20 80 21. oo 21 20
107 m/z 85.10 32.40%
o 29 159 180 202 220 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
143
45

20. 80 21. OO 21.20

5000 61 15 m/z 107.10 30.17%
87 158
101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 w
Abundance #19359: 1,4,5-Trimethyl-1,2,4-triazole-3-thione — . . . L
56 143 20 80 21. OO 21 20

m/z 71.00 29.80%

5000
27 43 2
o 87 101 129

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20 80 21. OO 21 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040715\
Data File : BF078308.D

Acq On > 7 Apr 2015 20:01

Operator : TP/1Z

Sample : G1783-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115.M
Quant Title : 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... 1.09 85.5 ng 823629 1 6.93 192654 20.0
Butane, 2-methoxy... 1.36 10.1 ng 97000 1 6.93 192654 20.0
2-Pentanone, 4-hy... 4.62 11.8 ng 113234 1 6.93 192654 20.0
unknown6 .65 6.65 107.2 ng 1032490 1 6.93 192654 20.0
Benzophenone 11.57 16.9 ng 268920 3 10.67 317506 20.0
2-Propenoic acid,... 12.12 4.7 ng 84245 4 12.50 357407 20.0
n-Decanoic acid 13.25 2.9 ng 50920 4 12.50 357407 20.0
3-Eicosene, (E)- 15.69 16.5 ng 325954 5 15.78 394450 20.0
1-Docosene 16.53 7.5 ng 148687 5 15.78 394450 20.0
Isoheptadecanol 18.20 4.4 ng 83577 6 17.56 380589 20.0
unknown21.15 21.15 3.1 ng 59045 6 17.56 380589 20.0
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