LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 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 1.213 8 11 14 rVB 989567 1019833 20.86% 6.019%
2 1.281 16 17 29 rvB2 22275 66773 1.37% 0.394%
3 1.430 29 30 36 rBv 156740 406821 8.32% 2.401%
4 1.521 36 38 80 rvB 1327383 4888918 100.00% 28.854%
5 4.413 287 291 313 rBV 208145 602136 12.32% 3.554%
6 5.304 366 369 388 rBV 443327 1015774 20.78% 5.995%
7 7.579 565 568 572 rBV 581062 1028274 21.03% 6.069%
8 7.659 572 575 583 rVB 651211 1149883 23.52% 6.787%
9 8.139 614 617 623 rBB 129986 235022 4.81% 1.387%
10 8.459 641 645 655 rBB 466865 759149 15.53% 4.480%

11 9.442 727 731 747 rBV 383790 699580 14.31% 4.129%
12 11.031 867 870 873 rBvV 184564 291666 5.97% 1.721%
13 13.671 1098 1101 1105 rBV 570931 1050935 21.50% 6.203%
14 14.734 1191 1194 1201 rVB 140577 223940 4.58% 1.322%
15 15.157 1228 1231 1235 rBV2 161235 297158 6.08% 1.754%

16 17.066 1394 1398 1409 rBV 370453 666130 13.63% 3.931%

17 17.706 1450 1454 1460 rBV 22902 70733 1.45% 0.417%
18 18.666 1534 1538 1541 rBV 165479 279779 5.72% 1.651%
19 19.626 1616 1622 1626 rBV 31541 58828 1.20% 0.347%
20 20.426 1689 1692 1700 rBV 36958 81356 1.66% 0.480%

21 22.049 1831 1834 1837 rBV 679311 761319 15.57% 4._.493%
22 23.295 1939 1943 1944 rBV2 82350 103661 2.12% 0.612%
23 23.329 1944 1946 1948 rVV 216526 251998 5.15% 1.487%
24 24.586 2053 2056 2062 rBV2 43910 92009 1.88% 0.543%
25 24.769 2070 2072 2075 rBV 174992 184472 3.77% 1.089%

26 25.158 2103 2106 2108 rBV 48783 68505 1.40% 0.404%
27 25.798 2155 2162 2165 rBV4 18807 60477 1.24% 0.357%
28 25.889 2165 2170 2172 rVV 26428 61432 1.26% 0.363%
29 25.981 2176 2178 2184 rVB5 27655 77603 1.59% 0.458%
30 26.164 2187 2194 2198 rBV2 46927 113262 2.32% 0.668%
31 26.438 2214 2218 2221 rBV2 23755 61092 1.25% 0.361%
32 27.489 2306 2310 2316 rVB3 24153 62247 1.27% 0.367%

33 27.752 2328 2333 2338 rVB 56023 152779 3.13% 0.902%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16943544
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Data Path
Data File

Aca On
Operator
Sample
Misc
ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092215\
BF081753.D

22 Sep 2015 23:05

umziz

G3747-06

13 Sample Multiplier: 1

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

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

Abundance

1200000

1000000

800000

600000

400000

200000

1.21

TIC: BF081753.D

7.66
7.8

5.30 8.46
9.44

1.4 4.41

ol | e

0
Time-->

150 200 250 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.0

Abundance

1200000

1000000

800000

600000

400000

200000

0

TIC: BF081753.D

13.67
17.07

11.03 14.73 15.16 18.67

17.71

Time-->

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Lo
T

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF081753.D

22.05

23.33 24.77

239
19.63 20.43 2454 2516  ,ompdk 16644 07 48775

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 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 3

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

1.21 86.79 ng 1019830 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 17
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (1.213 min): BF081753.D (-8) (-) m/z 73.10 100.00%
3
43 !
5000 55
87
37 | | 67 | 1.20 1.30 1.40 1.50 1.60
O e b e e P e e m/z 43.10 50.87%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 36.43%
0 ?9 35 ‘M‘\ ‘ 67 || 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 27 .06%
43
0 2 15 29 35 53 59 65 79 88
I S UL UL UL SURIL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
7B 1.20 1.30 1.40 1.50 1.60
m/z 41.10 16.52%
5000 43
15
ol 2 232% 37 || 49 57 67 | 79 87 95 102
m/z--> O 10 20 30 40 50 60 70 8 90 100 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 : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 5

