LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03 Instrument :
Operator : UM/IZ BNA_F

Sample - 63624-02 ClientSampleld :
Misc - ITALE-FILL-SOURCE-5B
ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 1.440 7 9 15 rBv 152386 419411 18.59% 2.179%
2 1.531 15 17 58 rvB 620046 2256616 100.00% 11.723%
3 4.480 271 275 293 rBVY 318615 1005265 44.55% 5.222%
4 5.349 348 351 373 rBY 910554 1721922 76.31% 8.945%
5 7.612 544 549 553 rBVY 914658 1742036 77.20% 9.050%
6 7.703 553 557 560 rVB 1019542 1754245 77.74% 9.113%
7 8.183 596 599 604 rBB 185486 288680 12.79% 1.500%
8 8.515 624 628 631 rBY 780766 1292034 57.26% 6.712%
9 9.486 708 713 716 rBVY 606970 1143124 50.66% 5.938%
10 11.075 849 852 858 rBvY 202783 360343 15.97% 1.872%

11 13.727 1079 1084 1087 rBV 1024271 1885893 83.57% 9.797%
12 14.778 1172 1176 1185 rBV 196079 328365 14.55% 1.706%
13 15.212 1210 1214 1219 rBB 224322 380313 16.85% 1.976%
14 16.607 1332 1336 1340 rBB 15192 28387 1.26% 0.147%
15 17.110 1376 1380 1387 rBV 587238 1193676 52.90% 6.201%

16 17.750 1433 1436 1444 rBV 23347 57194 2.53% 0.297%
17 18.710 1516 1520 1527 rVB 232178 396617 17.58% 2.060%
18 18.836 1527 1531 1534 rBV 20608 37514 1.66% 0.195%
19 20.470 1671 1674 1681 rBV 83465 186325 8.26% 0.968%
20 21.876 1795 1797 1804 rVvVv 17636 34277 1.52% 0.178%

21 22.082 1812 1815 1817 rBV 1331550 1646019 72.94% 8.551%
22 23.350 1921 1926 1929 rBV 338145 523439 23.20% 2.719%

23 23.693 1953 1956 1959 rBV2 14590 27734 1.23% 0.144%
24 24.013 1982 1984 1988 rVB2 27208 49088 2.18% 0.255%
25 24.368 2013 2015 2018 rVvVv 52392 74000 3.28% 0.384%
26 24.608 2034 2036 2038 rBV 30180 38994 1.73% 0.203%
27 24.790 2050 2052 2056 rVB 205879 221259 9.80% 1.149%
28 25.236 2089 2091 2100 rVB3 25043 74517 3.30% 0.387%
29 26.219 2174 2177 2182 rBv4 15849 42994 1.91% 0.223%
30 26.894 2232 2236 2244 rVB5 10413 39424 1.75% 0.205%
Sum of corrected areas: 19249705
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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: BF081668.D

1200000
7.70

1000000
5.35 7.41

800000 8.51

1.53
600000 9.49

400000 448

8.18

20000011.

e

Time--> 150 200 250 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00
Abundance TIC: BF081668.D

1200000
13.73

1000000
800000

600000 17.11

400000

11.07 14.78 15.21 18.71

200000
k 16.61 17&.75 8.84

Time--> 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50
Abundance TIC: BF081668.D
22,08

1200000

1000000

800000

600000

400000 23.35

200000

20.47

21.89 2622 26.89
e | e e ———— e S S S SR

Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 2350 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\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

