LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 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-BF090115.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

1.235 10 13 16 rVB 1243807 1306039 35.04% 6.955%
1.304 18 19 27 rvVB2 22448 37319 1.00% 0.199%
rBv 204926 536839 14.40% 2.859%
1.521 36 38 80 rVvB 1045294 3727483 100.00% 19.849%
2.504 119 124 127 rBV 1036176 1763458 47.31% 9.391%
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4.424 288 292 314 rVB 222404 694973 18.64% 3.701%
5.316 366 370 387 rBV 594469 1262228 33.86% 6.722%
7.579 565 568 572 rBV 622434 1270671 34.09% 6.766%
rvB 759524 1402616 37.63% 7.469%
8.139 614 617 623 rVB 137889 246929 6.62% 1.315%
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11 8.459 641 645 652 rBvV 542512 911313 24.45% 4 _.853%
12 9.442 727 731 748 rBB 463501 842949 22.61% 4._.489%
13 11.031 867 870 873 rBvV 187108 304450 8.17% 1.621%
14 13.682 1097 1102 1105 rBV 699662 1272078 34.13% 6.774%
15 14.734 1191 1194 1202 rVB 141213 226298 6.07% 1.205%

16 15.157 1228 1231 1236 rBB2 177894 317072 8.51% 1.688%
17 17.065 1394 1398 1408 rBB 419065 784064 21.03% 4._.175%
18 18.666 1534 1538 1545 rBB 181899 297822 7.99% 1.586%
19 20.437 1689 1693 1705 rBvV 72206 156983 4.21% 0.836%
20 22.049 1831 1834 1837 rBV 784515 872981 23.42% 4.649%

21 23.295 1940 1943 1944 rBV 69870 81070 2.17% 0.432%
22 23.329 1944 1946 1953 rVB 211896 237121 6.36% 1.263%

23 24.769 2069 2072 2077 rBV 176932 183839 4._.93% 0.979%
24 25.192 2104 2109 2114 rBV6 15193 42365 1.14% 0.226%

Sum of corrected areas: 18778960
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081750.D
1200000} 124
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Time--> 150 200 250 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081750.D
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Abundance TIC: BF081750.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.24 105.78 ng 1306040 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 13 (1.235 min): BF081750.D (-10) (-) m/z 73.10 100.00%
73
43 !
5000 55
87
39 1.20 1.30 1.40 1.50 1.60
35 6 51 | 5963 677
SIS 1 -3 0 X< XX R N (- 7 S 1 - G 1
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73 ? i
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 36.46%
0 252? 33 39 4650 ‘ 59 6770 o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 26.99%

45
262932 37 42 525559 65 70 (76 80 84 88

f

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7316: 2-Methyl-5-hexen-3-ol
78 1.20 1.30 1.40 1.50 1.60
55 m/z 41.05 16.84%
43
5000
27 39
0 ”.q.”%ﬁ.“,”.q.dlp.”,“:4.L:L.”?EAW:L.P.“,”.?Q.i..”?}“,“.q.”.P.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.42 56.29 ng 694973 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 292 (4.424 min): BF081750.D (-288) (-) 43.05 100.00%

43
59
5000
101

53, | 83 4.00 4.20 4.40 4.60 4.80

Ol 3 88 | "w/z 59.10 55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [rTrrr[rrrrprrrr [ rrrr[rr
4.00 4.20 4.40 4.60 4.80
m/z 101.10 13.44%
25 3 37 ‘ 83 o3 101
O e A B e B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
RS e e e e
4.00 4.20 4.40 4.60 4.80
5000 41 m/z 58.10 13.34%
31
69 87
15 53 98
Ot T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- S m mm e
59 400 420 440 460 480

m/z 41.10 9.23%

5000
101
31
0 15 11l I ‘ 53\ i 69 83

m/z--> 10 20 30 40 50 60 70 80 90 100 110 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 7 unknown7.66 Concentration Rank 3

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

7.66 113.61 ng 1402620 1,4-Dichlorobenzene-d4 8.14
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 10

