LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 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-BF021215.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

1.275 33 34 38 rBvV 4980 8466 1.15% 0.131%
1.333 38 39 54 rvB3 34211 73527 10.00% 1.140%
rBv 69605 190873 25.96% 2.960%
4.499 313 316 333 rBV 243586 569115 77.40% 8.826%
5.367 390 392 397 rBB 3500 8456 1.15% 0.131%
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6.922 526 528 532 rBV 272433 537756 73.13% 8.340%
6.990 532 534 547 rVB 390852 695118 94.54% 10.780%
rBB 77648 146559 19.93% 2.273%
7.813 603 606 615 rBB 275405 472659 64.28% 7.330%
8.808 690 693 706 rBvV 222850 371268 50.49% 5.758%
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11 10.408 830 833 842 rBB 126438 206789 28.12% 3.207%
12 13.059 1062 1065 1069 rBV 396667 701410 95.39% 10.878%

13 14.145 1157 1160 1164 rBB 8473 12839 1.75% 0.199%
14 14.522 1190 1193 1198 rBB2 135361 224158 30.49% 3.476%
15 16.248 1342 1344 1346 rBV 11621 15573 2.12% 0.242%

16 16.294 1346 1348 1357 rVB 270533 375765 51.10% 5.828%
17 17.437 1445 1448 1451 rBV 173160 227686 30.97% 3.531%

18 19.129 1594 1596 1600 rBB 8696 9641 1.31% 0.150%
19 19.689 1643 1645 1648 rBvV 506833 735296 100.00% 11.403%
20 19.837 1655 1658 1665 rBV3 1549 7396 1.01% 0.115%
21 20.557 1719 1721 1725 rBV3 4641 9299 1.26% 0.144%
22 20.957 1753 1756 1764 rBV 253877 421333 57.30% 6.534%
23 21.369 1789 1792 1798 rBV4 11589 21672 2.95% 0.336%
24 21.746 1823 1825 1827 rBV2 19071 27473 3.74% 0.426%
25 22.123 1856 1858 1860 rBV2 11194 12319 1.68% 0.191%
26 22.180 1860 1863 1865 rVvVv 29405 45490 6.19% 0.705%
27 22.489 1888 1890 1894 rBV5 11558 25427 3.46% 0.394%
28 22.603 1898 1900 1903 rBV 198295 249933 33.99% 3.876%
29 24.101 2029 2031 2035 rvB4 19094 44727 6.08% 0.694%
Sum of corrected areas: 6448023
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021215_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77318.D
500000

400000 6.99

300000 6.92 7.81

4.50
8.81

200000

100000 348 7.49

1.33
1.28 5.37

e T o L "SRR F M S 4 L

Time--> 1.00 150 200 250 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50

Abundance TIC: BFO77318.D
500000

400000 13.06

300000 16.29

200000 17.44

10.41 14.52
100000

14.15 16»}%5

€ L L mm—

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

Abundance TIC: BFO77318.D
500000 1969

400000

300000
20.96

22.60

200000

100000

19'\. 13 9.84 20.56

e T e e e

Time--> 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021215_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.48 26.05 ng 190873 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 227 (3.481 min): BFO77318.D (-224) (-) m/z 43.10 100.00%
43
59
5000
101 S
| 83 3.20 3.40 3.60 3.80
Y4 Y 1SS MO m/z 59.10 72.13%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L AN UL LA
59 320 340 3.60 3.80
m/z 101.10 24 _.69%
o 25 3L a7 83 g3 01
I I L s I I I IV IS AR
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43 59
320 340 360 380
5000 18 m/z 58.10 19.43%
28 p\
12
G L I U S I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8114: 3-Hexanol, 4-methyl- AR mm e B
59 3.20 3.40 3.60 3.80
m/z 41.10 9.31%
5000 41
69 P
15 “ 53| 98
0"'P"W"”I'”'I”"P"W"”I'”'I”"P"W"”I IR AR L
m/z--> 10 20 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021215_.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 unknown6.99 Concentration Rank 1

