LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 3.813 148 151 154 rVB 86414 126649 1.47% 0.199%
2 5.047 256 259 267 rVB 598109 868042 10.06% 1.364%
3 5.470 293 296 298 rBVY 3881779 3433919 39.79% 5.397%
4 6.499 384 386 388 rBVY 2657667 2159953 25.03% 3.395%
5 6.636 395 398 400 rBY 6712932 6150522 71.27% 9.666%
6 6.864 416 418 420 rBV 2241553 1824416 21.14% 2.867%
7 7.025 429 432 434 rBVY 6965603 6320162 73.23% 9.933%
8 7.436 464 468 470 rBVY 5471763 5974618 69.23% 9.390%
9 7.527 473 476 479 rBV 77551 110563 1.28% 0.174%
10 8.156 528 531 533 rBY 2296570 2463887 28.55% 3.872%

11 9.230 622 625 628 rVB 8424810 8630077 100.00% 13.563%
12 9.619 657 659 661 rBvY 161582 166761 1.93% 0.262%
13 9.905 681 684 686 rBVY 3021864 2690412 31.17% 4.228%
14 10.339 719 722 724 rBV2 152492 172225 2.00% 0.271%
15 10.556 738 741 745 rBV2 41593 87732 1.02% 0.138%

16 10.693 750 753 756 rBV 4983412 5284836 61.24% 8.306%
17 10.808 761 763 767 rVvV 98411 179208 2.08% 0.282%
18 11.265 801 803 804 rBvV 104024 118335 1.37% 0.186%
19 11.391 811 814 816 rBV 3010722 2680209 31.06% 4.212%
20 12.979 950 953 955 rBV 8146426 8267078 95.79% 12.992%

21 13.882 1030 1032 1037 rVB 187259 306100 3.55% 0.481%
22 14.019 1041 1044 1047 rBV 2259935 2384313 27.63% 3.747%
23 14.660 1097 1100 1102 rBV 149189 150153 1.74% 0.236%
24 15.448 1166 1169 1172 rBV 1320463 1705954 19.77% 2.681%
25 15.871 1203 1206 1208 rBV3 37963 92655 1.07% 0.146%

26 15.974 1211 1215 1218 rVV4 44532 110704 1.28% 0.174%
27 16.145 1227 1230 1240 rVB 351109 715890 8.30% 1.125%

28 16.328 1240 1246 1249 rBV5 38567 137367 1.59% 0.216%
29 16.671 1273 1276 1282 rBV 154242 317771 3.68% 0.499%

Sum of corrected areas: 63630511
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\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: BF084290.D
8000000
6.64 7,02
6000000 744
4000000 5.47
6.50
6.86
2000000
5.05
3.81 7.53
o= — 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: BF084290.D
8000000 9123 12.98
6000000
10.69
4000000
9.90 11.39
8.16
2000000
. ;JL 9.62 1%341054LQ§1 11.2
i A L L B e e A
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: BF084290.D
8000000
6000000
4000000
14.02
2000000
15.45
13.8 14.66 “ 151&9%%1?633 16.67
R R e R e S T T T
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 : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 9.52 ng 868042 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 259 (5.047 min): BF084290.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 U U LS IR I
51, o7 83 | 480 5.00 5.20 5.40
Obrrrprrrrprrer ey M e e m/z 59.10 59.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL IS UL
59 480 500 520 5.40
m/z 101.10 19.68%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 5.40
5000 m/z 58.00 14 _.89%
41
o 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R EAmamEaEER L S
59 480 5.00 520 5.40
m/z 41.05 9.15%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 unknown6.64 Concentration Rank 2