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

4.48 69.65 ng 1005270 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 275 (4.480 min): BF081668.D (-271) (-) 43.10 100.00%
43 ?
59
5000
51 | a3 101 420 4.40 4.60 4.80
AR A AR A ARE RS RARAN AN REALA RS MR RARSS LS RARSI AR m/z 59.10 54.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- /L
43
5000 L LI B LA L
59 420 440 460 4.80
m/z 101.10 13.95%
”I"”I"”?%'”I"”I"”I"”I"”I§?”I??"ﬁ%"P"'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 460 480
5000 41 m/z 58.10 13.91%
31
69 87
15 51 98
mmwwwwwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e Rl Emman nu
59 420 440 460 4.80
m/z 41.10 9.05%
5000 41
68
"I”"I”"I”'jhk"P'llP"'P"'P'"P"'P"'P"'P%?§P"&4?”I IS SR U LR S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 4 unknown7.70 Concentration Rank 2

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

7.70 121.54 ng 1754250 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 557 (7.703 min): BF081668.D (-553) (-) m/z 132.10 100.00%
132
5000 68
40 5 75 104 740 7.60 7.80 8.00
..,....,....,...!,“.'.‘.‘?i!.'..?%!~.'.|,..':'.,..5.‘.7,....,.'!..,.1.1:‘3.,....,'...,... m/z 68.10 50.14%
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 LI L L L
7.40 7.60 7.80 8.00
0
31 5 Sﬁ 78 m/z 66.05 34.00%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.10 33.23%
15 28 39 52 6 77 90 104 .
mmmmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine T
132 7.40 7.60 7.80 8.00
m/z 69.10 20.52%
5000
33 44 o g7 105
s P Bes || ms |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.75 2.88 ng 57194 Phenanthrene-d10 18.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 78
3 Undecane 156 C11H24 001120-21-4 64
4 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 59
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59
Abundance Scan 1436 (17.750 min): BF081668.D (-1433) (-) m/z 57.05 100.00%
43
5000 71
85

17.40 17.60 17.80 18.00

| 99

et | W/z 43.10  82.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #73965: Hexadecane

57

5000 1

o 17.40 17.60 17.80 18.00

29 m/z 71.10 45 _.26%
| ‘L .| 99 113 127 141 155 169 183 197 226

S| B N |

o R R e e s e e
m/z--> 20 40 60 80 100 120 140 160 180

|
200 220

Abundance
43 57
RN R R SR R
17.40 17.60 17.80 18.00
5000 7 m/z 41.10 41.16%
29 85

99 113 127 141 155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27118: Undecane

43 57 17.40 17.60 17.80 18.00
m/z 85.10 28 .55%

5000 71

29
N ‘h o ) 99 1183127 156

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18.00

85
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.47 9.40 ng 186325 Phenanthrene-d10 18.71
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 53
4 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 50
5 Heptanoic acid 130 C7H1402 000111-14-8 43
Abundance Scan 1674 (20.470 min): BF081668.D (-1671) (-) m/z 43.10 100.00%
60 45
5000
|5 wus| 2s | 0% 2040 2060 050
| ..| | | .|||| L. :HS | 143 157 171 185 | m/z : 60 '00 : 85. 63%
R R I S S S S SRS AR - -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 783
5000 43 IR AR BB A B
20.20 20.40 20.60 20.80
29 85 129 143 m/z 55.10 83.20%
‘ | ‘ 97 115 ‘ 1575 180
T P e D e ..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
' 20.20 20.40 20.60 20.80
5000 41 m/z 73.10 80.29%
129
29
18 87 jo1 115 143 o 172
m/z--> 25 45 65 éo 160 150 150 160 1éo 260 '
Abundance #28742: Nonanoic acid R Ea e e AR R
60 20.20 20.40 20.60 20.80
73 m/z 57.10 79.46%
5000
41
29 gg 115 129
87
||:!-8| H |||||||||||||||||||||||14:|L||1|5|8|||||||||||||||
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\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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 8 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .37 6.69 ng 74000 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 56
3 Farnesol i1somer a 222 C15H260 1000108-92-4 56
4 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
5 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 53

Abundance Scan 2015 (24.368 min): BF081668.D (-2013) (-) m/z 69.10 100.00%

6o

81

5000

5

5 e —
109121 137149 145 177 101 207 n?j.go 2451;.%0 i4o4o 24;% o

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70980: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69
5000 41 81 LA L L L L L LB L L B
24.00 24.20 24.40 24.60
m/z 41.10 34.04%

