LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 919224 959479 16.33% 4 .800%
2 1.430 28 30 36 rBv 251194 659109 11.22% 3.297%
3 1.521 36 38 86 rvB 1600251 5875916 100.00% 29.397%
4 4.413 287 291 312 rBV 213011 646764 11.01% 3.236%
5 5.293 366 368 388 rBV 491869 1119430 19.05% 5.600%
6 7.579 564 568 572 rBV 601453 1051599 17.90% 5.261%
7 7.659 572 575 594 rVB 695006 1307846 22.26% 6.543%
8 8.139 614 617 623 rBB 133519 236890 4_.03% 1.185%
9 8.459 642 645 655 rBB 541408 884214 15.05% 4._.424%
10 9.442 727 731 750 rBB 435438 759277 12.92% 3.799%

11 11.031 867 870 883 rBB 167985 288566 4.91% 1.444%
12 13.682 1097 1102 1105 rBV 692097 1269939 21.61% 6.353%
13 14.734 1191 1194 1200 rBV 136551 219410 3.73% 1.098%
14 15.157 1228 1231 1236 rBV2 168774 279763 4.76% 1.400%
15 17.066 1394 1398 1407 rBB 346166 623059 10.60% 3.117%

16 18.666 1535 1538 1541 rBV 143919 252642 4 _30% 1.264%
17 18.723 1541 1543 1546 rVV 44783 78514 1.34% 0.393%
18 20.426 1689 1692 1699 rBV 41132 84176 1.43% 0.421%
19 21.363 1771 1774 1779 rVB 127275 197094 3.35% 0.986%
20 21.706 1802 1804 1810 rBV 130546 212962 3.62% 1.065%

21 22.049 1831 1834 1836 rBV 670481 835344 14.22% 4_.179%
22 23.329 1940 1946 1947 rBV3 241975 489640 8.33% 2.450%
23 23.363 1947 1949 1951 rVv2 69848 116065 1.98% 0.581%
24 23.992 2002 2004 2007 rVB 61745 83784 1.43% 0.419%
25 24.426 2040 2042 2047 rBV 115076 250349 4.26% 1.252%

26 24.586 2054 2056 2062 rBV2 78900 179830 3.06% 0.900%
27 24.678 2062 2064 2066 rBV 82440 90365 1.54% 0.452%
28 24.724 2066 2068 2070 rvVv 132392 141941 2.42% 0.710%
29 24.769 2070 2072 2076 rVvVv 198280 239118 4_.07% 1.196%
30 25.169 2104 2107 2108 rBV 67828 114478 1.95% 0.573%

31 25.249 2111 2114 2117 rVB 80718 148342 2.52% 0.742%

32 25.535 2137 2139 2143 rVB3 68667 99909 1.70% 0.500%
33 25.798 2160 2162 2166 rVB 55865 109879 1.87% 0.550%
34 26.107 2187 2189 2192 rBV2 40407 82741 1.41% 0.414%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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: 19988434
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081745.D
1500000 152
100000041.21
7.66
7.8
5.29 8.46
500000 [ 0.44
1.4
4.41
JL\B 8.14
O T T T T T T T T T T T T e T T T T T T T T T T T T T e e e e T
Time--> 150 200 250 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50
Abundance TIC: BF081745.D
1500000
1000000
13.68
500000
17.07
11.03 14.73 15.16 18.67
72
O Lo e o L e i o L LA o o o o o e B LA e o o o e e SR O R
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: BF081745.D
1500000
1000000
22.05
500000
21.3621.71
20.43
O LA B o e o o e e e L o i o o o o LA A e e s o o o
Time--> 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 2550 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 : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.21 81.01 ng 959479 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 32
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 11 (1.213 min): BF081745.D (-8) (-) m/z 73.10 100.00%
3
43
5000 55
87
37 | | &7 1.20 1.30 1.40 1.50 1.60
Y A 1 X RS PRI/ N IS A— m/z 43.10 51.79%
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 36.23%
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 .11%
45
0 29 37 53 59 65 80 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
7B 1.20 1.30 1.40 1.50 1.60
m/z 41.10 17.50%
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 : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.41 54 .60 ng 646764 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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 291 (4.413 min): BF081745.D (-287) (-) 43.05 100.00%
43 A
59
5000
101
4.00 420 4.40 4.60 4.80
O B3l 8 | | "m/z 59.10 54.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
4.00 420 4.40 4.60 4.80
m/z 101.10 13.71%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
400 420 4.40 4.60 4.80
5000 m/z 58.10 13.15%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B mam
59 400 420 440 4.60 4.80
m/z 41.10 9.17%
5000 41
31
| LT
0 "'I'}é'I"'MI""Mlh"l?%lkl'"'h""l"j'l"??I""I' [T T
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 : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 unknown7.66 Concentration Rank 2

