LSC Area Percent Report

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

Data File : BF090691.D

Aca On : 20 Oct 2016 19:21 Instrument :
Operator - UM/SJ BNA_F

Sample - H5343-03 ClientSampleld :
Misc - RMAB-SB02-14.5-15.0
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-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 5.057 236 238 247 rBV 618601 796917 22.55% 2.588%
2 5.480 273 275 278 rBVY 2482976 3344190 94.63% 10.861%
3 6.520 363 366 368 rBY 2611581 3534021 100.00% 11.477%
4 6.646 375 377 380 rBY 3795198 3503581 99.14% 11.379%
5 6.875 395 397 402 rBV 777417 968557 27.41% 3.146%

7.035 409 411 413 rBV 3142526 2696942 76.31% 8.759%
7.446 444 447 449 rBV 1694311 1990336 56.32% 6.464%
7.537 453 455 463 rVB 53652 114435 3.24% 0.372%
8.166 508 510 512 rBV 1474825 1321513 37.39%% 4.292%
9.240 602 604 607 rBV 3547880 3228816 91.36% 10.486%

=
QO ~NO®

11 9.640 636 639 641 rBvV 703489 752467 21.29% 2.444%
12 9.915 661 663 666 rBv 886776 1241318 35.12% 4_.031%

13 10.349 697 701 703 rBV3 38346 59955 1.70% 0.195%
14 10.578 717 721 724 rBV 19190 39924 1.13% 0.130%
15 10.703 730 732 735 rBV2 1208086 1680050 47.54% 5.456%
16 10.829 741 743 747 rVB 72940 88378 2.50% 0.287%
17 11.275 780 782 784 rBV 48621 44169 1.25% 0.143%

18 11.401 791 793 796 rBV 702391 962294 27.23% 3.125%
19 12.989 930 932 935 rBV 1995864 2496261 70.64% 8.107%
20 13.892 1009 1011 1015 rBV 83050 99802 2.82% 0.324%

21 14.052 1022 1025 1027 rBV 674891 908167 25.70% 2.949%
22 14.898 1097 1099 1102 rVB 101189 101338 2.87% 0.329%
23 15.493 1148 1151 1159 rBV 612228 817454 23.13% 2.655%

Sum of corrected areas: 30790885
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LSC Report - Integrated Chromatogram

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

Data File : BF090691.D

Aca On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF090691.D
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Library Search Compound Report

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

Data File : BF090691.D

Aca On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 16.46 ng 796917 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 238 (5.057 min): BF090691.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 BB AR NARRA RARE
4.80 5.00 5.20 5.40
Ob e Sl 360 8 | /7 59.10  56.43%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I I
59 480 500 520 5.40
m/z 101.10 15.76%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 15.21%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e B RREE
50 4.80 5.00 5.20 5.40
m/z 41.10 8.84%
5000 41
31
| © g
0 ---|-:-L5--|----|----|----|-5?--|----|----|----|---9-8|----|- L I e B R B
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 : BF090691.D

Aca On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 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 2 unknown6.65 Concentration Rank 1

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

6.65 72.35 ng 3503580 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 Xenon 132 Xe 007440-63-3 9
4 4-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 377 (6.646 min): BF090691.D (-375) (-) m/z 132.00 100.00%
132
5000 68 [\
40 _ sa ‘ 75 104 640 660 6.80 7.00
o..,....,....,...:,“...7:,....‘,3?:.'|,..'=~.,..5.‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.05 50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68
5000 53 ISR AR S SR
6.40 6.60 6.80 7.00
m/z 134.00 33.43%
0"P'“I”'W'”'P'”I”'W'“"”I”“I”'W'“'P'”I“'ﬁ?a'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
640 660 6.80 7.00
5000 m/z 66.10 31.36%
96
40
o 18 27 55 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon

132 6.40 6.60 6.80 7.00
m/z 69.10 19.53%

5000
66
‘H 124,
..,....,....,....,....,....,....,....,....,....,....,....,.... T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

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

Data File : BF090691.D

Aca On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.20 ng 99802 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1011 (13.892 min): BF090691.D (-1009) (-) m/z 57.10 100.00%
97 83
000 MJL\”/L’
111
U SRS BN UM B
. 1 ...I l 1?9.165 209 13.60 13.80 14.00 14.20 '
el e m/z 55.10 91.60%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 RN SRS BN UL B
13.60 13.80 14.00 14.20
29 125 m/z 43.10 89.82%
0 ||‘|‘|‘|1| T 1“:“‘:‘“15‘4:.||]:9‘|6|2|2‘4|.| |26‘|9||||32|0||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 U SRS DU U B
13.60 13.80 14.00 14.20
5000 m/z 83.10 85.26%
111
0 63 139 182 210
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester e
13.60 13.80 14.00 14.20
83 m/z 69.10 75.99%
29 169
oL Ll ‘ |20 | %15 2 302
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\BF102016\

Data File : BF090691.D

Aca On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 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 5 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.48 ng 101338 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 74
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 72
Abundance Scan 1099 (14.898 min): BF090691.D (-1097) (-) m/z 69.10 100.00%
69 A
5000
41 AP A BN BN
| % 121 149 14.60 14.80 15.00 15.20
ol L 717102215 282 Tn/z 81.10  47.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L B I SRR B
14.60 14.80 15.00 15.20
41 o 137 m/z 41.10 21.46%
o oyl 37 163 191 217 245 273 299 341 367 410
UL S WA UL DALY UL WAL UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 15.20
5000 m/z 95.10 13.18%
41
95 137
o 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal L
69 14.60 14.80 15.00 15.20
m/z 68.10 11.89%
5000] 41
93 137
OI‘L‘,JIJ\J, Mml do1 WP 10 27273 M6 s
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF090691.D

Acq On : 20 Oct 2016 19:21

Operator : UM/SJ

ﬁ?ggle i H5343-03 RMAB-SB02-14.5-15.0
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
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... 5.06 16.5 ng 796917 1 6.87 968557 20.0
unknown6 .65 6.65 72.3 ng 3503580 1 6.87 968557 20.0
Trifluoroacetoxy ... 13.89 2.2 ng 99802 5 14.05 908167 20.0
Supraene 14.90 2.5 ng 101338 6 15.49 817454 20.0
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