29 55 109121 137
\‘ 1L \‘\ H\ Ly \H Wil H‘ 149161 179 191 204 222

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

:

Abundance
69
A mma s
24.00 24.20 24.40 24.60
5000 m/z 95.10 15.45%
1 i \A/\_/\/—\’\/V\/\j\/—\/\’\/\/\f/\/\/\
95
27 55 109 124137 15 165177 103 208
L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70961: Farnesol isomer a R e EEaE L
69 24.00 24.20 24.40 24.60
m/z 68.10 13.07%
5000 41 81
55 9
U0l L 1121 136147 161 179101 204 222
T T T T T T T T T A mma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 24, 00 24 20 24 40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.61 3.52 ng 38994 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 Hexacosane 366 C26H54 000630-01-3 64
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
4 Nonacosane 408 C29H60 000630-03-5 53
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 53
Abundance Scan 2036 (24.608 min): BF081668.D (-2034) (-) m/z 57.10 100.00%
i W
5000
85
111 141163 207 2420 24.40 2460 24,80 25.00
- Y 'I‘ML"""".|'........,....,....,...., m/z 43.10 54 _36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57
5000 AR AR A A
85 24 20 24 40 24. 60 24. 80 25 00
m/z 71.10 47 .39%
290 M1}3‘1ﬂ1 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 250 360 350 460 '
Abundance
57
24:20 24.40 24.60 24.80 25.00
5000 a5 m/z 85.10 30.68%
113
29 141 169 197 225 253 295 366 \/\\,/\JJLJWPJ\\N\]RPJ&\KPmA
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #55016: Tridecane, 6-methyl- I RREEEEEES T
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 29.90%
5000
85
29
| || 126 qg9
m/z--> % 1& ﬁo ﬁ 250 %o @ 4& ! 2nmum%wmwmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 Acetic acid, octadecyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.24 6.74 ng 74517 Perylene-d12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 52
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 49
3 17-Pentatriacontene 491 C35H70 006971-40-0 46
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 27
5 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 27
Abundance Scan 2091 (25.236 min): BF081668.D (-2089) (-) m/z 57.10 100.00%
1 J\JMKMJNAA\AMNJ\/wm
5000 83
M l]lll LR SR BRI B SURE
151 25.00 25.20 25.40 25.60
208
A e m/z 43.10 80.05%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #124064: Acetic acid, octadecyl ester
43
69 97
5000 LA UL U B
25.00 25.20 25.40 25.60
125 m/z 83.10 50.73%
15 | HH ‘H ‘\ \‘15\3 181 224252 97
m/z--> 0 50 200 2%0 300 350 400 450 '
Abundance
57
25,00 25.20 25.40 25.60
5000, o 83 m/z 55.10 50.25%
111
140 168 197
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R Bl BamaE B L
43 25.00 25.20 25.40 25.60
m/z 97.10 41.63%
5000 83
J 111
\ 1 139167196224 267292 321 462 490
m/z--> 0 50 100 1éo 200 250 300 350 400 450 ' 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 unknown26.22 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.22 3.89 ng 42994 Perylene-di12 24.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanecarboxylic acid, 3-(... 372 C22H2805 000121-29-9 27
2 1,4-Methanocycloocta[d]pyridazin... 204 C13H20N2 1000221-85-9 16
3 3,9-Dodecadiyne 162 C12H18 061827-89-2 10
4 Cyclopentanecarboxylic acid, 4-i... 208 C13H2002 1000159-44-5 9
5 1,6-Bis[methyl(trimethylene)sily... 286 C14H3002Si2 1000217-00-5 9
Abundance Scan 2177 (26.219 min): BF081668.D (-2174) (-) m/z 43.10 100.00%
a3
55
o1 105
5000 121133145
15 213
“ | ° 25.80 26.00 26.20 26.40 26.60
e ...“...ﬂ } 191 m/z 55.10 70.83%
m/z--> 20 40 100 120 140 160 180 200
Abundance #149051.: Cyclopropanecarboxylic acid, 3-(3-methoxy-2-methy...
41 91 107
133
5000 55 ULV BB
79 161 25.80 26.00 26.20 26.40 26.60
27 67 119 m/z 105.10  61.23%
O R
"'I""'I h “ ‘H.“.l“l‘l‘l“lH‘M“.‘...l‘....|....|.2.1.1.|
m/z--> 20 40 100 120 140 160 180 200
Abundance
93 107
79
41 25.80 26.00 26.20 26.40 26.60
5000 67 119 133 m/z 107.00 60.40%
161
55
147
175 189
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30622: 3,9-Dodecadiyne
105 25.80 26.00 26.20 26.40 26.60
91 m/z 91.10 53.54%
133
5000 41 67 79 119 147
..]'.Sl.‘.‘..i..‘.“ m ‘M\ .l‘.l“..M..‘.‘.l.l..lfi:.l-...l....l....l
m/z--> 20 40 60 80 100 120 140 160 180 200 25.80 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/I1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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