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

7.66 110.42 ng 1307850 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 575 (7.659 min): BF081745.D (-572) (-) m/z 132.05 100.00%
132
5000 68 A
75 ¥ 740 7.60 7.80 8.00
104
0 ..,....,....,...!,“.'.‘.‘.7 " Sh. '|,..:.,..??,..I'.,.'!..,....,...., b | m/z 68.10 47.27%
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 R UL U S
7.40 7.60 7.80 8.00
70 m/z 66.10 33.44%

31 60
o o en® T o
T e T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 7.40 7.60 7.80 8.00

5000 m/z 134.10 32.64%
78
31 54 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- e R we )

132 7.40 7.60 7.80 8.00
m/z 69.10 19.17%

5000 M
63
39 52 92 104
15 27 T 1l L, 77 Il L 117 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 7 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.43 6.66 ng 84176 Phenanthrene-d10 18.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 27
5 4-Propionyloxypentadecane 284 C18H3602 1000245-63-2 14
Abundance Scan 1692 (20.426 min): BF081745.D (-1689) (-) m/z 43.10 100.00%
60 o
5000
129
5 97 RN BN BN S
115 157 171 213 20.20 20.40 20.60 20.80
o} m/z 60.00 94 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46615: Undecanoic acid
60 73
5000 43 USSR AR
mmmmmmmm
29 129 143 m/z 41.10 83.07%
‘ ‘ ‘ 115 ‘ ‘ 157 186
- A M HL..”J....,....,... e
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
43
20,20 20.40 20.60 20.80
5000 27 60 m/z 57.10 82.64%
73 102
. 87 115 129 45155 173 gg 514
m/z--> 25 Jo éo 85 160 150 110 1é0 1éo 260 '
Abundance #37190: n-Decanoic acid
60 5 20.20 20.40 20.60 20.80
41 m/z 55.05 80.19%
29
5000
o "_/\/\L\—A
0 il ‘\‘ ‘ M‘ \‘ u“‘ ‘\8‘7 :!-91 \]\-]\-5 143 155 172
m/z--> 2'0 4'0 60 8|O 1(')0 150 14'10 160 1éo 2(')0 ' 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 : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.99 3.42 ng 83784 Chrysene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 58
2 Diisoamvlene 140 C10H20 054063-09-1 50
3 Tetradecane. 1-chloro- 232 C14H29ClI 002425-54-9 49
4 Undecane 156 C11H24 001120-21-4 45
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 2004 (23.992 min): BF081745.D (-2002) (-) m/z 57.10 100.00%

:

5000

23.60 23.80 24.00 24.20 24.40

U080
m/z 43.10 73.02%

. 166180104 214278 248262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110007: Ethanol, 2-(hexadecyloxy)-

%

5000 TTTT LI L L L TT
23.60 23.80 24.00 24.20 24.40
2 111 m/z 55.10 51.57%

25141155169 196 224 255 g

04
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

70 IIIIIIIIIIIIIIIIIIIIIII
23.60 23.80 24.00 24.20 24.40
5000 97 m/z 71.10 42.45%

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77482: Tetradecane, 1-chloro- A ERmEa mEa S
3 57 23.60 23.80 24.00 24.20 24.40
91 m/z 41.10 34.42%
5000 7 \JfJKMV«N~Nj\‘/J~JJ\N/M,

29 105
oL15 “ L, ‘\ M‘1}9133147161175189203 232

.”P.“P....”P.”P.”P.”..”..”..”..”..”..”P.”P. e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 23.60 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24 .59 15.04 ng 179830 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2056 (24.586 min): BF081745.D (-2054) (-) m/z 57.10 100.00%
57
5000 85 /\Wh/b
113 141 258 24.20 24.40 24.60 24.80 25.00
o] Db e 10621623828 287 1 P30 73, 14%
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57
5000 85 LRI BRI BN AR B
24.20 24.40 24.60 24.80 25.00
29 m/z 71.10 49_28%
113
ol “ h |l 77 141 169 197 225 253 281 309 338
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 39.00%
29
. 113 141 169 197 225 253 281 309 337 365 394 HMJ\NN\’“J\VWFJ\N\A
NI N WU SRR B UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #73969: Tridecane, 7-propyl- B R e
43 24.20 24.40 24.60 24.80 25.00
m/z 55.10 28.20%
71
5000 AJVFJJ»V/“A/W/\”NAwwj\Nvﬁ\”
140
‘ } 99 183
0 "tl”‘!”'%'“ T ﬁ'l'%2§'|"' N NN DU LRI BRI BN AR B
m/z--> 50 100 150 200 250 300 350 24.20 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 : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.17 9.58 ng 114478 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Tetracosane 338 C24H50 000646-31-1 83
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 74
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2107 (25.169 min): BF081745.D (-2104) (-) m/z 57.10 100.00%
57
113 149 180 030 264 286 24.80 25.00 25.20 25.40
0 ...,...?,...|,.J..,‘.n...'-',..h,.'...,....1,‘??..,...= R tiros® | "m/z 43.10 61.73%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #64571: Pentadecane
57
5000 L B SR SURRE B B
85 24.80 25.00 2520 25.40
29 m/z 71.10 54_07%
0 | ‘ H \‘ | | 1}3 141 169 212
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
24,80 25.00 25.20 25.40
5000 85 m/z 85.10 43.86%
29

