LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 height area % max. total
1 5.373 268 270 285 rBVY 716106 1063723 37.96% 6.093%
2 6.424 359 362 371 rBVY 681827 688065 24.55% 3.941%
3 6.550 371 373 376 rBvY 1785898 1794635 64.04% 10.280%
4 6.790 391 394 396 rBY 578756 597462 21.32% 3.422%
5 6.939 405 407 410 rBV 1584011 1707922 60.94% 9.783%

6 7.350 441 443 446 rBV 1045347 1431684 51.09% 8.201%
7 8.070 504 506 509 rBvV 804551 785465 28.03% 4._.499%
8 9.156 598 601 603 rBV 2625855 2802479 100.00% 16.053%
9 9.545 633 635 638 rBv 81420 83976 3.00% 0.481%
10 9.830 657 660 662 rBvV 779741 811657 28.96% 4.649%
11 10.265 694 698 699 rBv2 37814 54343 1.94% 0.311%
12 10.619 726 729 731 rBV 1438924 1482433 52.90% 8.492%
13 10.733 737 739 743 rVB 55089 59585 2.13% 0.341%
14 11.179 776 778 780 rBV 32062 33242 1.19% 0.190%
15 11.305 787 789 792 rBV 553135 754298 26.92% 4.321%
16 11.842 834 836 842 rBV2 58853 93208 3.33% 0.534%
17 12.631 902 905 912 rBV2 35520 75476 2.69% 0.432%
18 12.894 925 928 930 rBV 2280496 2007038 71.62% 11.497%
19 13.796 1005 1007 1010 rBV2 48869 72752 2.60% 0.417%

20 13.945 1018 1020 1023 rBV 562635 516857 18.44% 2.961%

21 15.362 1141 1144 1152 rVB 420291 541359 19.32% 3.101%

Sum of corrected areas: 17457659
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085936.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.55 Concentration Rank 1

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

6.55 60.08 ng 1794640 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 373 (6.550 min): BF085936.D (-371) (-) m/z 132.10 100.00%
132
5000 68
620 640 6.60 680
o} B R R m/z 68.10 44 .23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S I R L I
6.20 6.40 6.60 6.80
2 51 78 m/z 134.10 32.42%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.10 28.62%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B R
132 6.20 6.40 6.60 6.80
m/z 69.10 18.19%
117
5000
29 91
7 1R er ey )
0|'“"f'“”'Nl'”h"”'lw"”l'“ U DAL UL B S L U R I
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Lactose Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.47 ng 93208 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lactose 342 C12H22011 000063-42-3 52
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 .alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 38
4 _.alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 27
5 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 20
Abundance Scan 836 (11.842 min): BF085936.D (-834) (-) m/z 73.10 100.00%
43 go B
5000 129
143137171185 213 11.60 11.80 12.00 12.20
(o} m/z 43.10 84.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137740: Lactose
73
60
5000 LB SRS BN U S
11,60 11.80 12.00 12.20
3597 m/z 60.10 82.71%
ok 1? IMH L, \ \‘ - “I .H.‘ ‘. \l‘\l\\\l fl'fl?lﬁi Iil.f‘]-ISI |]|'6l3| "| .1.9.1. |2|0|7| ERARE R
m/z--> 80 100 120 140 160 180 200 220
Abundance
60 73
N AR BN RN I
a1 11.60 11.80 12.00 12.20
5000 129 m/z 57.10 67.01%
29 87 115
oL 15 101 143, c 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! RS e e
73 11.60 11.80 12.00 12.20
0 m/z 55.10 64 .40%
- /;/\‘/\—A/\/A\V\N
85
97
oL 18 \H W|.“‘.“..h|”‘...‘k1.%.(?..:-.“1.6..];?3.......l....l..2.3.5|. —
m/z--> 80 100 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.92 ng 75476 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 53
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Undecanoic acid 186 C11H2202 000112-37-8 32
Abundance Scan 905 (12.631 min): BF085936.D (-902) (-) m/z 73.05 100.00%
57 713
129
5000
12.40 12.60 12.80 13.00
(o} m/z 43.10 97 .99%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #65565: Tridecanoic acid
60 73
43
5000 129 LR UL UL BN L
29 a5 171 nmnmnmmm
115 214 m/z 57.10 84.86%
‘ ‘ 143 157 ‘ 185
0 I"l"‘i""'”l“l"” ‘ H“ ‘Hh “llu‘.‘..l‘..l‘.‘luul. .‘.?-.gr...“.lnuuluu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 "' 1240 1260 1280 13.00
5000 m/z 60.00 83.14%
29 85 129 157 200
o1t
oL 15 183
m/z--> 25 4b eb 85 160 150 1&0 1é0 180 260 250 250
Abundance #75071: Tetradecanoic acid e e
60 73 12.40 12.60 12.80 13.00
43 m/z 55.10 65.37%
5000 129 »Mv“N\/AAMb/MJL«A,WN/A/VrﬂrV
o7 185 228
A ,h\\...\u,w..ﬂf S [ |
m/z--> 20 40 60 100 120 140 160 180 200 220 240 12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.82 ng 72752 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 87
2 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 87
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 1-Tetracosanol 354 C24H500 000506-51-4 83
5 1-Heptadecanol 256 C17H360 001454-85-9 81
Abundance Scan 1007 (13.796 min): BF085936.D (-1005) (-) m/z 83.10 100.00%
138154 176 209 13.40 13.60 13.80 14.00 14.20
O m/z 57.05 94 .13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43
5000 83 AN UL BRI SUMILLE B
Bmmmmmmmmm
111 m/z 97.05 93.88%
o “ | | 140 168 106 224243 266 294 322
m/z--> ﬁ&&%mmmmmmmmmmmm
Abundance
55 83
13.'40 13.|60 13.|80 14.'00 14.'20
5000 m/z 55.10 88.34%
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83793: 1-Hexadecanol A REAmE EEa
13.40 13.60 13.80 14.00 14.20
m/z 43.10 87.29%
0 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 40 13 60 13. 80 14. 00 14. 20

8270-BF032416.M Sat Apr 02 02:30:19 2016 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085936.D

Acq On : 31 Mar 2016 19:21

Operator : UM/SJ

Sample : H1976-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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]
unknown6 .55 6.55 60.1 ng 1794640 1 6.79 597462 20.0
Lactose 11.84 2.5 ng 93208 4 11.32 754298 20.0
Tridecanoic acid 12.63 2.9 ng 75476 5 13.95 516857 20.0
11-Tricosene 13.80 2.8 ng 72752 5 13.95 516857 20.0
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