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

6.99 94 .86 ng 695118 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 534 (6.990 min): BF077318.D (-532) (-) m/z 132.00 100.00%
132
5000 68 /\
T —
40 4q 54 62‘| . |6 104 I‘ 6.60 6.80 7.00 7.20 7.40
B T [ m/z 68.10 38.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A AU R R R
6.60 6.80 7.00 7.20 7.40
21 70 m/z 133.95 30.56%
A . A S T
miz--> % 4 % 8 70 8 90 100 110 130 10 140
Abundance
132
69 SR LA S R
104 6.60 6.80 7.00 7.20 7.40
5000 m/z 66.05 28.25%
78
31 35 ,, 5t
O T T T e e T e T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 15.51%
5000 67
41 97
‘ 53 . 117
o aalll | ey 7 e | 103110 | 14
m/z--> 30 40 50 60 70 8|O 9 100 110 12'0 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021215_.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.18 3.64ng 45490  Perylene-di2 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80
2 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440

1000163-04-7 59

5 Farnesol isomer a 222 C15H260 1000108-92-4 53
Abundance Scan 1863 (22.180 min): BF077318.D (-1860) (-) m/z 69.10 100.00%
69
5000 AJvawvﬂ,,xﬁj\wafv»fv”$\
41
% 136 21,80 22.00 22.20 22.40 22.60
M || 162 191
ob— b Ay ey m/z 81.10 61.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 TTTT LI L L L ™1
a1 2180 22.00 22.20 22.40 22.60
95 107 m/z 41.10 28.26%
0 L “M il ‘9 175 203 231 273 209 341367 410
e S S T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
RS AR RS EEEmmn et
21.80 22.00 22.20 22.40 22.60
soo0o] m/z 93.05 17.48%
93
0 136 161 191 222
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol e
69 21.80 22.00 22.20 22.40 22.60
m/z 95.10 16.73%
5000
41
95 137
ol L, J As S es —
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021315\
Data File : BF077318.D

Aca On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : 61294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021215_.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 6 unknown22.49 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.49 2.03 ng 25427 Perylene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 43
2 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 38
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 38
4 1-Bromodocosane 388 C22H45Br 006938-66-5 35
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 35
Abundance Scan 1890 (22.489 min): BF077318.D (-1888) (-) m/z 57.10 100.00%
57
5000
113141 N
J i|| ” ﬂ?3| sz 2220 2240 2260 22.80
Ot Ay e e m/z 71.10 44 .23%
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance #73812: Borane, diethyl(decyloxy)-
57
85
5000 R AR AR AR
nmnmnmnm
141 m/z 85.10 41.19%
ol 2| 169197226
m/z--> 6 éo 160 150 200 250 360 3éo 460 4éo 560
Abundance
57
83 2220 22.40 22.60 22.80
5000 m/z 43.10 41 .06%
225
- 111
o 141160106 | 51 287 511
m/z--> 6 éo 160 1%0 260 250 360 3éo 460 4éo 560
Abundance #46870: 1-Octanol, 2-butyl- R B LA M e e
57 22.20 22.40 22.60 22.80
m/z 99.10 29.03%
5000 a5
29 111
o ¥ 140168
s 8 e ke o oo e 2o e e s 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021315\
Data File : BF077318.D

Acq On : 13 Feb 2015 20:49

Operator : TP/1Z

Sample : G1294-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021215_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]
2-Pentanone, 4-hy... 3.48 26.1 ng 190873 1 7.50 146559 20.0
unknown6 .99 6.99 94.9 ng 695118 1 7.50 146559 20.0
2,6,10,14,18,22-T... 22.18 3.6 ng 45490 6 22.60 249933 20.0
unknown22 .49 22.49 2.0 ng 25427 6 22.60 249933 20.0
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