113 141 169 197 225 253 281 309 338

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55023: Tridecane, 2-methyl- e REREE
57 24.80 25.00 25.20 25.40
m/z 55.10 25.79%
5000
85
29
13 155 qg3
Ot e et e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24 80 25. OO 25. 20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 unknown25.25 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.25 12.41 ng 148342 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 40
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
3 3.7-Diisopropvl-5-methvl-1.2(4H)... 192 C12H20N2 088829-71-4 25
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 22
5 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
Abundance Scan 2114 (25.249 min): BF081745.D (-2111) (-) m/z 191.15 100.00%
191
I MLAM
5000 123
69 231
41 163 AR AR B SUNRRE B
4 1 o53 274 299 383 25.00 25.20 25.40 25.60
o} m/z 95.10 62.52%
m/z--> 50 100 150 200 250 300 350
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
50007 43 L BRI I UL B
25.00 25.20 25.40 25.60
123 149 m/z 81.10 60.41%
0.‘.‘.,““““““”“‘H ‘\\m ‘l....l....l....l....
m/z--> 50 100 150 200 250 300 350
Abundance
95 191
41 R DAL SN U B
o7 25.00 25.20 25.40 25.60
5000 m/z 177.20 49_.38%
135 274
ol hod 319 | d61, | 247248 J
m/z--> 50 100 150 200 250 300 350
Abundance #50455: 3,7- Dllsopropyl 5-methyl-1,2(4H)-diazepine R B A B
81 108 177 25.00 25.20 25.40 25.60
m/z 123.10 46.14%
53 135
ob— .J.Wl o J.L T N
m/z--> 50 100 150 200 250 300 350 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092215\
Data File : BF081745.D

Aca On : 22 Sep 2015 18:12

Operator : UM/I1Z

Sample : 6G3753-04

Misc :

ALS Vial : 5 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 unknown25.54 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.54 8.36 ng 99909 Perylene-d12 2477
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 35
2 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 30
3 Pvridol2.3-dlpvrimidine-2.4(1H.3... 191 C9H9N302 024410-21-7 27
4 Indolizine. 6-carbethoxv-7.8-dih... 191 C11H13NO2 1000131-05-8 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 25
Abundance Scan 2139 (25.535 min): BF081745.D (-2137) (-) m/z 191.20 100.00%
191
95
5000
149163 R MMM
219 245 264 289206 25.20 25.40 25.60 25.80
o} m/z 95.10 74.21%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 AR DA AR SRR
25,20 25.40 25.60 25.80
43 . 9 135 163 m/z 81.10 56.71%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95
110 25.20 25.40 25.60 25.80
5000 69 m/z 69.10 47 .44%
4 136 192
27 163177
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50003: Pyrido[2,3-d]pyrimidine-2,4(1H,3H)-dione, 1,3-dime... L
79 191 25.20 25.40 25.60 25.80

m/z 55.10 38.07%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 25 20 25 40 25. 60 25. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092215\
Data File : BF081745.D

Acq On : 22 Sep 2015 18:12

Operator : UM/1Z

Sample : G3753-04

Misc :

ALS Vial : 5 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 81.0 ng 959479 1 8.14 236890 20.0
2-Pentanone, 4-hy... 4.41 54_.6 ng 646764 1 8.14 236890 20.0
unknown? .66 7.66 110.4 ng 1307850 1 8.14 236890 20.0
Undecanoic acid 20.43 6.7 ng 84176 4 18.67 252642 20.0
Ethanol, 2-(hexad... 23.99 3.4 ng 83784 5 23.33 489640 20.0
Tetracosane 2459 15.0 ng 179830 6 24.77 239118 20.0
Pentadecane 25.17 9.6 ng 114478 6 24.77 239118 20.0
unknown25.25 25.25 12.4 ng 148342 6 24.77 239118 20.0
unknown25 .54 25.54 8.4 ng 99909 6 24.77 239118 20.0
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