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 unknown26.89 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.89 3.56 ng 39424 Perylene-di12 24._.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,6-Dimethyl-2-pyrimidone 124 C6H8N20 000108-79-2 22
2 4H-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 16
3 2-Amino-4-methyl-3-pyridinol 124 C6H8N20 020348-18-9 10
4 Phenol, 3-methoxy- 124 C7H802 000150-19-6 9
5 1,4-Benzenediol, 2-methyl- 124 C7H802 000095-71-6 9
Abundance Scan 2236 (26.894 min): BF081668.D (-2232) (-) m/z 57.10 100.00%
3 57 124
29 93 W\—\‘\/\//\\/\/\/\\/\/\M/\'
5000 67 149 191
208 LU BRI BRI DU B
| " 109 26.60 26.80 27.00 27.20
S B s e m/z 124.10 98.60%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10005: 4,6-Dimethyl-2-pyrimidone
124
5000 109 LU A U S

26 60 26.80 27.00 27.20
42 m/z 43.10 91.45%

| 55 GF 82
|1 | A |
e L =
miz—-> 20 40 60 80 100 120 140 160 180 200

Abundance

96

43

26.60 26.80 27.00 27.20
5000 g 69 124 m/z 93.10 67.86%

95

81
53

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #10007: 2-Amino-4-methyl-3-pyridinol
124 26.60 26.80 27.00 27.20
m/z 79.00 63.90%
5000 95
52

27 4

M 0 O 0 A —
m/z--> 20 40 60 80 100 120 140 160 180 200 26.60 26.80 27.00 27.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091615\

Data File : BF081668.D

Acq On : 17 Sep 2015 6:03

Operator : UM/1Z

ﬁ?ggle : 63624-02 ITALE-FILL-SOURCE-5B
ALS Vial : 25 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]
2-Pentanone, 4-hy... 4.48 69.7 ng 1005270 1 8.18 288680 20.0
unknown7 .70 7.70 121.5 ng 1754250 1 8.18 288680 20.0
Hexadecane 17.75 2.9 ng 57194 4 18.71 396617 20.0
Undecanoic acid 20.47 9.4 ng 186325 4 18.71 396617 20.0
2,6,10-Dodecatrie... 24.37 6.7 ng 74000 6 24.79 221259 20.0
Hentriacontane 24 .61 3.5 ng 38994 6 24.79 221259 20.0
Acetic acid, octa... 25.24 6.7 ng 74517 6 24.79 221259 20.0
unknown26.22 26.22 3.9 ng 42994 6 24.79 221259 20.0
unknown26 .89 26.89 3.6 ng 39424 6 24.79 221259 20.0
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