Abundance Scan 575 (7.659 min): BF081750.D (-572) (-) m/z 132.10 100.00%
132
5000 68 A
© el ® o4 740 7.60 7.80 8.00
Obrrprrrrpreee e HILAY o Ll e 87 el m/Z 68.10  49.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U SR UL U S
7.40 7.60 7.80 8.00
21 70 m/z 66.10 34 .38%
. o 451 80 177 g5 | 05 116 |
mz> 10 20 30 40 80 60 70 80 9 100 110 130 130 140
Abundance
132
89 o 740 7.60 7.80 8.00
5000 m/z 134.10 32.85%
78
31 54 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R )
132 7.40 7.60 7.80 8.00
m/z 69.10 19.88%
5000
oL 15 28 39 2 ﬁ? 77 90 104 .4
s B 20 B m B T B 80 1% 10 1% Th0 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.44 10.54 ng 156983 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 47
4 Heptanoic acid 130 C7H1402 000111-14-8 43
5 N-(56-0xo-tetrahydro-furan-2-ylme... 157 C7H11NO3 1000188-71-2 38
Abundance Scan 1693 (20.437 min): BF081750.D (-1689) (-) m/z 43.10 100.00%
60 73
5000
85 129 VNI Bia=-—V=V\VeE
% s 157 171 185 213 20,20 20,40 20.60 20.80
0! m/z 60.10 82.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 43 UL SN BRI SURLS SR
mmmmmmmm
29 129 143 m/z 73.10 79.86%
‘ ‘ ‘ 115 ‘ ‘ 157 186
N “‘...,....,....,....‘ wo
m/z--> 20 40 60 o 100 120 140 160 180 200
Abundance
60 73
4 " 20.20 20.40 20.60 20.80
5000 29 129 m/z 57.10 76.38%
87
101 115 143, 172
Ot el e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28743: Nonanoic acid
60 20.20 20.40 20.60 20.80
4l 73 m/z 55.10 76.22%
5000 29
g7 98 115 129
0 |||||||||||||||||||||||||||||||}?}|}§Fu”||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081750.D

Aca On : 22 Sep 2015 21:15

Operator : UM/I1Z

Sample : 6G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Trichloroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

'25.19 4.61ng 42365 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 53
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 53

3 Isotridecanol- 200 C13H280 027458-92-0 49
4 1-Nonadecene 266 C19H38 018435-45-5 47
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 47
Abundance Scan 2109 (25.192 min): BF081750.D (-2104) (-) m/z 57.10 100.00%
57
43
69 g3
5000 o 111
125 207 AR A DA N
24.80 25.00 25.20 25.40 25.60
O i m/z 43.10 74.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
69 83
97
5000 UL A AR N
111 24. 80 25 00 25 20 25. 40 25 60

m/z 55.10 68.20%

M“h 139153 167 182 210

0 ...w...,.”.,”. St L e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 60 83
AN R O RA
97 24.80 25.00 25.20 25.40 25.60
5000 m/z 69.10 61.37%
29 111
125
o 139 153 168 196 241
R B e B o R L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56261: Isotridecanol- A REmEamEa LSS
69 24.80 25.00 25.20 25.40 25.60
m/z 83.10 57.58%
41 o5
5000 83
97 11
o M Al \_ |, 1 140 184 171 185108
m/z--> 20 60 100 120 140 160 180 200 220 240 24. 80 25 00 25 20 25. 40 25 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
Data File : BF081750.D

Acq On : 22 Sep 2015 21:15

Operator : UM/1Z

Sample : G3747-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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]
Butane, 2-methoxy... 1.24 105.8 ng 1306040 1 8.14 246929 20.0
2-Pentanone, 4-hy... 4.42 56.3 ng 694973 1 8.14 246929 20.0
unknown? .66 7.66 113.6 ng 1402620 1 8.14 246929 20.0
Undecanoic acid 20.44 10.5 ng 156983 4 18.67 297822 20.0
Trichloroacetic a... 25.19 4.6 ng 42365 6 24.77 183839 20.0
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