LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG051415\

Data File : BG017165.D

Acg On : 15 May 2015 7:15 Instrument :
Operator : TP/I1Z BNA_G

Sample - G2179-11 ClientSampleld :
Misc : RAV-RMW-3
ALS Vial : 27 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_G\METHODS\8270-BG051315.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 2.794 13 18 27 rBvV 241316 420635 9.55% 2.043%
2 2.876 27 32 41 rVB 581195 746609 16.95% 3.627%
3 4.821 357 363 370 rBV3 31856 50048 1.14% 0.243%
4 5.302 439 445 454 rVB 525941 756036 17.17% 3.672%
5 6.906 711 718 725 rBV 346574 532749 12.10% 2.588%

7.247 769 776 787 rBV 939972 1455085 33.04% 7.068%
7.705 845 854 861 rBvV 228623 347055 7.88% 1.686%
747974 1178130 26.75% 5.723%
8.869 1044 1052 1059 rBvV 702561 1148890 26.09% 5.581%
10.502 1321 1330 1337 rBV 297178 490564 11.14% 2.383%
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11 12.711 1701 1706 1713 rVB2 32789 50562 1.15% 0.246%
12 12.982 1744 1752 1760 rBV 1709340 2505717 56.90% 12.172%
13 14.362 1980 1987 1995 rBV2 487627 712078 16.17% 3.459%
14 15.855 2235 2241 2248 rBV 1718807 2371493 53.85% 11.520%
15 17.106 2448 2454 2462 rBV 655591 938921 21.32% 4_.561%

16 18.011 2603 2608 2614 rBV2 87045 119551 2.71% 0.581%
17 19.744 2897 2903 2908 rBV 3655515 4403504 100.00% 21.390%
18 21.002 3114 3117 3123 rBV2 93684 124466 2.83% 0.605%
19 21.213 3149 3153 3157 rBV2 40829 50973 1.16% 0.248%
20 21.290 3161 3166 3172 rVV 775182 1016051 23.07% 4._.935%

21 22.476 3364 3368 3374 rVB 132393 168791 3.83% 0.820%
22 23.557 3545 3552 3562 rVB 516532 998733 22.68% 4_.851%

Sum of corrected areas: 20586641
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017165.D
3500000

3000000
2500000
2000000
1500000

1000000 7.25
8.03 8.87

500000 e 530
2.19 6.91 771 10.50
4.8 | i \
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Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017165.D

3500000

19,74

3000000
2500000
2000000
12.98 15.85
1500000

1000000

17.11

500000 14.36

12.71 18.01
0 N A
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017165.D

3500000

3000000
2500000
2000000
1500000

1000000 21.29
23.56

500000
22.48
21.609 m1 i

O T T T T T T T T T T T T T T T T T e e

Time--> 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 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.88 43.03 ng 746609 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 27
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 23

Abundance Scan 33 (2.882 min): BG017165.D (-27) (-) m/z 73.10 100.00%
73

5000 43

-

| | 2.802.903.003.103.20 3.30
,...i,-....l,o.?.l.“]....,299...,....,....,..?5?9,...??9 m/z 43.05 43.78%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-

-

5000
43 2.802.903.003.103.20 3.30
‘ m/z 87.10 27 .38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
2.802.903.003.103.20 3.30
5000 m/z 55.05 26.72%
43
15
L B e e L e e o o L A B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.802.903.003.103.20 3.30
m/z 41.00 15.87%
5000 43
,....‘,....,....,....,....,....,....,....,....,.
m/z--> 0 50 100 150 200 250 300 350 400 450 2.802.903.003.103.203.30

8270-BG051315.M Fri May 15 11:08:58 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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-hydroxy-4-me... Concentration Rank 6

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

4.82 2.88 ng 50048 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12
3 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 4-Penten-2-one 84 C5H80 013891-87-7 9

Abundance Scan 363 (4.821 min): BG017165.D (-357) (-) m/z 43.05 100.00%
a3
5000
101 LB SARSE RARRE AR BE
440 4.60 4.80 5.00 5.20
73
e d B s 3 Tn/z 59.10  55.77%
m/z--> 50 100 150 200 250 300 350
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 URADE AR LS AR A
440 4.60 4.80 5.00 5.20
l m/z 101.00 14 .53%
15 101
"“wﬁl‘}'§%‘l"' LR UL SRR SRR
m/z--> 50 100 150 200 250 300 350
Abundance
59
440 460 480 500 520
5000 m/z 58.00 13.21%
41
102
15
m/z--> 50 100 150 200 250 300 350
Abundance #3042: 2-Propyn-1-ol, acetate
43 440 4.60 4.80 5.00 5.20
m/z 41.00 9.89%
5000
L 70 o8
m/z--> 50 100 150 200 250 300 350 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknown7.25 Concentration Rank 1

