LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 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-BF123115.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 3.813 148 151 155 rVvB 179048 268821 2.97% 0.396%
2 5.047 256 259 267 rVB 602227 782514 8.65% 1.154%
3 5.470 293 296 298 rBVY 4198350 3768529 41.66% 5.558%
4 6.499 384 386 389 rBY 2591732 2243015 24.79% 3.308%
5 6.636 395 398 400 rBVY 7039277 6597672 72.93% 9.731%
6 6.864 416 418 420 rBVY 2267862 1835309 20.29% 2.707%
7 7.024 429 432 434 rBV 7119445 6508183 71.94% 9.599%
8 7.436 464 468 470 rBVY 5726621 6113449 67 .58% 9.017%
9 8.156 528 531 533 rVB 2422240 2471684 27 .32% 3.645%
10 9.185 619 621 623 rBV 170564 270271 2.99% 0.399%

11 9.230 623 625 628 rVB 8346238 9046777 100.00% 13.343%
12 9.539 650 652 653 rBv 109620 106934 1.18% 0.158%
13 9.619 657 659 661 rBvY 129508 136256 1.51% 0.201%
14 9.905 682 684 687 rvB 3008197 2643644 29.22% 3.899%
15 10.339 719 722 724 rBV2 121263 170094 1.88% 0.251%

16 10.545 737 740 745 rBV3 46655 104193 1.15% 0.154%
17 10.648 747 749 750 rBV 100749 92446 1.02% 0.136%
18 10.693 750 753 756 rBV2 5029670 5967618 65.96% 8.802%
19 10.808 762 763 765 rBV 83192 135523 1.50% 0.200%
20 10.842 765 766 768 rVB 104004 95701 1.06% 0.141%

21 11.265 801 803 804 rBV 106947 124272 1.37% 0.183%
22 11.391 811 814 816 rBV 2920982 2637489 29.15% 3.890%
23 11.974 862 865 867 rBv3 123709 156666 1.73% 0.231%
24 12.979 950 953 955 rBV 7450605 7595950 83.96% 11.203%
25 13.471 993 996 998 rVB3 74619 96463 1.07% 0.142%

26 13.562 1000 1004 1007 rBvV4 56022 153127 1.69% 0.226%
27 13.848 1027 1029 1030 rVB 162099 208027 2.30% 0.307%
28 13.882 1030 1032 1035 rVB 96463 104827 1.16% 0.155%
29 14.019 1042 1044 1047 rBV 2113511 2254670 24.92% 3.325%
30 14.797 1109 1112 1116 rBV2 45391 96237 1.06% 0.142%

31 15.448 1166 1169 1172 rBV 1225435 1696953 18.76% 2.503%
32 15.871 1204 1206 1208 rVV2 113854 238429 2.64% 0.352%
33 15.974 1211 1215 1218 rVV3 99827 260181 2.88% 0.384%
34 16.031 1218 1220 1224 rVB 83452 135019 1.49% 0.199%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.157 1227 1231 1237 rBV 716036 1416941 15.66% 2.090%
36 16.328 1244 1246 1249 rBV3 54154 141893 1.57% 0.209%
37 16.465 1254 1258 1261 rVB6 53463 163314 1.81% 0.241%

38 16.534 1261 1264 1268 rVB3 55501 118489 1.31% 0.175%
39 16.671 1272 1276 1288 rVB 357507 844698 9.34% 1.246%

Sum of corrected areas: 67802278
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084293.D
8000000
6.64 7.02
6000000 7.44
5.47
4000000
6.50
6.86
2000000
5.05
3.81 |
0 I o e L e e s s ey e e e e LA s e e e e e e B A N e e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084293.D
9|23
8000000 12.98
6000000
10.69
4000000
9.90 11.39
8.16
2000000
91? 9.8462 10.34105)5]6@41 11.2 11.97 1318756
ot e e e e e e e e e e T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084293.D
8000000
6000000
4000000
14.02
2000000
15.45
16.16
1833588 14.80 151%30%} 16.38.8; /'67
O B e e e R e e e S e e e ey e e S e S R s o e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown5.05 Concentration Rank 5

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

5.05 8.53 ng 782514 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 259 (5.047 min): BF084293.D (-256) (-) m/z 43.10 100.00%
43
59
5000
1 "okt Sk 550 B0
0 ...,....,....,..?7.-,':...,??'.'.,....,....,??..,...:,|....,. m/z 59.10 59.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 U U LS IR I
4.80 5.00 5.20 5.40
29 101 m/z 101.10 19.42%
o 15 |3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 5.40
5000 5 m/z 58.00 15.06%
15 101
o 25 31 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e Emammmmy B
50 4.80 5.00 5.20 5.40
m/z 41.05 9.19%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' HRRE N S IR I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 unknown6.64 Concentration Rank 1

