LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\
Data File : BF090695.D
Aca On : 20 Oct 2016 21:09 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 19 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 5.057 236 238 248 rBV 674821 1035123 24.43% 2.933%
2 5.491 273 276 278 rBVY 2917640 4086752 96.45% 11.580%
3 6.520 363 366 368 rBY 3333667 4237044 100.00% 12.005%
4 6.646 375 377 380 rBVY 4162903 4009974 94.64% 11.362%
5 6.874 395 397 409 rBV 866526 1118054 26.39% 3.168%

6 7.034 409 411 413 rBV 3649903 3176419 74.97% 9.000%
7 7.446 444 447 449 rBV 2125446 2386685 56.33% 6.763%
8 8.166 507 510 512 rBV 1568771 1437902 33.94% 4._.074%
9 9.240 602 604 607 rBV 4127345 3857344 91.04% 10.930%
10 9.640 636 639 641 rBvV 619700 700928 16.54% 1.986%
11 9.915 661 663 666 rBvV 978406 1366782 32.26% 3.873%
12 10.349 700 701 703 rVvB 52420 61116 1.44% 0.173%
13 10.578 717 721 724 rBV 25073 49718 1.17% 0.141%

14 10.703 730 732 735 rBV2 1351546 1886413 44.52% 5.345%
15 10.829 741 743 750 rVB 93632 116856 2.76% 0.331%

16 11.275 780 782 784 rBV 58290 52264 1.23% 0.148%
17 11.400 791 793 796 rBV 754022 1032623 24.37% 2.926%
18 12.989 930 932 935 rBV 2378805 2679390 63.24% 7.592%
19 13.892 1009 1011 1018 rBV 163347 203581 4_80% 0.577%
20 14.041 1022 1024 1027 rBV 716258 909299 21.46% 2.576%

21 14.898 1097 1099 1101 rBV 59172 62874 1.48% 0.178%
22 15.492 1148 1151 1158 rBV 610791 825632 19.49% 2.339%

Sum of corrected areas: 35292773
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102016\

BF090695.D

20 Oct 2016 21:09

UmM/sJ

H5343-07

19 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L
LSCINT.P

ion Parameters:

RMAB-SB05-18.5-19.0

Abundance
4000000

3000000

2000000

1000000

TIC: BF090695.D
65

6.52
5.49

5.06

7.03

6.87

7.45

0=
Time-->

4.00

4.50

6.00

I I
5.00 5.50

Abundance
4000000

3000000

2000000

8.17

1000000

TIC: BF090695.D

10.70

9.91
11.40

11.2

A

10.3510.5 10.83

12.99

0
Time-->

12.00

11.50

10.50

11.00

10.00

12.50

13.00

13.50

Abundance
4000000

3000000

2000000

1000000 14,

3.89

TIC: BF090695.D

04 15.49

|

14.90

0
Time-->

T
14.00

18.00

17.50

17.00

16.50

15.50 16.00

14.50

15.00

18.50

19.00

8270-BF101316.

M Fri Oct 21 19:47:46 2016

Page: 2




Library Search Compound Report

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

Data File : BF090695.D

Aca On : 20 Oct 2016 21:09

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 19 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.

5.06 18.52 ng 1035120 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 238 (5.057 min): BF090695.D (-236) (-) m/z 43.10 100.00%
43
59
5000
101 IR R RN A
4.80 5.00 5.20 5.40
Obr e S0l Sl 60 8 | h77 59.10  55.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I UL UL LIS I
59 480 500 520 5.40
m/z 58.05 15.23%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 5.40
5000 m/z 101.10 15.13%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R ma T e e RS
59 4.80 5.00 5.20 5.40
m/z 41.10 8.95%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁﬁlki""i' "'I""I"'g?l""l' IEEBENARA AR AR R
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 : BF090695.D

Aca On : 20 Oct 2016 21:09

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 19 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 71.73 ng 4009970 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 377 (6.646 min): BF090695.D (-375) (-) m/z 132.00 100.00%
132
5000 68 j\
96 IRESE RAREE SRR SN R
40 5y -8 | 06 6.40 6.60 6.80 7.00
0 AN W - | A m/z 68.05 50.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2801: 2-Cyclohexen-1-one
68
5000 IERBE AR SRR SR
9% 6.40 6.60 6.80 7.00
40 m/z 134.00 33.42%
27
0= }?I'h '“WM' ??I""'?% AL AL UL AL UAL L SO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 31.67%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine

132 6.40 6.60 6.80 7.00
m/z 69.10 20.18%

97
5000
70
31 52
‘ [ T (Y 86 L 1%6 l
o—rrr—rr et e e

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\BF102016\

Data File : BF090695.D

Aca On : 20 Oct 2016 21:09

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 19 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 4 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.26 ng 116856 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 743 (10.829 min): BF090695.D (-741) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
0 ,....l,:..|,..'..,a...n',...‘.,.-..1.?.1...,.1.?.2.... oo | m/z 71.10  70.14%
m>mmmmmmmmmmmmmmmm
Abundance #83028: Hexadecane
57
5000 85 LR BN B SURLLE U
10.60 10.80 11.00 11.20
m/z 43.10 68.74%
m>m%&mmmmmmmmmm@ﬁﬁ'
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 39.65%
85
41
o025 113 141 169 197 205 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane T
57 10.60 10.80 11.00 11.20
m/z 41.10 30.60%
5000 85

LA

””“”,””ﬁ”q”h.”.”m.”.””.”.”“.”.u”.”q””“”q R B B m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11. 00 11. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090695.D

Aca On : 20 Oct 2016 21:09

Operator : UM/SJ

Sample - H5343-07

Misc :

ALS Vial : 19 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 n-Tetracosanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 4_.48 ng 203581 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1011 (13.892 min): BF090695.D (-1009) (-) m/z 57.10 100.00%
87 83
200 11 _ﬂ_JN\_vm,,_JAKAJA_N_VA\,W_
3 139 206 '13.60 13.80 14.00 14.20
(o} m/z 55.10 93.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 LR SRR BN B B
13.60 13.80 14.00 14.20
m/z 43.10 91.95%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 U SRS DU U B
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 91 .56%
125
0 26 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 A Emme et
55 83 13.60 13.80 14.00 14.20
m/z 69.10 83.05%
5000 -Nﬂf\_dy~—~ﬂ\“W~*J\Ad%M—
29
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF090695.D

Acq On : 20 Oct 2016 21:09

Operator : UM/SJ

ﬁ?ggle i H5343-07 RMAB-SB05-18.5-19.0
ALS Vial : 19 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 18.5 ng 1035120 1 6.87 1118050 20.0
unknown6 .65 6.65 71.7 ng 4009970 1 6.87 1118050 20.0
Hexadecane 10.83 2.3 ng 116856 4 11.41 1032620 20.0
n-Tetracosanol-1 13.89 4.5 ng 203581 5 14.04 909299 20.0
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