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

7.25 83.85 ng 1455090 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 776 (7.247 min): BG017165.D (-769) (-) m/z 132.00 100.00%
132
5000 68
40 96 IR SRS LI RS R
7.00 7.20 7.40 7.60
g e A% h77 68.10  46.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R ISR IR IR I
69 7.00 7.20 7.40 7.60
39 m/z 66.00 33.74%
“‘ 103
II‘l‘ﬂuln‘lwl\‘\l‘l\lh\lIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
700 7.0 7.40 7.60
5000 97 m/z 134.00 31.64%
31 10
mz-> 50 100 150 200 250 300 350 400 450
Abundance #48639: Tranylcypromine-propionyl R e
57 132 7.00 7.20 7.40 7.60
m/z 69.10 22 .64%
5000 98
b ]| 158 189
m/z--> 50 100 150 200 250 300 350 400 450 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.01 2.55 ng 119551 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 35
5 n-Decanoic acid 172 C10H2002 000334-48-5 30
Abundance Scan 2608 (18.011 min): BG017165.D (-2603) (-) m/z 73.00 100.00%
43 73
60
5000 129
17.60 17.80 18.00 18.20 18.40
m/z 43.05 91.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 R A U SRR B
129 17.60 17.80 18.00 18.20 18.40
. 213 m/z 55.00 70.72%
185
el Ll I‘M\ lem ,nm.ﬁf?.. e L.%Qg...%%??49..ﬂ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20 18.40
5000 29 129 m/z 60.00 68.41%
87 185
1001 143,171 g 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 6073 17.60 17.80 18.00 18.20 18.40
m/z 57.10 64 .89%
5000 - e
‘ 7 115 171 214
e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 3-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.00 2.45 ng 124466 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
2 1-Octadecene 252 C18H36 000112-88-9 91
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
4 1-Tricosene 322 C23H46 018835-32-0 87
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
Abundance Scan 3117 (21.002 min): BG017165.D (-3114) (-) m/z 43.05 100.00%
a3
97
5000 69
J].ZS |llll|llllllllllllll
152 193 5on 250 20.60 20.80 21.00 21.20 21.40
i ..H”L4ruudn???;u???ﬁ??ﬁ??..“4%9,..”,?%9 m/z 55.00 98.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89787: 3-Octadecene, (E)-
41 69
97
5000 LRI AL SUNIRA B
20.60 20.80 21.00 21.20 21.40
m/z 57.05 93.08%
125
i \\h | “\ 154182 224252
rerryrrrT T T T T T T T T

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
83 R L
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.05 70.19%
29 111
139 168196224252
e B s e o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57 20.60 20.80 21.00 21.20 21.40
a3 m/z 83.10 62.83%
5000
111
29
139 169 238
1y [ 21077 283

ML 0 i e S —

m/z--> 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 8 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.48 3.38 ng 168791 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 87
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240 125529-10-4 83
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 83
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3369 (22.482 min): BG017165.D (-3364) (-) m/z 69.05 100.00%
5000
137 22,20 22.40 22,60 22.80
163 191 231 267 297 327 355 410 440 /2 81.00 41 _86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000
22.20 22.40 22.60 22.80
41 m/z 41.00 30.75%
95 137
L, | 163191217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.20 22.40 22.60 22.80
5000 m/z 67.95 14 .40%
41
95 137
161 191 217 244 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 22.20 22.40 22.60 22.80
m/z 95.05 11.85%
5000
41
95 137
-l lell llull I\ll.‘l |1I6\I5I1I93|I T
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051415\
Data File : BG017165.D

Acq On : 15 May 2015 7:15

Operator : TP/1Z

Sample : G2179-11

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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... 2.88 43.0 ng 746609 1 7.71 347055 20.0
2-Pentanone, 4-hy... 4.82 2.9 ng 50048 1 7.71 347055 20.0
unknown? .25 7.25 83.8 ng 1455090 1 7.71 347055 20.0
n-Hexadecanoic acid 18.01 2.5 ng 119551 4 17.11 938921 20.0
3-Octadecene, (E)- 21.00 2.5 ng 124466 5 21.30 1016050 20.0
Squalene 22.48 3.4 ng 168791 6 23.56 998733 20.0
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