LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 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-BF061715_.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 5.533 212 214 217 rBVY 277099 283133 17.84% 2.143%
2 5.933 247 249 251 rBV 1220400 1124309 70.83% 8.511%
3 6.333 281 284 286 rBvY 22932 19377 1.22% 0.147%
4 6.550 301 303 307 rBvV 33663 46495 2.93% 0.352%
5 6.927 333 336 338 rBVY 1001609 1128063 71.07% 8.540%
6 7.087 348 350 352 rBV 1493866 1223960 77.11% 9.266%
7 7.133 352 354 360 rvB 21618 21011 1.32% 0.159%
8 7.327 369 371 373 rBVY 265357 351260 22.13% 2.659%
9 7.476 382 384 387 rBVY 767543 873356 55.02% 6.611%
10 7.876 417 419 421 rBVY 915827 719070 45.30% 5.443%
11 8.607 481 483 486 rBVY 405668 479960 30.24% 3.633%
12 9.156 530 531 534 rBV 17667 16926 1.07% 0.128%
13 9.556 565 566 569 rBV 23408 22287 1.40% 0.169%
14 9.693 575 578 580 rvB 1206010 1388171 87.46% 10.509%
15 10.070 609 611 614 rVB 59298 62599 3.94% 0.474%

16 10.379 636 638 641 rVB 413337 557227 35.11% 4.218%
17 11.088 698 700 703 rBV 49608 45615 2.87% 0.345%
18 11.179 705 708 710 rBV 835800 874872 55.12% 6.623%
19 11.888 767 770 772 rBV 694526 636135 40.08% 4.816%
20 13.522 911 913 916 rBV 1739774 1587259 100.00% 12.016%

21 14.528 998 1001 1008 rVB 46486 91777 5.78% 0.695%
22 14.734 1017 1019 1022 rBV 629981 704384 44.38% 5.332%
23 15.305 1066 1069 1075 rBV3 38783 84338 5.31% 0.638%
24 15.682 1100 1102 1106 rBv4 7542 18906 1.19% 0.143%
25 15.774 1108 1110 1112 rVB 15203 20863 1.31% 0.158%
26 16.105 1136 1139 1141 rBV 27385 36908 2.33% 0.279%
27 16.551 1175 1178 1181 rBV 491038 691814 43.59% 5.237%
28 17.145 1227 1230 1232 rBV 15558 29451 1.86% 0.223%
29 19.146 1402 1405 1412 rBV7 18993 70331 4_.43% 0.532%
Sum of corrected areas: 13209857
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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\BF062215\

BF080117.D

23 Jun 2015 4:23

TP/1Z

G2715-19

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF061715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 3

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

5.53 16.12 ng 283133 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 214 (5.533 min): BF080117.D (-212) (-) m/z 43.10 100.00%
43
59
5000
10 520 540 560 580
e Sl S s 88 | T 8g 10 54830
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A IR U LA
520 540 5.60 5.80
59 m/z 101.10 16.59%
21 37 | 53‘\‘ 67 77 83 91 ‘1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 m/z 58.10 15.22%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4—methy|— LI L L L BN LI
59 520 5.40 5.60 5.80
m/z 41.10 8.64%
5000 41
31
| T
"|'%§'|" jll""“l""léﬁlk‘""i' "'I""I"'g?l""l' A IR L R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 540 5.60 5.80

8270-BF061715.M Tue Jun 23 11:25:27 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 4

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

6.55 2.65 ng 46495 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 _beta.-Methoxyethoxymethyl chloride 124 C4H9CIO2 003970-21-6 40
3 Ethane, 1,2-dimethoxy- 90 C4H1002 000110-71-4 9
4 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 9
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9

Abundance Scan 303 (6.550 min): BF080117.D (-301) (-) m/z 45.10 100.00%
45
5000 59
S NARSRARAS GRS NARREE
| 75 Sﬁ 6.20 6.40 6.60 6.80
ol ) NS  SSSS SSNN | S— m/z 59.10 46.58%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8972: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 L S P L L I
6.20 6.40 6.60 6.80
31 90 m/z 58.10 21.67%
15 ‘ 75
T "|'?§WM "'??'M' ERRRRS ""I""'I""w ""}Q%"
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
45
620 640 660 680
5000 5 m/z 89.00 15.46%
15 29 89
36 51 65 73 79 95
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance #2261: Ethane, 1,2-dimethoxy- B e R
45 6.20 6.40 6.60 6.80
m/z 43.10 14 .88%
5000
29 60
90
"'P}é'ﬁ"Jﬁ"'ﬁh"ﬁ"PL"'P?§W"'W"'W"'W
m/z--> 10 20 30 40 50 60 70 8 90 100 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.09 Concentration Rank 1

