LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 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-BF110715.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 5.001 251 255 263 rVB 2434389 3932307 46.99% 5.199%
2 5.424 289 292 295 rBV 5404922 7122345 85.11% 9.416%
3 6.464 379 383 385 rVB 6047119 8368453 100.00% 11.063%
4 6.590 391 394 396 rBY 6880599 7863580 93.97% 10.396%
5 6.819 411 414 416 rBV 1160723 1474413 17.62% 1.949%
6 6.979 425 428 430 rBY 4186184 5742417 68.62% 7.592%
7 7.379 460 463 465 rBV 4042362 4606442 55.05% 6.090%
8 8.099 524 526 529 rBVY 2028516 1901260 22.72% 2.514%
9 9.185 617 621 623 rBY 8349424 8204980 98.05% 10.847%
10 9.573 653 655 658 rBY 1509377 1249016 14.93% 1.651%

11 9.859 677 680 682 rBVY 2558589 2407528 28.77% 3.183%
12 10.648 746 749 751 rBV 5299162 5479783 65.48% 7.244%
13 10.773 758 760 765 rVB 128552 152192 1.82% 0.201%
14 11.219 797 799 801 rBV 131362 120486 1.44% 0.159%
15 11.334 807 809 812 rBV 2150373 2223783 26.57% 2.940%

16 11.882 855 857 861 rBvV 685584 690020 8.25% 0.912%
17 12.545 913 915 916 rBV 104331 85667 1.02% 0.113%
18 12.659 923 925 932 rVB2 55698 101080 1.21% 0.134%
19 12.774 932 935 937 rBV 77662 102872 1.23% 0.136%
20 12.934 946 949 951 rBV 7579472 7993998 95.53% 10.568%

21 13.837 1025 1028 1037 rBV 695147 1081242 12.92% 1.429%
22 13.974 1037 1040 1042 rBV 2159798 2087782 24.95% 2.760%
23 14.477 1081 1084 1090 rBV 49181 102533 1.23% 0.136%
24 14.831 1113 1115 1118 rVB 754235 778135 9.30% 1.029%
25 15.391 1161 1164 1167 rBV 1298023 1526927 18.25% 2.019%

26 15.905 1207 1209 1213 rBV 96431 241721 2.89% 0.320%

Sum of corrected areas: 75640962
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/IZ

Sample : G4306-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF082886.D
8000000
6.59
6000000 6.49
5.42
6.98
4000000 7.38
5.00
2000000 8.10
6.82
= ' -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: BF082886.D
8000000 918 12.03
6000000
10.65
4000000
9.86
11.33 13.97
2000000 0,57
11.88 13.8 14.83
. 1077 112 | 12656577 14.48
e e e e S e b g P e Mgl S e e
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: BF082886.D
8000000
6000000
4000000
2000000
15.39
15.91
O e e o o o oy
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

8270-BF110715.M Sat Nov 14 23:15:56 2015

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 53.34 ng 3932310 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 255 (5.001 min): BF082886.D (-251) (-) m/z 43.10 100.00%
431
59.1
5000
o 460 480 500 520 5.40
ol e00 881 | o TE9.10  60.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S L UL R R
59.0 460 480 500 520 540
m/z 101.10 19.65%
31.0 83.0 93010‘10
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.10 15.72%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R EREARRREE L
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.37%
5000 41.0
31.0
69.0 870
L s Ul el %50
miz--> 10 20 30 4'0 20 60 70 80 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2 unknown6.59 Concentration Rank 1

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

6.59 106.67 ng 7863580 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 394 (6.590 min): BF082886.D (-391) (-) m/z 132.10 100.00%
13R.1
5000 68.1
401 541 sl ‘ 620 640 6.60 6.80 7.00
0 YA 2% S N =20 R | N — m/z 68.10 47.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R U I R R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.10 34 .68%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.80%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e R A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.48%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN & S SN
m/z--> 40 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:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.88 6.21 ng 690020 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Amvl Nitrite 117 C5H11NO2 000110-46-3 35
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18
Abundance Scan 857 (11.882 min): BF082886.D (-855) (-) m/z 73.05 100.00%
431 730
5000 JA\_
129.1
or.1 LA AR SN SUNR BN
157.1 1852 2132 256.3 11.60 11.80 12.00 12.20
Obrrr i m/z 43.10 91.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R BN B BULN B
129.0 umumnmnm
97.0 m/z 60.10 83.69%
‘ 157.0 185.0
o) I— | I‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 m/z 57.10 76.71%
1290 171.0
98.0 : 214.0
ol 189 149.0
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance #83683: Pentadecanoic acid R ARAEaa R
43.0 | 730 11.60 11.80 12.00 12.20
m/z 55.10 70.00%
OFrrr s R REE=ae
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:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 10.36 ng 1081240 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1028 (13.837 min): BF082886.D (-1025) (-) m/z 57.10 100.00%