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

4.41 51.24 ng 602136 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 291 (4.413 min): BF081753.D (-287) (-) m/z 43.10 100.00%
a3
59
5000
101
4.00 420 4.40 4.60 4.80
O S S8 | "m/z 59.10  56.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S R L
59 400 420 440 460 4.80
m/z 101.10 14 _.26%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
43
400 420 440 4.60 4.80
5000 57 m/z 58.10 13.48%
29
101 /\\
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- S e S
59 400 420 440 460 4.80
m/z 41.10 9.25%
5000 41
31
| [
0 "'I'}é'I"'MI""Mlh"l?%lkl'"'h""l"j'l"p?l""l' ""I”" T Ty
m/z--> 10 20 40 50 60 70 80 90 100 110 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.66 Concentration Rank 2

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

7.66 97.85 ng 1149880 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 575 (7.659 min): BF081753.D (-572) (-) m/z 132.10 100.00%
132
5000 68 A
‘ 75 %P 104 740 7.60 7.80 8.00
0 ..,....,....,...!,“.'.‘.‘.7 o Sh '|,..':'.,..5.‘.7,...|.,.'!..,....,...., berre | m/z 68.10  46.77%
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 U SR UL U SR
7.40 7.60 7.80 8.00
78 m/z 66.10 32.71%
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
740 7.60 7.80 8.00
5000 97 m/z 134.10 32.27%
70
31
. 44 51 60 7T g6 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e T R wus )
132 7.40 7.60 7.80 8.00
m/z 69.10 18.61%
5000
104
ol 14 27 37 44 51 5 % T 997 | 15 ‘
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.71 5.06 ng 70733 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 78
2 Tridecane 184 C13H28 000629-50-5 64
3 Undecane 156 Cl11H24 001120-21-4 64
4 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 59
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
Abundance Scan 1454 (17.706 min): BF081753.D (-1450) (-) m/z 57.10 100.00%
57
43
5000 71
85
|| 99 17.40 17.60 17.80 18.00
o S S m/z 43.10 70.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 57
5000 n
g5 17.40 17.60 17.80 18.00
29 m/z 71.10 46 .38%
0 | L Lo 99 1B 127141 155 169 183 197 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance
43 57
17.40 17.60 17.80 18.00
5000 71 m/z 41.10 42 .02%
29 85
o 99 113 127 141 155 184
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250
Abundance #27118: Undecane
4 57 17.40 17.60 17.80 18.00
m/z 85.10 29.89Y%
5000 71
29 85
m/z--> 26 Jo éo 85 160 150 150 160 180 260 250 17.40 17.60 17.80 18.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknownl19.63 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.63 4.21 ng 58828 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 47
2 (S-(+H)-5-Methvl-1-heptanol 130 C8H180 057803-73-3 47
3 1-Dodecene 168 C12H24 000112-41-4 47
4 Cvclopentane. butvl- 126 C9H18 002040-95-1 43
5 1-Heptadecanamine 255 C17H37N 004200-95-7 42
Abundance Scan 1622 (19.626 min): BF081753.D (-1616) (-) m/z 55.10 100.00%
43
69 83
5000 97
111 19.40 19.60 19.80 20.00
ol e — m/z 43.10 78.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21307: 1-Fluorononane
43
55
5000 70 19.40 19.60 19.80 20.00
84 : : : :
29 97 m/z 57.10 73.70%
oL 15 L‘ \“\ AL ‘W‘J ”“ M 117126 146
m/z--> 25 45 éo éo 100 150 150 1éo
Abundance
55 83
19.40 19.60 19.80 20.00
5000 a1 70 m/z 41.10 69.30%
29
0= }?I LR L S R '?1 '%¥1'| U N SN
m/z--> 20 40 60 80 100 120 140 160
Abundance #34703: 1-Dodecene
4 19.40 19.60 19.80 20.00
- 55 m/z 83.10 56.33%
5000 69
83
o7
N N | O P ol C R |2 S W U B
m/z--> 20 40 60 80 100 120 140 160 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Undecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.43 5.82 ng 81356 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 _beta.-D-Glucopyranoside, methyl... 292 C14H2806 1000157-04-9 42
Abundance Scan 1692 (20.426 min): BF081753.D (-1689) (-) m/z 43.10 100.00%
3 60
73
5000
5 o7 129
,ju 115 157 171 185 213 20.20 20.40 20.60 20.80
| I— m/z 41.10 93.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43
20.20 20.40 20.60 20.80
29 85 ”5]29143 186 m/z 60.10 86.95%
97
o..??ﬂjuhb.ml.u‘MHM.NJ.”K,HJ.WK.}?7H$. N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
43 "' 20,20 20.40 20.60 20.80
5000 m/z 73.00 81.02%
29 85 129 157 200
101 115
. 18 143 171 1 oq
m/z--> 25 Jo éo 85 160 150 150 1&0 1éo 260 '
Abundance #65595: n-Capric acid isopropy! ester R ma
43 20.20 20.40 20.60 20.80
m/z 57.05 77 .90%
5000 27 60
73 102
X L . B o e
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 : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Eicosane, 7-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .59 9.98 ng 92009 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratriacontane 479 C34H70 014167-59-0 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 2056 (24.586 min): BF081753.D (-2053) (-) m/z 57.10 100.00%
57
LRI BRI BN DAL B
113 281 24.20 24.40 24.60 24.80 25.00
ol b T, eor A Tw/z 43.10 64.03%
m/z--> 50 100 150 200 250 300 350
Abundance #147095: Eicosane, 7-hexyl-
57
5000 85 UL A A S B
2420 24.40 24.60 24.80 25.00
m/z 71.10 45 _35%
o p 14 q1}3‘141‘ 182 211 252 281 308 337
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
24.20 24.40 24.60 24.80 25.00
5000 g5 m/z 85.10 36.01%
29 113
o 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #151555: Heptacosane
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 27 .21%
- T M
29 113
o 0L 77,18 169 197 225 253 281 309 337 380
m/z--> 50 100 1%0 260 250 300 350 ' 24120 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.16 7.43 ng 68505 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2106 (25.158 min): BF081753.D (-2103) (-) m/z 57.10 100.00%
57
LD AR SR B I
113 q4q 24.80 25.00 25.20 25.40
ol J-, At 207 28 m/z 43.10 69.78%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 LU AR SR BN I
85 24.80 25.00 25.20 25.40
29 m/z 71.10 51.91%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
24,80 25.00 25.20 25.40
5000 85 m/z 85.10 37.54Y%
113
L2 141 169189211 239 267 205 323 352
m/z--> 55 160 1%0 200 250 360 3éo
Abundance #136481: Tetracosane
57 24.80 25.00 25.20 25.40
m/z 55.05 27.22%
- T mﬁ/v)kwwﬁv«»fAVva\A4vv\v
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 24%0 2500 2550 2§4o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown25.89 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
25.89 6.66 ng 61432 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 5-methvl- 212 C15H32 025117-32-2 38
2 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 27
3 Octadecane 254 C18H38 000593-45-3 22
4 Decane 142 C10H22 000124-18-5 22
5 Tridecane 184 C13H28 000629-50-5 22

