LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 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-BF073015.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 2.155 3 6 9 rBvV 56694 78476 1.78% 0.206%
2 4_.396 200 202 206 rBvY 128133 179430 4._07% 0.470%
3 5.047 256 259 262 rBV 2136562 3649358 82.70% 9.561%
4 5.459 292 295 298 rBV 3574610 3800698 86.13% 9.958%
5 5.859 329 330 333 rBvY 108371 141481 3.21% 0.371%
6 6.487 382 385 387 rBvV 3888915 4412898 100.00% 11.562%
7 6.624 394 397 399 rBV 3846274 4151942 94.09% 10.878%
8 6.853 415 417 419 rBvV 1193104 976188 22.12% 2.558%
9 7.013 428 431 433 rBV 3150487 3065362 69.46% 8.031%
10 7.413 463 466 468 rBvV 2737137 2494087 56.52% 6.534%

11 8.133 527 529 531 rBV 1302543 1109906 25.15% 2.908%
12 9.208 621 623 626 rBVY 2690550 3211379 T72.77% 8.414%
13 9.608 655 658 660 rBv 795510 725755 16.45% 1.901%
14 9.882 680 682 685 rBvV 676932 851165 19.29% 2.230%
15 10.328 717 721 722 rBV2 53582 83426 1.89% 0.219%

16 10.671 748 751 754 rBV 1803405 1693691 38.38% 4._.437%
17 10.796 760 762 766 rVB 82509 101115 2.29% 0.265%

18 10.865 766 768 773 rBvV2 16809 56458 1.28% 0.148%
19 11.242 799 801 802 rBV 84200 68776 1.56% 0.180%
20 11.368 810 812 814 rBV 921061 819300 18.57% 2.147%
21 11.665 837 838 841 rVvB 54995 49887 1.13% 0.131%
22 11.894 854 858 861 rBv3 240310 377074 8.54% 0.988%
23 12.568 915 917 919 rBV2 33512 53835 1.22% 0.141%
24 12.614 919 921 925 rVB2 36640 73664 1.67% 0.193%
25 12.682 925 927 931 rBV 57312 63352 1.44% 0.166%
26 12.796 934 937 939 rBV 37325 54310 1.23% 0.142%

27 12.956 948 951 953 rVV 2475747 3228863 73.17% 8.459%
28 13.859 1023 1030 1032 rBvV4 54757 142287 3.22% 0.373%
29 13.997 1039 1042 1044 rBV 1146937 1303052 29.53% 3.414%
30 14.477 1082 1084 1086 rBV 65528 81431 1.85% 0.213%

31 14.842 1114 1116 1118 rVB 95779 99384 2.25% 0.260%
32 15.014 1128 1131 1134 rBV2 41974 106789 2.42% 0.280%
33 15.414 1163 1166 1169 rVB 551596 632995 14.34% 1.658%
34 15.871 1203 1206 1208 rBV 54811 103880 2.35% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.328 1418 1421 1423 rBV3 51380 126922 2.88% 0.333%

Sum of corrected areas: 38168616
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080799.D

5.46 646(62

3500000
7.01

3000000
7.41

2500000
5.05
2000000
1500000 8.13

1000000

500000

0.16 4.40 5.86 UL

i\
L o B e e e LN N s B s S S S B B e B By B S B

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080799.D

3500000

3000000

9.21 12.96
2500000 '

2000000 10.67

1500000 14.00

1000000 11.37
9.61 988

500000

14.48 14.865.0

O e e e e A e e et AR

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080799.D

11.89
10.33 9886 1124 1166 | 1255888

3500000
3000000
2500000
2000000
1500000
1000000 15.41

500000
15.87 18.33

O T T T T

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.40 3.68 ng 179430 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 72

Abundance Scan 202 (4.396 min): BF080799.D (-200) (-) m/z 55.10 100.00%
55
83
5000 43
98 SSSURNNI b UHN——
400 420 4.40 4.60 4.80
...,....,....,..?3|i':..‘.‘?'.|..'.,..‘?7.,...77.,.:..,....,.... m/z 83.10 77.26%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 I RN UL UL
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.05 38.28%
“\‘ 37\‘\\\ 49\‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 400 420 440 460 480
5000 43 m/z 98.10 26.50%
98
29
23 37 | 49 63 89 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)- e e
5 83 400 420 4.40 4.60 4.80
m/z 39.10 25.81%
41
5000
27 98
15 ‘ 69
"'l""'l"‘l‘l""i J"%?“Ml '|§§'M“ "??l” l"?%' T T NS RS AR A
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.05 74.77 ng 3649360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 259 (5.047 min): BF080799.D (-256) (-) m/z 43.05 100.00%
43
59
5000
101 U UL LS IR I
480 5.00 5.20 5.40
e 3l B3l eo 7783 | “m/z 59.10  57.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N RSN LIRS I
59 480 5.00 520 540
m/z 58.10 15.42%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 .58%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 480 5.00 5.20 5.40
m/z 41.10 9.30%
5000 41
31
| LT
..,..1“?.,...‘1,....‘“\...,???H‘.\....‘i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 10