.1 83.0

5000

-

13.60 13.80 14.00 14.20
m/z 55.10 95.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63051: Cyclopentadecane
55.0

:

5000 LA L L L L L L L L
13.60 13.80 14.00 14.20
m/z 83.05 92.94Y%
139.0  182.0 210.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
PR R
13.60 13.80 14.00 14.20
5000 1110 m/z 43.10 89.08%
29.0

139.0 168.0  210.0 238.0 2660 295.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene T LB o SR s
43. 13.60 13.80 14.00 14.20

m/z 97.10 86 .55%

5000
125.0

154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .83 10.19 ng 778135 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
2 Saualene 410 C30H50 007683-64-9 86
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
1-(Phenvlthio)-3.7.11-trimethvyl-... 314 C21H30S 028413-57-2 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 1115 (14.831 min): BF082886.D (-1113) (-) m/z 69.10 100.00%
69.1
5000
1211 ' 14.60 14.80 15.00 15.20
0 .?g.Lo,ﬂ. oty A752 2312 2732 3414 | 777 81.10  53.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
5000 L UL UL UL R
14.60 14.80 15. oo 15. 20
m/z 41.10 25.10%

o 39.0, | A M H U ‘H :IrGl 01910 231.0 273.0 341.0 410.0
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

69.0

14.60 14. 80 15. 00 15.20

5000 m/z 95.10 12.97%
137.0
0[29:0 107.0 191.0 231.0 273.0 341.0 410.0
e e B A e L BN Es S
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal T T T
69.0 14. 60 14. 80 15. 00 15. 20

m/z 68.05 10.99%

5000
137.0
20 | |4 Jo9 [, 10 20 o
Ul l L | i

b e e e B e R

m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082886.D

Aca On : 10 Nov 2015 23:11

Operator : UM/I1Z

Sample : 6G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 7 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.91 3.17 ng 241721 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 62
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 49
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 43
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 43
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 38
Abundance Scan 1209 (15.905 min): BF082886.D (-1207) (-) m/z 57.10 100.00%
51.1
5000 )L«WJk_MWAA/\\wfRJ«NV]\,
52 1005 2642 1550 1560 16,00 1630
okl m/z 83.10 81.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LRI DU BN B
15.60 15.80 16.00 16.20
m/z 55.10 81.08%
. ‘ ||| 191670 2100 267.0307.0 490.0
m/z--> éo 160 1%0 260 2éo 300 3%0 460 4éo '
Abundance
43.0
15,60 15.80 16.00 16.:20
5000 83.0 m/z 43.10 77.01%
. 125.0 169.0 519, 252.0 w\/\\J\MR
miz-> 50 100 150 200 250 300 350 400 450
Abundance #65764: 2—Ethy|—l—d0decano| LI L B L B
57.0 15.60 15.80 16.00 16.20
m/z 97.10 75.71%
- l N\»/\/\MJ\/\/\/\/\\/\/\
97.0
0"'I'tJLLl'M'}§§9'P"'I""I""P"'I""I""I LR BN BN B
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111015\
Data File : BF082886.D

Acq On : 10 Nov 2015 23:11

Operator : UM/1Z

Sample - G4306-19

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.00 53.3 ng 3932310 1 6.82 1474410 20.0
unknown6 .59 6.59 106.7 ng 7863580 1 6.82 1474410 20.0
n-Hexadecanoic acid 11.88 6.2 ng 690020 4 11.33 2223780 20.0
Cyclopentadecane 13.84 10.4 ng 1081240 5 13.97 2087780 20.0
2,6,10,14,18,22-T... 14.83 10.2 ng 778135 6 15.39 1526930 20.0
17-Pentatriacontene 15.91 3.2 ng 241721 6 15.39 1526930 20.0
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