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

7.09 69.69 ng 1223960 1,4-Dichlorobenzene-d4 7.33
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 350 (7.087 min): BF080117.D (-348) (-) m/z 132.10 100.00%
132
5000 68
40 | 6 680 7.00 720 7.40
54 75 104 . . . .
N — T ??...' S/ v S N m/z 68.10 41.91%
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 U LA IR R I
6.80 7.00 7.20 7.40
78 m/z 134.10 32.55%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 720 7.40
5000 m/z 66.10 25.80%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- T A e
132 6.80 7.00 7.20 7.40
m/z 69.10 16.24%
5000
63 81
3138 50 74 ‘ 88 101 1;2 |
s 3 B 40 B e 7 g 9 W0 10 1% 1% 16 680 7.00 720 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1-Hentetracontanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.61 ng 91777 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 80
3 1-Eicosanol 298 C20H420 000629-96-9 64
4 1-Docosene 308 C22H44 001599-67-3 64
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 64

Abundance Scan 1001 (14.528 min): BF080117.D (-998) (-) m/z 57.10 100.00%

14.20 14.40 14.60 14.80
,...'.,....,....,........,....,....,....,....,....,....,....,. m/z 43.10 80.56%

. N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97
5000 LA L L L L L LN |
14.20 14.40 14.60 14.80
18 m/z 55.05 75.00%
M\L d H¢\ﬂ$ 181 223 278 320 362 404 446 438518 572

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
43
R R EamEsmmaas
14.20 14.40 14.60 14.80
5000 83 m/z 83.10 71.68%
125
167 210 267 307 490
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116747: 1-Eicosanol
43 14.20 14.40 14.60 14.80
m/z 97.10 60.27%
5000
| 167 252
et ,, T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1-Hexacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.39 ng 84338 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 81
2 Cyclooctacosane 392 C28H56 000297-24-5 74
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
4 l1-Hentetracontanol 593 C41H840 040710-42-7 64
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 62
Abundance Scan 1069 (15.305 min): BF080117.D (-1066) (-) m/z 57.10 100.00%
57
83
5000 11
Iy rﬁfv 207 282 307 15.00 15.20 15.40 15.60 |
N m/z 43.10 89.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152039: 1-Hexacosanol
57
83
5000 LSRR JURRULE U B
11 15.00 15.20 15.40 15.60
29 H 130 m/z 83.10 73.53%
167 364
| L] =“-H‘. | ,‘\L‘, |2l 195 223943 266986308 390 7T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 LRI DU UL B
15.00 15.20 15.40 15.60
5000 m/z 55.10 70.85%
111
29
139 167 196 202 250 278 306 335 304 392
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester e EREEEEEEE
57 15.00 15.20 15.40 15.60
m/z 97.10 63.50%
- J\A\/\Ah/\w
111
29
L ‘ 1 J 50 168 210 288 g3
m/z--> 50 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 7 unknownl19.15 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.15 2.03 ng 70331 Perylene-d12 16 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaiol 222 C15H260 000489-86-1 27
2 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 25
3 Cyclopropanecarboxylic acid, 3-(... 360 C21H2805 000121-20-0 17
4 Tricyclo[3.1.0.0(2,4)]hexane, 3,... 192 C14H24 1000150-14-4 12
5 N-Thiobenzoylsarcosine 209 C10H11NO2S 102236-79-3 11
Abundance Scan 1405 (19.146 min): BF080117.D (-1402) (-) m/z 43.10 100.00%
43 107
145161
5000
18.80 19.00 19.20 19.40
Eaamaa Lo m/z 55.10 98.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #70938: Guaiol
161
59
5000 107 LR A SRR B
a1 81 204 18.80 19.00 19.20 19.40
133 m/z 107.10 95.75%
18 188 222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
163
18.80 19.00 19.20 19.40
5000 m/z 121.10 83.53%
g1 121
43 65 147
Wmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144912: Cyclopropanecarboxylic acid, 3-(3-methoxy-2-methy...
107 18.80 19.00 19.20 19.40
m/z 57.10 71.52%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 80 19. 00 19 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080117.D

Acq On : 23 Jun 2015 4:23

Operator : TP/1Z

Sample : G2715-19

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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... 5.53 16.1 ng 283133 1 7.33 351260 20.0
Ethanol, 2-(2-met... 6.55 2.6 ng 46495 1 7.33 351260 20.0
unknown7 .09 7.09 69.7 ng 1223960 1 7.33 351260 20.0
1-Hentetracontanol 14_.53 2.6 ng 91777 5 14.73 704384 20.0
1-Hexacosanol 15.31 2.4 ng 84338 5 14.73 704384 20.0
unknown19.15 19.15 2.0 ng 70331 6 16.55 691814 20.0
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