LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\
Data File : BF090690.D
Aca On : 20 Oct 2016 18:53 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 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-BF101316.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 5.068 236 239 251 rBV 702235 1048612 22.93% 2.738%
2 5.491 273 276 278 rBVY 3987705 4573728 100.00% 11.942%
3 6.520 363 366 368 rBVY 4220947 4444250 97.17% 11.604%
4 6.646 375 377 380 rBY 3880264 4284474 93.68% 11.186%
5 6.874 395 397 400 rBV 769743 993845 21.73% 2.595%
6 6.943 402 403 409 rvB 44722 47229 1.03% 0.123%
7 7.034 409 411 414 rBV 3564643 3181494 69.56% 8.307%
8 7.446 444 447 449 rBV 2688881 2708238 59.21% 7.071%
9 7.537 453 455 462 rVB 89076 173897 3.80% 0.454%
10 8.166 507 510 512 rBVY 1631300 1424613 31.15% 3.720%

11 9.240 602 604 607 rBV 3917994 4023793 87.98% 10.506%
12 9.515 626 628 632 rBvY 57066 51994 1.14% 0.136%
13 9.640 636 639 641 rBVY 1535732 1367887 29.91% 3.571%
14 9.926 661 664 666 rBvV 889858 1256061 27.46% 3.279%
15 10.349 697 701 703 rBV3 57268 93676 2.05% 0.245%

16 10.578 718 721 724 rBV 30743 55607 1.22% 0.145%
17 10.715 730 733 735 rBv2 1770397 2275372 49.75% 5.941%
18 10.829 741 743 747 rVB 115563 132578 2.90% 0.346%
19 11.275 780 782 784 rBV 72875 66830 1.46% 0.174%
20 11.412 791 794 796 rBV 730684 979915 21.42% 2.558%

21 12.989 930 932 935 rBV 2252623 3095968 67.69% 8.083%
22 13.892 1009 1011 1017 rBV 151462 192089 4._.20% 0.502%
23 14.041 1022 1024 1027 rBV 645819 937212 20.49% 2.447%
24 14.898 1097 1099 1101 rBV 59826 67848 1.48% 0.177%
25 15.492 1148 1151 1159 rBV 596068 823386 18.00% 2.150%

Sum of corrected areas: 38300596
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

ﬁ?ggle i H5343-02 RMAB-SB01-19.5-20.0
ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090690.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

ﬁ?ggle i H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 21.10 ng 1048610 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
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 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 239 (5.068 min): BF090690.D (-236) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
o...,....,....,..??','.-...,??.'.,...‘??....,??..,...:,|....,. m/z 59.10 59.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LR LS UL UL
59 480 500 520 540
m/z 101.10 18.92%
15 31 101
o 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.57%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T e T
59 480 5.00 5.20 5.40
m/z 41.10 8.66%
5000
41
0 "'l""|"JHN"'J|J”"|??l*i""l??"l"qql' "'J""I' IRREERAREE SRS RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

ﬁ?ggle i H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 86.22 ng 4284470 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 377 (6.646 min): BF090690.D (-375) (-) m/z 132.00 100.00%
132
68 Ak
5000
20 5 % J 640 6.60 6.80 7.00
0 .':7?...],410?.1.1?...,....,....,.... m/z 68.10 53.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 LRI I LI UL I
6.40 6.60 6.80 7.00
33 105 ‘ m/z 66.05 33.27%

44 70
0 ‘ M 6\0 ‘ 50 ‘ ‘\ 115 |
L e e  LJLA  B o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
68

6.40 6.60 6.80 7.00

5000 m/z 134.00 32.86%
96
40
15 2 55 81
Ol S e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R EAamwimmw e B
57 132 6.40 660 680 700
24 m/z 69.10 20.91%
116
5000 98
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

ﬁ?ggle i H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.54 2.44 ng 173897 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
2 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 43
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 38
4 1.4-Dioxane 88 C4H802 000123-91-1 35
5 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 27

Abundance Scan 455 (7.537 min): BF090690.D (-453) (-) m/z 73.10 100.00%
3
5000 a1
Jb “ Hl)l 150 7.0 7.40 7.60 7.80
o m/z 88.00 70.16%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 L AN L L R
57 720 7.40 7.60 7.80
29 116 m/z 41.10 38.15%
0..”. ‘.“‘l“h‘l‘.“.l‘.”..]-.‘].‘].....|.... ——
m/z--> 50 100 150 200 250 300 350
Abundance
720 7.40 7.60 7.80
5000 m/z 57.10 36.25%
N UL L L L S WL \ﬁ¢v&~\~AJA\~\_~____
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester — T
4 83 7.20 7.40 7.60 7.80
m/z 55.10 23.54%
5000 7
0 M Ji..il ‘!;09 135155173 214 242 272 294313 355
LI B LI B T T T 7T T T T 7T T T T 7T T T T 7T T T T T T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v-p
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

ﬁ?ggle i H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.71 ng 132578 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 743 (10.829 min): BF090690.D (-741) (-) m/z 57.10 100.00%
57
5000 85
3 113 10.60 10.80 11.00 11.20
0 ,,I At e rae e M7z 43.10  69.29%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57
5000 85 LS BN B SURELLE U
10.60 10.80 11. 00 11. 20
29 m/z 71.10 65.58%
113
o ‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
" 10,60 10,80 11.00 11.20
5000 g5 m/z 85.10 40.64%

29
113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71393: Pentadecane e
57 10.60 10.80 11.00 11.20
m/z 41.10 30.46%
5000 85
29
ol ||, 118 141 159 212
e e e e e e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.60 10.80 11.00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090690.D

Aca On : 20 Oct 2016 18:53

Operator : UM/SJ

Sample - H5343-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 4.10 ng 192089 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1011 (13.892 min): BF090690.D (-1009) (-) m/z 57.10 100.00%
57 83
U SRS BN UM B
139 167 13.60 13.80 14.00 14.20
| S 193209 m/z 55.10 89.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 RN SRS BN UL B
13.60 13.80 14.00 14.20
125 m/z 83.10 88.16%
0 15 0 154 180196 224 9251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 U SRS DU U B
13.60 13.80 14.00 14.20
5000 m/z 69.10 85.94%
111
ol 25 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127770: 9-Eicosene, (E)- R B R B AR
13.60 13.80 14.00 14.20
m/z 43.10 82.97%
5000 /U~¢Jﬁmhdvﬂ~“k/\WNA,,VVJVV\N\
ol.2 139 168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102016\

Data File : BF090690.D

Acq On : 20 Oct 2016 18:53

Operator : UM/SJ

3?22'6 i H5343-02 RMAB-SB01-19.5-20.0
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 21.1 ng 1048610 1 6.87 993845 20.0
unknown6 .65 6.65 86.2 ng 4284470 1 6.87 993845 20.0
Hexanoic acid, 2-... 7.54 2.4 ng 173897 2 8.17 1424610 20.0
Tetracosane 10.83 2.7 ng 132578 4 11.41 979915 20.0
Trifluoroacetoxy ... 13.89 4.1 ng 192089 5 14.05 937212 20.0
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