Abundance Scan 2170 (25.889 min): BF081753.D (-2165) (-) m/z 57.10 100.00%
57
85
5000
119 L IS IULBUS LRI I
159 200 25.60 25.80 26.00 26.20
ob—— L e e o | m/z 43.10 80.07%
m/z--> 50 100 150 200 250 300 350
Abundance #64577: Tetradecane, 5-methyl-
43
85
5000 HRRL AR SR S I
25.60 25.80 26.00 26.20
m/z 55.10 62.56%
113 154
0...‘.l‘.‘l‘.”.“‘l.“.“..|H...:!-9|7.... T
m/z--> 50 100 150 200 250 300 350
Abundance
57
| 25.60 25.80 26.00 26.20
5000 m/z 85.10 54 _.13%
85
29
o 113135155175 203 231 250 303 331 357 386
m/z--> §0 160 1éo 260 2%0 360 3éo '
Abundance #91035: Octadecane
57 25.60 25.80 26.00 26.20
m/z 71.10 40.57%
5000 85
29
L M 141 169 107 205 254
m/z--> §0 160 1éo 260 2éo 360 3éo ' 25%0 25%0 2&00 2&50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 15 unknown25.98 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.98 8.41 ng 77603 Perylene-d12 2477
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dichloro-2-hvdroxvbenzaldehv... 204 C7H6CI2N20 043002-22-8 27
2 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 25
3 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 005951-61-1 25
4 4-Pvridinol 3.5-dichloro-2-ethvl... 205 C8H9CI2NO 1000253-55-0 25
5 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 22
Abundance Scan 2178 (25.981 min): BF081753.D (-2176) (-) m/z 177.20 100.00%
177189 204
95 109
5000 41 121
59 81 135 g3 231
1|‘|‘9 B 25.60 25.80 26.00 26.20 26.40
o A m/z 189.15  94.95%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #59069: 3,5-Dichloro-2-hydroxybenzaldehyde hydrazone
204
175 /x
187
75 97 A mA
5000 [rrrrp T e T
43 62 111 159 25.60 25.80 26.00 26.20 26.40
124 m/z 204.20 87.75%
0‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
204
189 UV SR A B
93 108 25.60 25.80 26.00 26.20 26.40
5000 119 133 161 m/z 175.20 75.49%
41 147
85 . 79 175
e S R U B B S LR SN WA BR RS
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #58888: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dimethyl-...
161 189 204 25.60 25.80 26.00 26.20 26.40
m/z 95.15 57.06%
5000
91 105 110 133
147
0 RS BB e