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

5.86 2.90 ng 141481 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 43
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 330 (5.859 min): BF080799.D (-329) (-) m/z 43.10 100.00%
a3
73
5000
55 100 115 5.60 5.80 6.00 6.20
eSOt 8 e m/z 73.10  75.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 U R AL UL SR
5.60 5.80 6.00 6.20
m/z 41.10 10.56%
29 371/ 55 5 | 83gg 100 458115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
100 HARRE SRR RSN LSS SRR
5.60 5.80 6.00 6.20
5000 m/z 115.10 7 .40%
115
29 37 515864 8798501 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl- e e e  Rama)
30 43 7 5.60 5.80 6.00 6.20
m/z 39.10 6.85%
5000 58
15
'”I'“'I”'“M"Wlﬂ”?%”'l”"Pa”l'”'l”"P"W"”I'” U AR UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 4 unknown6.62 Concentration Rank 1

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

6.62 85.06 ng 4151940 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 397 (6.624 min): BF080799.D (-394) (-) m/z 132.10 100.00%
132
5000 68
20 54 % 620 6.40 6.60 6.80 7.00
Jrer |wsus ) m/z 68.10 43.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR A A
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.10 33.39%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 28.09%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.07%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:“l‘:‘:“l‘|8|8|‘i|1|O§||“|||H| —— ——r— — e R
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.47 ng 101115 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Pentadecane 212 C15H32 000629-62-9 80
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 762 (10.796 min): BF080799.D (-760) (-) m/z 57.10 100.00%
g7
43
5000

