LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 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 1.138 20 22 25 rBv 1439674 1373789 100.00% 12.782%
2 1.253 28 32 35 rvB 93927 169399 12.33% 1.576%
3 1.401 43 45 48 rVB 75675 91123 6.63% 0.848%
4 1.687 68 70 78 rBv 37758 60175 4.38% 0.560%
5 4.693 331 333 339 rBV 58882 94352 6.87% 0.878%
6 5.264 380 383 396 rVB 527345 792281 57.67% 7.372%
7 6.579 495 498 500 rBV 727026 827928 60.27% 7.703%
8 6.693 506 508 511 rBV 921403 859355 62.55% 7.996%
9 6.979 531 533 535 rBV 235117 214199 15.59% 1.993%
10 7.162 547 549 552 rBV 747892 672646 48.96% 6.258%

11 7.676 592 594 596 rBV 582976 509937 37.12% 4._.745%
12 8.556 669 671 673 rBvV 330406 296915 21.61% 2.763%

13 9.276 732 734 736 rBB 15064 15473 1.13% 0.144%
14 9.905 786 789 791 rBV 1140923 1070272 77.91% 9.958%
15 10.419 831 834 836 rBB 24708 32326 2.35% 0.301%

16 10.716 858 860 863 rvB 377364 346690 25.24% 3.226%
17 11.619 937 939 942 rBB 58234 53202 3.87% 0.495%
18 11.699 943 946 948 rBV 480131 591738 43.07% 5.506%
19 12.545 1018 1020 1023 rBV 361313 355113 25.85% 3.304%
20 14.545 1192 1195 1197 rBV 800039 1113757 81.07% 10.363%

21 15.723 1295 1298 1303 rBV2 94649 193879 14.11% 1.804%
22 15.814 1303 1306 1309 rVB 415559 421424 30.68% 3.921%

23 16.454 1357 1362 1364 rBV3 6285 13920 1.01% 0.130%
24 16.511 1364 1367 1374 rVB6 9251 29665 2.16% 0.276%
25 16.957 1404 1406 1408 rVB 16656 19394 1.41% 0.180%
26 17.471 1448 1451 1454 rBV 369561 418899 30.49% 3.898%
27 17.997 1494 1497 1498 rBV3 8869 14424 1.05% 0.134%
28 18.054 1498 1502 1507 rVV5 17865 57213 4.16% 0.532%
29 18.946 1575 1580 1582 rBV4 11626 38258 2.78% 0.356%
Sum of corrected areas: 10747746

8270-BF040115.M Tue Apr 07 13:43:32 2015 Page: 1



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\BF040615\

BF078284.D

7 Apr 2015 5:35

TP/1Z

G1775-03

31 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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.

1.14 128.27 ng 1373790 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 22 (1.138 min): BF078284.D (-20) (-) m/z 73.10 100.00%
73
5000 43
89
LA L L B
1.00  1.20  1.40
55
Obrrr e i e e e e || M/Z 43.05 51.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L T L B
1.00  1.20  1.40
a1 89 m/z 89.10 29.13%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
43 LA L I L B
55 1.00  1.20  1.40
5000 m/z 41.10 10.13%
29
0 s 37, 49 |6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2101: Propane, 2-methoxy-2-methy!l- 7
7B 1.00  1.20  1.40
m/z 45.10 7.72%
5000
41 57
29 ‘
0"w'%é'w'”Jw"”Ht“'w'w'w"'wl"w"'w"'w"'w LA L A L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.00 120 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.40 8.51 ng 91123 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 45 (1.401 min): BF078284.D (-43) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| ‘ 1.00 1.20 1.40 1.60 1.80
o W Y Y U UV A O m/z 43.05 40.52%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 NSRS RS SRR
43 1.00 1.20 1.40 1.60 1.80
55 87 m/z 55.10 28.38%
0 ‘?? 35 ‘\w | 50 ‘ 67 || 80
mz-> 2 30 40 50 6 70 80 90 100 110
Abundance
73
100 1.20 140 160 1.80
5000 59 m/z 87.10 24 .64%
87
43
o 29 38 53 67 102
mz-> 2 30 40 50 6 70 8 9 100 110
Abundance #4342: Pentane, 3-methoxy- e e
7B 1.00 1.20 1.40 1.60 1.80
m/z 41.10 14 _.46%
5000
45
29
o N 39‘» 50 % 67 |, 101
mz-> 2 30 40 50 6 70 8 9 100 110 100 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.69 8.81 ng 94352 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 333 (4.693 min): BF078284.D (-331) (-) m/z 43.10 100.00%
43
59
5000
o ik 40 450 500
83 : - : :
0..w..”|.”.|”.Hm:.w??h|.”.|”..“H.w..d|L”.|. m/z 59.10 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrTyrTTrTTTT T T T T T T T

440 4.60 4.80 5.00
59 m/z 101.10 19.80%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
A e .
57 4.40 4.60 4.80 5.00
5000 m/z 58.10 16.14%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3092: 5-Hexen-2-one e
43 440 4.60 4.80 5.00
m/z 41.10 8.65%
5000
55
15 27 83
0 |, 37, 49 | 571778 98
e L B o I B e e R A e e .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.69 Concentration Rank 2

