LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082029.D

Aca On : 3 Oct 2015 18:56 Instrument :

Operator : UM/1Z ?:'l\:gﬁ't:Sam ol

agmple : G3867-05 SB@&GBJ%{BZMB
isc :

ALS Vial : 49 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-BF092815.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 5.074 254 257 272 rVB 860725 1297769 46.45% 5.320%
2 5.486 290 293 295 rBVY 2076785 2429230 86.95% 9.959%
3 6.514 380 383 386 rBY 2057072 2207607 79.02% 9.051%
4 6.652 392 395 397 rBVY 2447999 2345057 83.94% 9.614%
5 6.880 414 415 418 rBV 324841 438957 15.71% 1.800%
6 7.040 427 429 432 rBV 1989913 1742151 62.36% 7.142%
7 7.452 463 465 479 rBV 1382990 1503876 53.83% 6.165%
8 8.172 525 528 530 rBV 702359 621353 22.24% 2.547%
9 9.258 620 623 625 rBY 1841370 2660274 95.22% 10.906%
10 9.646 655 657 660 rBV 557365 539563 19.31% 2.212%
11 9.932 679 682 684 rBV 870795 771937 27.63% 3.165%
12 10.355 715 719 721 rVB 30908 64145 2.30% 0.263%
13 10.721 749 751 754 rBV2 1509617 1910870 68.40% 7.834%
14 10.835 759 761 766 rVB 53488 69854 2.50% 0.286%
15 11.281 798 800 802 rBV 31081 38637 1.38% 0.158%

16 11.418 810 812 815 rBV 591392 746962 26.74% 3.062%
17 11.955 857 859 865 rBv2 126619 168115 6.02% 0.689%
18 12.835 934 936 938 rVB 128035 109549 3.92% 0.449%
19 12.904 938 942 949 rVB 52084 106902 3.83% 0.438%
20 13.018 949 0952 954 rBV 2757209 2793800 100.00% 11.454%

21 13.544 995 998 1000 rBV 80889 74306 2.66% 0.305%
22 13.921 1028 1031 1041 rBV 90921 184246 6.59% 0.755%
23 14.069 1041 1044 1056 rvVv 710303 833780 29.84% 3.418%

24 14.229 1056 1058 1062 rVB 22109 33156 1.19% 0.136%
25 14.538 1083 1085 1090 rBV2 25340 38899 1.39% 0.159%
26 14.847 1109 1112 1116 rBV 24863 29458 1.05% 0.121%
27 14.927 1116 1119 1121 rVB 28834 37983 1.36% 0.156%

28 15.532 1169 1172 1185 rBV 372723 593505 21.24% 2.433%

Sum of corrected areas: 24391941
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

Sample : 63867-05

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

SB-03-6.5-7.0-092915

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082029.D

6.65

5.49 6.51

5.07

7.04

7.45

6.88

8.17

O=—
Time-->

4.00 4.50

I
5.00 5.50 6.00 6.50

7.00 7.50

8.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082029.D
13.02

9.26

10.72

9.93

9.65 11.42

11.95

ol

10.35 0.83 11.2

14.07

13.54 13.9

14.23 14.54 14893

O+
Time-->

13.00

10.00

10.50 11.00 11.50 12.00 12.50

9.00 9.50

13.50

14.00

14.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082029.D

15.53

Ol
Time-->

19.00 19.50

18.00 18.50

17.00 17.50

15.50 16.00 16.50

20.50

20.00

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

ﬁ?ggle i G3867-05 SB-03-6.5-7.0-092915
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.07 59.13 ng 1297770 1,4-Dichlorobenzene-d4 6.89
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 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 257 (5.074 min): BF082029.D (-254) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 ———
4.80 5.00 5.20 5.40
83.1
0...,....,....,....','::..,..-!I,..??',Q...,.-...,...:,|....,. m/z 59.10 62.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L UL
59.0 480 500 520 5.40
m/z 101.10 20.83%
31.0 83.0 101.0
Ol e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 17.71%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000
41.0
29.0 101.0
o o all.s00 [] 730  86.0 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

ﬁ?ggle i G3867-05 SB-03-6.5-7.0-092915
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.65 Concentration Rank 1

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

6.65 106.85 ng 2345060 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 395 (6.652 min): BF082029.D (-392) (-) m/z 132.10 100.00%
130.1
5000 68.1
%1 1 s ek oko 6o 7h0
01 T e e m/z 68.10 41.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S U L
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.63%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 27 .88%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 L
Abundance #48639: Tranylcypromine-propiony! I SE RS S s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.07%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