T I T I T
m/z--> 40 60 80 100 120 140 160 180 200 220 25.60 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 16 unknown26.16 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.16 12.28 ng 113262 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perhvdrocvclopropalelazulene-4.5... 254 C15H2603 1000197-87-8 32
2 2H-Pvran. 2-(7-heptadecvnvlioxv)t... 336 C22H4002 056599-50-9 30
3 Acetic acid. 3-hvdroxv-6-isoprop... 278 C17H2603 1000185-44-8 22
4 4-Hvdroxv-4-(4.6-dimethvlcvclohe... 196 C12H2002 002316-79-2 22
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 168 C10H1602 000096-08-2 14
Abundance Scan 2194 (26.164 min): BF081753.D (-2187) (-) m/z 43.10 100.00%
43

5000

25.80 26.00 26.20 26.40
m/z 55.10 81.16%

o

RRRREERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90754: Perhydrocyclopropale]azulene-4,5,6-triol, 1,1,4,6-...

43

5000 T S
25.80 26.00 26.20 26.40

. 9 s 163 e m/z 81.10 45.52%
193 236
0 T IH ‘: I‘i\l‘ v ‘:L‘lh‘l T ‘\ 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
81 R e S
25.80 26.00 26.20 26.40
5000] 29 105121 m/z 41.10 44 _35%

147
175

o 191907 231 259 280 305 334

Wmmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105183: Acetic acid, 3-hydroxy-6-isopropenyl-4,8a-dimethy ... A AT o
25.80 26.00 26.20 26.40

m/z 105.10 44 _00%

5000 218

236 260575
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 17 unknown26.44 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.44 6.62 ng 61092 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 43
2 Dihvdrocoumarin. 4.4.5.7.8-penta... 218 C14H1802 039170-97-3 43
3 9.11-Dimethvitetracvclol7.3.1.0(... 218 C16H26 053263-99-3 43
4 Pvrrolidinol3.2-blbenzolel-2H-1.... 218 C11H10N20S 017163-68-7 38
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 38
Abundance Scan 2218 (26.438 min): BF081753.D (-2214) (-) m/z 203.20 100.00%
203218
55
5000
y 69 o 189
111 135 161 282
|| |“ | 281 26.20 26.40 26.60 26.80
ol , B VI S m/z 218.30 97.01%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68005: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
203218
5000 190 26.20 26.40 26.60 26.80
69 s m/z 55.10 67.89%
E R R
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
203
218 R SO UL SR SR
159 26.20 26.40 26.60 26.80
5000 m/z 231.30 45.36%
91 144 1 175
41 77 115
. 55 128 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 [W
Abundance #68276: 9,11-Dimethyltetracyclo[7.3.1.0(2.7).1(7.11)]tetra. . e
203 26.20 26.40 26.60 26.80

m/z 189.20 39.81%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 26.20 26.40 26.60 26.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF092215\
BF081753.D