10.40 10.60 10.80 11.00 11.20
m/z 43.05 62.35%

99

113127141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 TT 1T TTTT TTTT TT T T TT
85 1040 10,60 10.80 11.00 11.20
29 m/z 71.10 47 .55%
| L L %9113127141155169 282
R A R o e Eaaaa Eaa e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
P T T T
71 10.40 10.60 10.80 11.00 11.20
5000 m/z 41.10 28.06%
85
29
15 99113127141155 184
wmmmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane e  EEARE EEa S
43 57 10.40 10.60 10.80 11.00 11.20
m/z 85.05 26.53%
5000 &
85
29
| L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 9.20 ng 377074 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 858 (11.894 min): BF080799.D (-854) (-) m/z 43.10 100.00%
48
6073
5000
129 045 T
143157171 192 213 11.60 11.80 12.00 12.20
S— 220 m/z 60.00 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000
11.60 11.80 12.00 12.20
m/z 73.00 78.21%
HJHWW%\Wmmmmmmm%
m/z--> 25 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
43 60 73
29 11.60 11.80 12.00 12.20
5000 m/z 57.10 76.57%
129 242
87 101115 | 143 185199
157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #46615: Undecanoic acid e e
60 7 11.60 11.80 12.00 12.20
m/z 55.10 73.94Y%
5000 43
29 129 143
101115 186
--1?.-‘-‘--‘.‘-‘--‘- | \ . \ Ml H \”,1;‘37,17,1, A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.84 3.14 ng 99384 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 80
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
32,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 72
4 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 000106-28-5 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 1116 (14.842 min): BF080799.D (-1114) (-) m/z 69.10 100.00%
69
5000 M\J\/m
41
% 121 " 14:60 14.80 15.00 15.20
149 : : : :
ol "L,".l bl | ) K9 177 204225 204 291 341 | n/z 81.10  48.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LB SIS B I S
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 28.88%
’ p b p 1 337 ] 163 101 217 245 273 209 341 367 410
m/z--> §o 100 15 200 250 300 350 400
Abundance
69
" 14:60 14.80 15.00 15.20
5000 m/z 95.10 14 .09%
4 M\/\/.\/\/\,AF’\/'\/\T‘I\/\AN\
95
115137 165 193
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... RS e e
69 14.60 14.80 15.00 15.20
m/z 93.10 11.25%
5000
41
95 137
e u 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.28 ng 103880 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tetradecane 198 C14H30 000629-59-4 92
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octacosane 394 C28H58 000630-02-4 64
Abundance Scan 1206 (15.871 min): BF080799.D (-1203) (-) m/z 57.10 100.00%
57
5000
3 121 145 171193 226 250 295313 355 15.60 15.80 16.00 16.20
A m/z 43.10 62 .56%
m/z--> 50 100 150 200 250 300 350
Abundance #99477: Nonadecane
57
5000 85 L L B UL BULLE
15 60 15. 80 16. oo 16. 20
m/z 71.10 55.98%
29 113
\‘ A ‘\ “\ Il u‘ il 141 169 197 225 268
m/z--> 50 100 1%0 260 250 300 3%0
Abundance
57
' 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 44 .62%
29
113 141 169 198
m/z--> o '55' ' "160" ' ﬁéo" "200" "250" ' 500" "3éo
Abundance #115570: Heneicosane B A RRREE R
57 15.60 15.80 16.00 16.20
m/z 55.10 21.57%
85
5000
29 113
2L R 16 07 2 g5 296
m/z--> % ﬁo 1% ﬁo 250 300 3% mmmmmmmw
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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 unknownl18.33 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 4.01 ng 126922 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Benzo[b]pyran-8-ol, 2,3,5,5,8... 222 C14H2202 097306-66-6 25
2 4-(3-Hydroxy-2,6,6-trimethylcycl... 222 C14H2202 097306-57-5 12
3 3-Methylindole-2-carboxylic acid... 207 C12H17N0O2 037945-37-2 11
4 4-Acetamido-4"-nitrodiphenylsulfide 288 C14H12N203S 007467-51-8 10
5 N,N-Dimethyl-4-nitroso-3-(trimet... 222 C11H18N20Si 017993-84-9 10
Abundance Scan 1421 (18.328 min): BF080799.D (-1418) (-) m/z 57.10 100.00%
57
207
97
5000 123
I 149 173 281
90 31 255 301 327 355 RN BN BN
3d 18.00 18.20 18.40 18.60
' m/z 43.10 93.59%
m/z--> 50 100 150 200 250 300 350
Abundance #70831: 5H-Benzo[b]pyran-8-ol, 2,3,5,5,8a-pentamethyl-6,7,...
43 207
123
5000 163 SRR LR BN BRI
18.00 18.20 18.40 18.60
e L L m/z 207.10 72.81%
189
Izﬁi ‘:“ I\H\I \HI H:“ I“H‘\I“w‘\‘l\ HU‘\ I\‘“h: “ ‘\ ——r ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 123 207
148 18.00 18.20 18.40 18.60
5000 m/z 55.10 62.76%
47 105 165 1gg
26 224
m/z--> 50 100 150 200 250 300 350
Abundance #60878: 3-Methylindole-2-carboxylic acid, 4,5,6,7-tetrahyd... R R R
207 18.00 18.20 18.40 18.60
133 m/z 97.00 55.95%
179
5000
162
77 105
‘“LSQL'JH I, ..J’ L...l.... e i SN
m/z--> 50 100 200 250 300 350 18.00 18.20 18.40 18.60

8270-BF073015.M Mon Aug 03 15:18:07 2015 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080115\
Data File : BF080799.D

Acq On : 2 Aug 2015 00:41

Operator : TP/UM

Sample : G3127-15

Misc :

ALS Vial : 85 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF073015.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]
3-Penten-2-one, 4. .. 4.40 3.7 ng 179430 1 6.85 976188 20.0
2-Pentanone, 4-hy... 5.05 74.8 ng 3649360 1 6.85 976188 20.0
2-Pentanone, 4-me... 5.86 2.9 ng 141481 1 6.85 976188 20.0
unknown6 .62 6.62 85.1 ng 4151940 1 6.85 976188 20.0
Eicosane 10.80 2.5 ng 101115 4 11.37 819300 20.0
n-Hexadecanoic acid 11.89 9.2 ng 377074 4 11.37 819300 20.0
Squalene 14.84 3.1 ng 99384 6 15.41 632995 20.0
Nonadecane 15.87 3.3 ng 103880 6 15.41 632995 20.0
unknown18.33 18.33 4.0 ng 126922 6 15.41 632995 20.0
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