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

6.64 67.42 ng 6150520 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF084290.D (-395) (-) m/z 132.00 100.00%
5000 68
© s o s J "5k oko ko 700
ol g8 L MRS+ m/z 68.10 45.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U I L L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.32%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 29.66%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ama B RE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.29%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S U | R
m/z--> 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\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 4 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.57 ng 306100 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1032 (13.882 min): BF084290.D (-1030) (-) m/z 57.10 100.00%
57 g3
5000 1l vﬂfvﬁ“\mﬁdvdj\\JApV\J\V—\J
SR AN SN SUNUR B
3 139 165183 13.60 13.80 14.00 14.20
ol LA 10518%0210230 281 1 UETeT os . 63
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57 83
5000 111 LA L L L L L L L
13.60 13.80 14.00 14.20
2 - m/z 55.10 85.99%
139
ol w‘ml‘\ﬂh\ ul h\ﬂ\lm}68 194 224 — ?97- 390
m/z--> 50 200 250 300 350
Abundance
43 97
69 SR AN SN SURIUR UL
13.60 13.80 14.00 14.20
5000 m/z 83.05 83.87%
125
ol 25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester L e s B
4 13.60 13.80 14.00 14.20
69 m/z 97.10 71.58%
97
5000
‘ 125
o .J.‘.J.“ .“”.“‘.‘215‘3.. 196|2|2‘|1| N N — R R R EAE e R
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 9-Octadecenoic acid (Z)-, o... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.15 8.39 ng 715890 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z2)-. octade... 535 C36H7002 017673-49-3 91
2 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 91
3 Decvl oleate 422 C28H5402 003687-46-5 90
4 Oleic Acid 282 C18H3402 000112-80-1 74
5 17-Pentatriacontene 491 C35H70 006971-40-0 70
Abundance Scan 1230 (16.145 min): BF084290.D (-1227) (-) m/z 57.10 100.00%
g7
25 180 gpp 204 15.80 16.00 16.20 1640
Oty m/z 55.10 94 .65%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170435: 9-Octadecenoic acid (2)-, octadecyl ester
57 264
97
5000 AR A B B
15.80 16.00 16.20 16.40
29 180 222 ‘ m/z 43.10 80.92%
Ol : II‘I \I‘ | b \\ \“\ \M\ ‘H”\ ““\ \H‘u “h “\ \‘h n h‘ i h \I “?:9|7|3|2|5| | I3I7Igl4l'ol7l ||4|5|2|?9|::-| |5|3‘|4| .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 264
97 LN SRR U I
15.80 16.00 16.20 16.40
5000 m/z 69.05 58.07%
28 125 180 222
0 296325353 407435 480 517 562
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160612: Decyl oleate A e e R B
43 15.80 16.00 16.20 16.40
m/z 83.10 51.60%
264
5000 83

%

1
151180 222

0 15] || 323354 422
e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010616\
Data File : BF084290.D

Aca On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.73 ng 317771 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 94
2 9-Octadecenoic acid (2)-. octade... 535 C36H7002 017673-49-3 87
3 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 83
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 52
5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 45
Abundance Scan 1276 (16.671 min): BF084290.D (-1273) (-) m/z 57.10 100.00%
g7
5000 kw"j\/\x\f\vm/\\xxVﬁ\,/“uvﬂh~«
25 264 UL DU BN U U
180 222 16.40 16.60 16.80 17.00
Oty m/z 55.10 99.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107517: Oleic Acid
55
83
5000 LN B B SR SULA
16. 40 16 60 16. 80 17. oo
2 - 264 m/z 43.10 91.58%
o ‘ H L“ 165194222
m/z--> 6 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 264
97 R DU U LU DU
16.40 16.60 16.80 17.00
5000 m/z 69.10 77.31%
29 125 180 222
0 297326 379409 452 491 534
| R N D N D N N N e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171543: Oleic acid, eicosyl ester B A RRREE R
57 264 16.40 16.60 16.80 17.00
m/z 83.10 62.08%
5000
28 25 180 222
ol 96325353 407435 480 517 562
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010616\
Data File : BF084290.D

Acq On : 6 Jan 2016 15:35

Operator : SJ/UM

Sample : H1010-02

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 5.05 9.5 ng 868042 1 6.86 1824420 20.0
unknown6 .64 6.64 67.4 ng 6150520 1 6.86 1824420 20.0
2- Chloropropioni... 13.88 2.6 ng 306100 5 14.02 2384310 20.0
9-Octadecenoic ac... 16.15 8.4 ng 715890 6 15.45 1705950 20.0
Oleic Acid 16.67 3.7 ng 317771 6 15.45 1705950 20.0

8270-BF123115.M Thu Jan 07 15:27:44 2016 Page: 8