ﬁ?ggle i G3867-05 SB-03-6.5-7.0-092915
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.95 4_.50 ng 168115 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Heptanoic acid 130 C7H1402 000111-14-8 11
Abundance Scan 859 (11.955 min): BF082029.D (-857) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 1291 j\\
97.0 A RS
1571 1852 2132 256.3 11,60 11.80 12,00 12.20
o} m/z 60.00 96.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 U AR AR SR AR B
nmnmnmnm
1200 2560 m/z 43.05 94 _46%
o, \ Il LT T 15201710 10402130 2370
m/z--> 25 Jo 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11'60 11.80 12.00 12.20
m/ 57.10 80.17Y%
5000 129.0 z 0
185.0 228.0
97.0
o 166.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 WJ\_JL\W
Abundance #56043: Dodecanoic acid T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 80.02%
5000
129.0
157.0 200.0
ey L ] M@L
0||‘l||‘|‘|‘||“l“‘|‘l‘:‘ \M H\ |‘=|||‘||‘i‘|||||||‘||||||‘||||||||||||||| e 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\BF100215\
Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

Sample : 63867-05

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

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 5 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1284 2.63ng 109549  Chrysene-d12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87

2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 83
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32
Abundance Scan 936 (12.835 min): BF082029.D (-934) (-) m/z 56.10 100.00%
56.1
5000
83.1 129.1 257.3 i AR e M
1571 1852 213.2 12,60 12.80 13.00 13.20
0 m/z 57.10 56.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester
56.0
5000 LIS L L L L L L L
12.60 12. 80 13.00 13 20
29.0 2570 m/z 43.05 37 .36%
‘ 83.0 0 185.0 213.0 >
o bt 1530 2000 T 1570 2650 2130 | " gag 3120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
L Ea e M
12.60 12.80 13.00 13.20
5000 m/z 41.10 36.13%
29.0
. 129.0
0 83.0 157.0 185.0 213.0 257'0281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45608: Decane, 2,2,3-trimethyl- T e
57.0 12.60 12.80 13.00 13.20
m/z 55.10 32.47%
B WAAMM
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. 00 13 20

8270-BF092815.M Mon Oct 05 18:38:41 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\
Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

Sample : 63867-05

Misc :

ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.90 2.56 ng 106902 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 91
2 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 36
4 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 36
5 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 35

Abundance Scan 942 (12.904 min): BF082029.D (-938) (-) m/z 213.10 100.00%
218.1
5000
119.1 AR AR RARRR R
43;.1 65.0 91|.1 : 1651 1951 12.60 12.80 13.00 13.20
O B e e e m/z 228.10 17.41%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 R U SRR SRR B
12.60 12.80 13.00 13.20
119.0 m/z 119.10 16.19%
650 910 165.0 |
0|"“l"“|J'“W'J“\'““i"”l"“lf'“l"“l"“l'““
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 15.27%
185.0
63.0 86.0 128.0
O o o e R L i I T o SRS,
m/z--> 25 45 eb 8b 160 150 1&0 1éo 1§0 260 250
Abundance #75014: 2H,8H—Benzo[l,2—b:5,4—b']dipyran—2—one, 8,8'dim9thy|' LI L L I L
218.0 12.60 12.80 13.00 13.20
m/z 43.10 10.02%
5000
185.0
oL.280 510 690 92.0 128.0 1570 \ 2io.o
m/z--> 25 45 65 85 160 150 1&0 1éo 1§0 260 250 12%0 12%0 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100215\

Data File : BF082029.D

Aca On : 3 Oct 2015 18:56

Operator : UM/I1Z

ﬁ?ggle i G3867-05 SB-03-6.5-7.0-092915
ALS Vial : 49 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 4.42 ng 184246 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 76
2 17-Pentatriacontene 491 C35H70 006971-40-0 74
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
4 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 72
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 68
Abundance Scan 1031 (13.921 min): BF082029.D (-1028) (-) m/z 57.10 100.00%
57.1
7.1
5000
0.2 13.60 13.80 14.00 14.20
ol m/z 43.10 74 .86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89783: 1-Octadecene
57.0
97.0
5000 SR NI R SN SUNR
13.60 13.80 14.00 14.20
‘ m/z 55.05 64 .15%
oLl 00 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 61.16%
. 1250 167.0 2100 267.0307.0 490.0
L UL AL UURLELE SARLELEL LRI UL S WU BU
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83804: 1-Decanol, 2-hexyl-
57.0 13.60 13.80 14.00 14.20
m/z 71.10 58.40%
5000
7.0
0 ‘ hd J l | 1300 2240
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&'30 4(')0 4éo ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100215\

Data File : BF082029.D

Acq On : 3 Oct 2015 18:56

Operator : UM/1Z

3?22'6 i 63867-05 SB-03-6.5-7.0-092915
ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 59.1 ng 1297770 1 6.89 438957 20.0
unknown6 .65 6.65 106.8 ng 2345060 1 6.89 438957 20.0
n-Hexadecanoic acid 11.95 4.5 ng 168115 4 11.42 746962 20.0
Hexadecanoic acid... 12.84 2.6 ng 109549 5 14.07 833780 20.0
Phenol, 4,4"-(1-m... 12.90 2.6 ng 106902 5 14.07 833780 20.0
1-Octadecene 13.92 4.4 ng 184246 5 14.07 833780 20.0
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