LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample : H1864-02

Misc :

ALS Vial : 16 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-BF031816.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 5.007 235 238 244 rBvV 103478 134069 3.12% 0.464%
2 5.419 272 274 277 rBV 1028215 1437812 33.44%  4.976%
3 6.459 363 365 367 rBvV 1155039 986221 22.93% 3.413%
4 6.596 374 377 380 rBV 2647407 2556412 59.45% 8.848%
5 6.824 395 397 400 rBY 580054 760541 17.69% 2.632%
6 6.984 409 411 414 rVB 2489723 2555683 59.43% 8.845%
7 7.396 444 447 450 rBV 1996243 2161267 50.26% 7.480%
8 7.487 453 455 458 rBvV 40023 60841 1.41% 0.211%
9 8.116 507 510 512 rBV 1251988 1087312 25.29% 3.763%
10 9.190 601 604 607 rBVY 3086589 4300179 100.00% 14.883%

11 9.590 636 639 640 rBvV 264419 265507 6.17% 0.919%
12 9.865 661 663 666 rBY 1178441 1203811 27.99% 4.166%
13 10.299 697 701 703 rBV3 53775 75953 1.77% 0.263%
14 10.665 729 733 735 rBV2 2069158 2865962 66.65% 9.919%
15 10.768 740 742 747 rVB3 54517 126305 2.94% 0.437%

16 11.225 779 782 783 rBV 47028 69187 1.61% 0.239%
17 11.351 791 793 795 rBV 1492479 1292209 30.05% 4._472%
18 11.694 820 823 825 rBV 110152 101345 2.36% 0.351%
19 11.876 837 839 850 rvv2 176008 291669 6.78% 1.009%
20 12.585 898 901 906 rBV7 19009 60235 1.40% 0.208%

21 12.665 906 908 915 rvv 152578 195246 4._.54% 0.676%
22 12.939 929 932 934 rBV 4079937 4269739 99.29% 14.777%
23 13.522 979 983 985 rBV 63258 76597 1.78% 0.265%
24 13.831 1008 1010 1018 rBV 194548 265758 6.18% 0.920%
25 13.979 1021 1023 1026 rBV 1051770 1019324 23.70% 3.528%

26 15.397 1144 1147 1150 rBV 538645 674789 15.69% 2.335%

Sum of corrected areas: 28893973
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF032216\

BF085678.D

23 Mar 2016 00:24

UmM/sJ

H1864-02

16 Sample Multiplier: 1

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample - H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.01 3.53 ng 134069 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 238 (5.007 min): BF085678.D (-235) (-) m/z 43.05 100.00%
43
59
5000
101 e —
83 460 4.80 5.00 5.20 5.40
Ll 51, | A . 0
) R R SR AN AR RRARA RARRA RARAN AARAN LALA SALSS RS RARRY m/z 59.10 58.86%
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 59 S SRR U R
460 4.80 5.00 5.20 5.40
m/z 101.10 24 .19%
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
460 480 500 520 540
5000 M m/z 58.10 17.72%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— | B L B N B
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.51%
5000
101
71
ﬁ5 28 56 86
R s R n s Anen Eind LSy R RN LA MM RS RARAL MARE N SRR R RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample - H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2 unknown6.60 Concentration Rank 1

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

6.60 67.23 ng 2556410 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 377 (6.596 min): BF085678.D (-374) (-) m/z 132.10 100.00%
132
5000 68
6 Trrr|yprrrryrrrrr[rrrrrp[rrr
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,:.'..??...' i o b el .| M/Z 68.10 40 19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR LRSS RS AL R
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.10 32.79%
1 33 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 25.45%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 16.32%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample - H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.88 4_.51 ng 291669 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 25
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 839 (11.876 min): BF085678.D (-837) (-) m/z 73.10 100.00%
43 60 73
5000
85 129
8 115 157 171 213
143 185 11.60 11.80 12.00 12.20
o 199 1 227 2% m/z 43.10  87.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 LRI UL UL S B
nmnmnmnm
m/z 60.10 85.53%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
43 60 73
- 11,60 11.80 12.00 12.20
5000 m/z 57.10 71.89%
o 129 242
101 115 143 157171 185 199 213226
O A T R S A EREamae
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 240 2éo
Abundance #65565: Tridecanoic acid R R A,
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 69.25%
129
5000 -
143 157 214
0 |.‘l..‘i‘.‘..”l“l‘.‘l‘.‘.l A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample - H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.83 ng 195246 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 18

Abundance Scan 908 (12.665 min): BF085678.D (-906) (-) m/z 73.05 100.00%

43 73

57

5000

:

241 LENLINL B L L L L L L L L L B L L
199973227 284 12.40 12.60 12.80 13.00

m/z 43.10 85.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
)]
~
w

5000

29 12. 40 12 60 12. 80 13. 00
m/z 60.00 79.19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.10 78.27%
29 185 228

87
101115 143157171 199,14

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #37191: n-Decanoic acid B A

60 12.40 12.60 12.80 13.00
m/z 55.05 65.93%

41
5000 129
T
101115 | 143, 172

Otrrrrr it “ M o ‘H ..‘..‘..%.57..l.................,....,... I I B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample - H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 6 Trifluoroacetic acid, n-hep... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.21 ng 265758 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 1010 (13.831 min): BF085678.D (-1008) (-) m/z 57.05 100.00%
43

5000

-

125 T e T
139 13.60 13.80 14.00 14.20
154 181195 214
m/z 83.05 94 .04%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43
57

5000 R e e
13.60 13.80 14.00 14.20
111 m/z 43.10 90.10%
o LL il 125140155 182 210
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5, 83 97
e e
111 13.60 13.80 14.00 14.20
5000 m/z 55.10 88.88%
29 125
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- T

13.60 13.80 14.00 14.20
m/z 69.05 82.15%

-

97

5000

12

:

5
139153167182196210224 252 280

S e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085678.D

Acq On : 23 Mar 2016 00:24

Operator : UM/SJ

Sample : H1864-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.01 3.5 ng 134069 1 6.84 760541 20.0
unknown6 .60 6.60 67.2 ng 2556410 1 6.84 760541 20.0
n-Hexadecanoic acid 11.88 4.5 ng 291669 4 11.35 1292210 20.0
Pentadecanoic acid 12.67 3.8 ng 195246 5 13.98 1019320 20.0
Trifluoroacetic a... 13.83 5.2 ng 265758 5 13.98 1019320 20.0
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