LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF090816\

Data File : BF090029.D

Acg On : 8 Sep 2016 17:26 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H4704-02 5321&&§
ALS Vial : 8 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-BF083116.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 1.724 10 12 59 rVB 4481752 11982696 100.00% 19.157%
2 4.730 272 275 289 rBVY 785252 1409362 11.76% 2.253%
3 5.176 311 314 317 rBV 3403659 5246246 43.78% 8.387%
4 6.250 405 408 415 rBV 3895888 5326884 44.45% 8.516%
5 6.364 415 418 421 rVV 4249909 5045266 42.10% 8.066%

6.593 436 438 441 rBvV 783839 1101917 9.20% 1.762%
6.753 450 452 455 rBV 3734664 3883762 32.41% 6.209%
7.164 485 488 491 rBV 2176368 3393964 28.32% 5.426%
7.290 496 499 507 rVB 85806 187363 1.56% 0.300%
7.884 549 551 561 rBV 1581452 1564410 13.06% 2.501%

=
QO ~NO®

11 8.970 643 646 648 rBV 5577823 6334870 52.87% 10.128%
12 9.370 678 681 683 rBV 1699346 2118078 17.68% 3.386%
13 9.633 701 704 706 rBV 1706217 1768296 14.76% 2.827%
14 10.410 769 772 775 rBV2 2474155 3496253 29.18% 5.590%
15 10.559 783 785 789 rVB 94065 169107 1.41% 0.270%

16 11.096 830 832 835 rBV 1377423 1578018 13.17% 2.523%
17 11.656 879 881 888 rBv2 85526 125251 1.05% 0.200%
18 12.685 968 971 974 rBV 4326550 4905867 40.94% 7.843%
19 13.588 1048 1050 1056 rBV 231738 297733 2.48% 0.476%
20 13.714 1059 1061 1069 rVV 1298883 1404994 11.73% 2.246%

21 15.051 1176 1178 1183 rBV 908320 1208951 10.09% 1.933%

Sum of corrected areas: 62549288
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090816\

BF090029.D

8 Sep 2016 17:26

UM/SJ

H4704-02

8 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 25.58 ng 1409360 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 275 (4.730 min): BF090029.D (-272) (-) m/z 43.05 100.00%
a3
5000 59 A
| s o e 101 440 460 480 500
A RN RN KA AR RRARS RARRS RARLA RSN SRS LA RALAS SARAIARRS m/z 59.10 51.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 16.24%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.40 4.60 4.80 5.00
5000 41 m/z 58.10 14.75%
31
69 o
15 51 98
wﬂmﬁwﬁmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R REE R o RREEE
59 4.40 4.60 4.80 5.00
m/z 41.10 8.52%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 3 unknown6.36 Concentration Rank 2

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

6.36 91.57 ng 5045270 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 418 (6.364 min): BF090029.D (-415) (-) m/z 132.10 100.00%
5000 68
© s | % ot 650 on om0
SRS NSRS 2N N .S | N m/z 68.10  41.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR SRR AR L
6.00 6.20 6.40 6.60
m/z 134.10 32.81%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 640 660
5000 m/z 66.05 26.70%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.72%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN £ W S —
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.29 2.40 ng 187363 Naphthalene-d8 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 50
3 Urea, ethyl- 88 C3H8N20 000625-52-5 43
4 Undecanoic acid, 2-methyl-, meth... 214 C13H2602 055955-69-6 42
5 Heptanoic acid, 2,6-dimethyl-, m... 172 C10H2002 033315-72-9 38

Abundance Scan 499 (7.290 min): BF090029.D (-496) (-) m/z 73.05 100.00%
73 88
5000 41 5 L
I | | Hs 169 - 700 720 7.40 7.60
“'VHW'”” R R S SRR AR SRS LRSS LARS SRS RARAN LARSS AL m/z 88.10 84.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 U UL L L UL
41 57 7.00 7.20 7.40 7.60
116 m/z 41.10 41 _49%
”'3?”P'“I“"'"'“'P'”P'”I”'W”'W'“"”'P'“P'”I”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
88
700 720 7.40 7.60
5000 m/z 57.05 37.02%
73
45
29 | 59 113129 45 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1956: Urea, ethyl-
30 7.00 7.20 7.40 7.60
73 m/z 55.05 26 .33%
88
5000
'aWJ“' U U RS RARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 6 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.14 ng 169107 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexadecane 226 Cl16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 785 (10.559 min): BF090029.D (-783) (-) m/z 57.10 100.00%
g7
5000 g5
3 113 10.20 10.40 10.60 10.80
B 0 MR- . m/z 43.10 68.55%
m/z--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 AR AU
10,20 10.40 10.60 10.80
m/z 71.10 62.04%
40 h [ ‘\1ﬁ3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300
Abundance
57
10.20 10.40 10,60 10.80
5000 85 m/z 85.10 36.15%
29
12 13 141 169 197 205 253 296
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane R i B
57 10.20 10.40 10.60 10.80
m/z 41.10 28.68%
5000 85
29 113
| ‘ I |y )70, 141 169 197 225 253 281 309 338

T
m/z--> 50 100 150 200 250 300 10. 20 10 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.24 ng 297733 Chrysene-d12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
Abundance Scan 1050 (13.588 min): BF090029.D (-1048) (-) m/z 43.10 100.00%
i}
83
5000
13.20 13.40 13.60 13.80 14.00
Frepreeeer m/z 57.10 98.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 AR DA AR A
13.20 13.40 13.60 13.80 14.00
29 m/z 55.10 92 .59%
IIII”‘”\I‘”I ‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
a 13.20 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 76.72%
26 126 154169 191 210 238 555 295
Wrmmmwmwmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester =T T
13.20 13.40 13.60 13.80 14.00
69 m/z 97.10 72 .55%
97
5000
2 139
154 181 ppg224 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090029.D

Acq On : 8 Sep 2016 17:26

Operator : UM/SJ

Sample : H4704-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.73 25.6 ng 1409360 1 6.60 1101920 20.0
unknown6 .36 6.36 91.6 ng 5045270 1 6.60 1101920 20.0
Hexanoic acid, 2-... 7.29 2.4 ng 187363 2 7.88 1564410 20.0
Heptadecane, 2,6,... 10.56 2.1 ng 169107 4 11.10 1578020 20.0
1-Heneicosanol 13.59 4.2 ng 297733 5 13.71 1404990 20.0
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