LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088269.D

Aca On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample = H3660-02

Misc :

ALS Vial : 24 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-BF060716.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 1.724 11 12 63 rvB 887055 1819698 84.32% 9.412%
2 4.730 273 275 289 rBV 299542 527518 24.44% 2.728%
3 5.187 313 315 318 rBVY 1420767 1904475 88.25% 9.850%
4 5.599 349 351 356 rVB 29423 35251 1.63% 0.182%
5 6.261 407 409 412 rBV 1534762 1829928 84.79% 9.464%

6.376 417 419 421 rBV 2036159 2148568 99.56% 11.113%
6.604 437 439 441 rBvV 416736 420890 19.50% 2.177%
6.753 450 452 455 rBV 1397375 1536517 71.20% 7.947%
7.176 487 489 491 rBV 1263436 1277540 59.20% 6.608%
7.885 549 551 554 rBV 586142 591402 27.40% 3.059%

=
QO ~NO®

11 8.970 643 646 648 rBV 2319190 2158148 100.00% 11.162%
12 9.370 679 681 683 rBv 257187 215260 9.97% 1.113%
13 9.633 702 704 707 rBV 665664 634521 29.40% 3.282%
14 10.422 771 773 776 rBV 1102526 1146603 53.13% 5.930%

15 10.548 782 784 791 rVB 24199 32137 1.49% 0.166%
16 10.993 821 823 825 rBV 31915 35289 1.64% 0.183%
17 11.108 832 833 836 rBvV 399514 549568 25.46% 2.842%
18 11.416 858 860 863 rvB 26485 31076 1.44% 0.161%
19 12.696 970 972 974 rBV 1613505 1461691 67.73% 7.560%
20 13.611 1050 1052 1061 rBV 22091 62055 2.88% 0.321%

21 13.737 1061 1063 1066 rBV 352306 439415 20.36% 2.273%
22 15.108 1181 1183 1189 rBV 333526 430886 19.97% 2.229%
23 18.480 1471 1478 1483 rBV6 13449 46240 2.14% 0.239%

Sum of corrected areas: 19334676
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF062216\
: BF088269.D

: 23 Jun 2016 00:39

: UM/SJ

> H3660-02

24 Sample Multiplier: 1

C:\Database\NIST11.L
ration Parameters: LSCINT.P

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088269.D

Aca On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 25.07 ng 527518 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 275 (4.730 min): BF088269.D (-273) (-) m/z 43.10 100.00%
43
59
5000
101 UM
51 | 83 4.40 4.60 4.80 5.00
Ottt e e e e m/z 59.10 64.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 440 460 480 500
m/z 101.10 23.65%
31 83 g3 101
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 4.80 500
5000 M m/z 58.10 16.75%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one LA L L B L NN |
43 4.40 4.60 4.80 5.00
m/z 41.10 9.21%
5000
55
o 36, |62 71 8 8
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088269.D

Aca On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 3 unknown6.38 Concentration Rank 1

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

6.38 102.10 ng 2148570 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 419 (6.376 min): BF088269.D (-417) (-) m/z 132.00 100.00%
5000 o8
0 w5l B e T o0 650 ouy 650 ok
O bbb e e e e e e m/z 68.10 36.32%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AL AR SRR
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.51%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 67 m/z 66.10 23.60%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14395: 1,3,5-Trifluorobenzene R o N R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14 .94%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 6.00 6.0 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088269.D

Aca On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.82 ng 62055 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 1-Hexacosanol 382 C26H540 000506-52-5 74
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 72
4 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 59
5 3-Chloropropionic acid, hexadecy... 332 C19H37CI02 053312-70-2 53
Abundance Scan 1052 (13.611 min): BF088269.D (-1050) (-) m/z 83.10 100.00%
57
5000 1t

|| | 13.20 13.40 13.60 13.80 14.00

O———1" T B o e e e e B L B e i o o m/z 57.10 89.09%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83
13.20 13.40 13.60 13.80 14.00
18 11 m/z 69.10 86.52%
oL L1l les I ‘\‘L | 140 168 196 238 266 308 336
T I e o e o I e e e e I i e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance
43
e
13.20 13.40 13.60 13.80 14.00
5000 83 m/z 97.10 85.67%
18 111
o 65 139 168 196 224 252 278 308 336 364
T I e o e o o A L e e B e e e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
55 13.20 13.40 13.60 13.80 14.00
m/z 43.05 82.07%
83
5000
29 ' 111
ol I L 10 aem a0z 22
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088269.D

Aca On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample : H3660-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 6 unknownl18.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.48 2.15 ng 46240 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Octadecvne. 2-methvl- 264 C19H36 035354-38-2 35
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 32
3 (7a-1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 27
4 2-Methvl-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 22
5 (-)-Neoclovene-(11), dihydro- 206 C15H26 1000152-83-6 22
Abundance Scan 1478 (18.480 min): BF088269.D (-1471) (-) m/z 123.10 100.00%
81 9% ;9123
191
135 163
5000 55 209 A A
41
147 L A SLEEE mmma
| ‘ | | | ‘ | 18.20 18.40 18.60 18.80
O A m/z 96.10 99.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114286: 7-Octadecyne, 2-methyl-
67 8l o
5000
18.20 18.40 18.60 18.80
29 m/z 69.10 93.95%

137 152165 180

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 vqu»\NNW¢¢J/\&NJVKAVVW\AW
Abundance
123
208 UM
18.20 18.40 18.60 18.80
5000 m/z 95.10 87.76%
41 55 69 o7
81 109 152
27 1877 166 , . 193
180
Ot T T T T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79457: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... e e
191 18.20 18.40 18.60 18.80
95 m/z 81.00 83.77%
5000 81
55
69 121
29
148161
175 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18. 20 18 40 18. 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088269.D

Acq On : 23 Jun 2016 00:39

Operator : UM/SJ

Sample - H3660-02

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_M
Quant Title : 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 25.1 ng 527518 1 6.60 420890 20.0
unknown6 .38 6.38 102.1 ng 2148570 1 6.60 420890 20.0
n-Tetracosanol-1 13.61 2.8 ng 62055 5 13.74 439415 20.0
unknownl18.48 18.48 2.1 ng 46240 6 15.11 430886 20.0
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