22 Sep 2015 23:05

umziz

G3747-06

13 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
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

Concentration Rank 12

Peak Number

18 unknown27.49

R.T. EstConc Area Relative to ISTD R.T.
2749  6.75ng 62247  Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (RY-(-)-14-Methvl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 35
2 2-Methv1-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 27

3 Ethvl methvl ethvlphosphonate
4 Cvclopentanecarboxaldehyde.

152 C5H1303P

2-me... 124 C8H120

005301-65-5 27
1000154-24-0 25

5 4-Tetradecyne 194 C14H26 060212-33-1 22
Abundance Scan 2310 (27.489 min): BF081753.D (-2306) (-) m/z 55.10 100.00%
55 109
69 81 o
5000 41 191
161 205
| ‘ “ “ ‘ 27.20 27.40 27.60 27.80
0,....,...,.... ] m/z 109.10 91.17%
miz-> 20 40 80 100 120 140 160 180 200 220 240
Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol
55 67 81
95
5000
109 27.20 27.40 27.60 27.80
123 m/z 81.00 83.05%
135
e Ul L sose s 2n
mz-> 20 80 100 120 140 160 180 200 220 240
Abundance
69 g,
L
27.20 27.40 27.60 27.80
5000 m/z 69.10 82.27%
93 109
121
135
0 161 179191204 222
T T T P T T P T e e e T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24445: Ethyl methy! ethylphosphonate T
125 27.20 27.40 27.60 27.80
m/z 95.10 77.73%
79
5000 %5 07
152
47
miz-> 20 40 80 100 120 140 160 180 200 220 240 2720 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081753.D

Aca On : 22 Sep 2015 23:05

Operator : UM/I1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 19 unknown27.75 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.75 16.56 ng 152779 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 46
2 2-Hvdroxv-2.4.4-trimethyl-3-(3-m. .. 222 C14H2202 1000191-17-4 27
3 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 22
4 Globulol 222 C15H260 051371-47-2 22
5 1H-Cycloprop[e]azulen-4-o0l, deca... 222 C15H260 000552-02-3 22
Abundance Scan 2333 (27.752 min): BF081753.D (-2328) (-) m/z 43.10 100.00%
43
5000 95 121
a1 135
6 161175 | s N —
| | || ” ‘ 2740 27.60  27.80
Obrprrrr e L m/z 189.20 71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58907: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime...

27.40  27.60  27.80
m/z 121.10  45.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
AN

27.40 27 60 27. 80

5000

5000 m/z 95.10 44.59%
g1 105121 163
29 67 179 204
. 135149 299
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58775: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah... T

27.40  27.60  27.80
m/z 109.10 43.53%

A,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 27 40 27 60 27. 80

5000

i
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
Data File : BF081753.D

Acq On : 22 Sep 2015 23:05

Operator : UM/1Z

Sample : G3747-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_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]
Butane, 2-methoxy... 1.21 86.8 ng 1019830 1 8.14 235022 20.0
2-Pentanone, 4-hy... 4.41 51.2 ng 602136 1 8.14 235022 20.0
unknown? .66 7.66 97.8 ng 1149880 1 8.14 235022 20.0
Hexadecane 17.71 5.1 ng 70733 4 18.67 279779 20.0
unknown19.63 19.63 4.2 ng 58828 4 18.67 279779 20.0
Undecanoic acid 20.43 5.8 ng 81356 4 18.67 279779 20.0
Eicosane, 7-hexyl- 24.59 10.0 ng 92009 6 24.77 184472 20.0
Octacosane 25.16 7.4 ng 68505 6 24.77 184472 20.0
unknown25.89 25.89 6.7 ng 61432 6 24.77 184472 20.0
unknown25.98 25.98 8.4 ng 77603 6 24.77 184472 20.0
unknown26.16 26.16 12.3 ng 113262 6 24.77 184472 20.0
unknown26 .44 26.44 6.6 ng 61092 6 24.77 184472 20.0
unknown27.49 27.49 6.8 ng 62247 6 24.77 184472 20.0
unknown27.75 27.75 16.6 ng 152779 6 24.77 184472 20.0
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