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

6.64 71.90 ng 6597670 1,4-Dichlorobenzene-d4 6.86
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 16
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF084293.D (-395) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 0 640 6.60 6.80 7.00
104 . . .
0 .,....,....'!'!.‘.‘.7," L 1 R - S N N [ N m/z 68.10 47.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 B A I L R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.93%
31 a4 il
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 31.31%
33 am g7 105
51 60 1078 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.40 6.60 6.80 7.00
m/z 69.10 20.77%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Decane, 1,1"-oxybis- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.81 ng 238429 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 72
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 72
3 Heptadecane 240 C17H36 000629-78-7 50
4 Nonadecane 268 C19H40 000629-92-5 50
5 Pentadecane 212 C15H32 000629-62-9 50

Abundance Scan 1206 (15.871 min): BF084293.D (-1204) (-) m/z 57.10 100.00%

57
5000
4

15.60 15.80 16.00 16.20

11127 149167 17205221237 264 284

Obrrr el m/z 43.10 59.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116748: Decane, 1,1'-oxybis-
57
5000 4 LA L L L L LN
15 60 15. 80 16. OO 16. 20
m/z 55.10 54 _57%
0 15‘
.upuqu.v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R EEE SRR R RS SR S
15.60 15.80 16.00 16.20
5000 41 a5 m/z 71.10 53.99%
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82606: Heptadecane AN B R RS BEaae Rt
57 15.60 15.80 16.00 16.20

m/z 85.10 39.70%

5000 85

;

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16. 20

113

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.97 3.07 ng 260181 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 74
3 6-Bromohexanoic acid. heptadecvl... 432 C23H45Br02 1000282-90-7 52
4 Cvclododecanemethanol 198 C13H260 001892-12-2 52
5 3-Hexadecene, (2)- 224 C16H32 034303-81-6 49
Abundance Scan 1215 (15.974 min): BF084293.D (-1211) (-) m/z 43.10 100.00%
15,60 15.80 16.00 16,20
0 m/z 55.10 98.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107517: Oleic Acid
55
83
5000 R B AR AR
29 15. 60 15. 80 16 00 16.20
‘ m/z 69.10 95.08%
0 ‘\ ‘\ ‘H m Amlui Hllqls 194 222243 I‘I i L o e e B
m/z--> 50 200 250 300 350 400
Abundance
43
69 NI AR SRR DU I
97 15.60 15.80 16.00 16.20
5000 m/z 57.10 78.99%
121
o 153 181 224 250 297
miz-> 50 100 150 200 250 300 350 400
Abundance #162138: 6-Bromohexanoic acid, heptadecy! ester T
69 15.60 15.80 16.00 16.20
43 m/z 97.10 68.54Y%
97 195 Av\/wﬁhﬁﬁA/\JNJKAjk\\f//\f
5000
25 238
0 ..A.L.,LM.\ Wi A4 I PBau 85 401 e V)
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084293.D

Aca On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Oleic acid, eicosyl ester Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 16.70 ng 1416940 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 94
2 9-Octadecenoic acid (2)-. octade... 535 C36H7002 017673-49-3 94
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 76
4 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 62
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 62
Abundance Scan 1231 (16.157 min): BF084293.D (-1227) (-) m/z 57.10 100.00%
g7
5000 \MJ\\f’bJ
15.80 16.00 16.20 16.40
ol m/z 55.10 92 .08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171543: Oleic acid, eicosyl ester
57 264
5000 AR B
15.80 16.00 16.20 16.40
0 MA\‘ > 96325353 407435 480 517 562
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 264
97 LN ORI RN B I
15.80 16.00 16.20 16.40
5000 m/z 69.10 62.66%
125
29 15,180 222
ol M ARRAR b by ko | PO7325 370407 452 491 534
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115443: 10-Octadecenoic acid, methyl ester A o R
55 15.80 16.00 16.20 16.40
m/z 97.10 52 .84%
B w/\/\/\/JL\AA_/
0 e o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084293.D

Acq On : 6 Jan 2016 16:57

Operator : SJ/UM

Sample : H1010-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
unknown5 .05 5.05 8.5 ng 782514 1 6.86 1835310 20.0
unknown6 .64 6.64 71.9 ng 6597670 1 6.86 1835310 20.0
Decane, 1,1"-oxybis- 15.87 2.8 ng 238429 6 15.45 1696950 20.0
Oleic Acid 15.97 3.1 ng 260181 6 15.45 1696950 20.0
Oleic acid, eicos... 16.16 16.7 ng 1416940 6 15.45 1696950 20.0
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