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

6.69 80.24 ng 859355 1,4-Dichlorobenzene-d4 6.98
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 508 (6.693 min): BF078284.D (-506) (-) m/z 132.00 100.00%
5000 68
PR | SR "3 Sk ok0 7hy
o} m/z 68.10 39.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R L S
6.40 6.60 6.80 7.00
78 m/z 134.00 32.18%
31 54 51
0"P'”P'”J”J“J'WH”'P”lP'”I””I“'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 24 .62%
104
ol 14 27 37 44 51 5 77 g9 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine  a
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 15.80%
5000 0
31 52
. N N O T |
m/z--> 10 20 30 40 50 60 70 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\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 8 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.07 ng 53202 Acenaphthene-d10 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
Abundance Scan 939 (11.619 n&;n): BF078284.D (-937) (-) m/z 105.00 100.00%
105
77
5000 182
51 Y A N
a0 | 150 11.20 11.40 11.60 11.80 12.00
O L e ot I ot m/z 77.10 59.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44105: Benzophenone
105
77
5000 AL B SULR UL B
182 11/20 11,40 11,60 11.80 12.00
ot m/z 182.10 45.43%
2739 | 63 | 89 | 126 152185
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
105
77 1120 1140 1160 11.80 12.00
5000 m/z 51.10 24 _.66%
51
14 27 39 65 91 125 154
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #64811: 1-Propanone, 2-bromo-1-phenyl- —
105 11.20 11.40 11.60 11.80 12.00
m/z 106.00 7.87%
77
5000
51
o | .63 | 89 | 212
m/z--> 20 40 60 8 100 120 140 160 180 200 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1-Heptadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 9.20 ng 193879 Chrysene-di12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptadecanol 256 C17H360 001454-85-9 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Cvclohexadecane 224 C16H32 000295-65-8 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 1298 (15.723 min): BF078284.D (-1295) (-) m/z 83.10 100.00%
57
4
5000 111
139 302 15.40 15.60 15.80 16.00
o} m/z 57.10 98.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92320: 1-Heptadecanol
55 g3
5000
15.40 15.60 15.80 16.00
m/z 43.05 88.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

43 83
15.40 15.60 15.80 16.00
5000 1 m/z 97.10 88.72%
68
2y 126 153168 196 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72491: Cyclohexadecane e Ay
15.40 15.60 15.80 16.00
m/z 55.10 88.27%

5000
29

196 224

153168

A

N A
LA L L L B L L BN |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078284.D

Aca On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknownl18.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.05 2.73 ng 57213 Perylene-di12 17 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11lnonane. 9-I(... 350 C20H36B0O2P 092810-20-3 38
2 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 27
3 1-Tetradecanol 214 C14H300 000112-72-1 27
4 Cvclodecane. methvl- 154 C11H22 013151-43-4 27
5 Cyclododecane 168 C12H24 000294-62-2 27
Abundance Scan 1502 (18.054 min): BF078284.D (-1498) (-) m/z 350.20 100.00%
35%0
55
5000
282 WWT:W"”I"”I'”'I'”
” 1 I 200 | 17.80 18.00 18.20 18.40
ob———4 1 m/z 83.10 82.26%
m/z--> 50 100 150 300 350
Abundance #141200: 9-Borabicyclo[3.3.1]nonane, 9-[ dlcyclohexylphosp
55 350
5000 83 L UL UL SN B
293 ﬂmmmmmmm
113 m/z 97.10 64 .68%
19 ‘ ‘ 131 159 185 23 om ‘ }321
o .‘. ‘I\HH MMHH \m IH .”.“‘. “I - H\ \ \‘\ I "I I ;\I\“IHI
m/z--> 50 100 150 200 250 300 350
Abundance
55
" 17.80 18.00 18.20 1840
5000 83 m/z 55.00 61.74%
29
111
o 135 169 200 224 282
m/z--> o '55' ' "160" ' ﬁso" "200" "250" "300" "3é0
Abundance #65761: 1-Tetradecanol R B B S
55 | 83 17.80 18.00 18.20 18.40
m/z 174.05 52.59Y%
5000
29 111
I i) } |10 1% 106
0 \,‘ —
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078284.D

Acq On > 7 Apr 2015 5:35

Operator : TP/1Z

Sample : G1775-03

Misc :

ALS Vial : 31 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... 1.14 128.3 ng 1373790 1 6.98 214199 20.0
Butane, 2-methoxy... 1.40 8.5 ng 91123 1 6.98 214199 20.0
2-Pentanone, 4-hy... 4.69 8.8 ng 94352 1 6.98 214199 20.0
unknown6 .69 6.69 80.2 ng 859355 1 6.98 214199 20.0
Benzophenone 11.62 3.1 ng 53202 3 10.72 346690 20.0
1-Heptadecanol 15.72 9.2 ng 193879 5 15.81 421424 20.0
unknown18.05 18.05 2.7 ng 57213 6 17.47 418899 20.0
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