LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/1Z

Sample - G3555-10

Misc :

ALS Vial : 14 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-BF090115.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 4.387 241 245 258 rVB 583686 1159812 58.59% 6.764%
2 4.890 287 289 292 rBV 1541003 1737184 87.76% 10.131%
3 6.022 385 388 390 rBV 1844647 1979518 100.00% 11.544%
4 6.113 394 396 399 rVB 1837974 1721752 86.98% 10.041%
5 6.342 414 416 419 rVB 377875 352361 17.80% 2.055%
6 6.502 428 430 432 rBV 1371669 1173904 59.30% 6.846%
7 6.924 464 467 469 rBV 1139565 1124172 56.79% 6.556%
8 7.633 527 529 532 rBY 519170 441425 22.30% 2.574%
9 8.719 621 624 626 rBvV 2050127 1757638 88.79% 10.250%
10 9.119 657 659 662 rBY 360389 315768 15.95% 1.841%

11 9.370 679 681 683 rvVB 476165 450326 22.75% 2.626%
12 10.159 747 750 752 rBV 1345341 1234924 62.39% 7.202%

13 10.308 761 763 767 rBV 34537 39447 1.99% 0.230%
14 10.753 795 802 803 rBvV 30094 28857 1.46% 0.168%
15 10.833 807 809 813 rBvV 352803 507853 25.66% 2.962%
16 11.416 858 860 861 rBvV 83204 82252 4.16% 0.480%
17 11.439 861 862 866 rvB 28535 39167 1.98% 0.228%

18 12.034 911 914 916 rBV 183092 155744 7.87% 0.908%
19 12.251 931 933 936 rBV 142321 145475 7.35% 0.848%
20 12.422 946 948 951 rBV 1504644 1446782 73.09% 8.437%

21 12.594 958 963 964 rBV2 14843 27084 1.37% 0.158%
22 12.685 970 971 975 rvVB2 21336 23262 1.18% 0.136%
23 13.028 995 1001 1002 rBV2 10866 20410 1.03% 0.119%

24 13.348 1026 1029 1034 rBV2 73223 122477 6.19% 0.714%
25 13.439 1034 1037 1042 rVV 299432 451791 22.82% 2.635%

26 13.668 1054 1057 1060 rVB3 11604 20785 1.05% 0.121%
27 13.965 1080 1083 1088 rVB3 14415 21179 1.07% 0.124%
28 14.422 1121 1123 1128 rBV 62088 109993 5.56% 0.641%
29 14.662 1142 1144 1146 rVB 33218 37541 1.90% 0.219%
30 14.708 1146 1148 1150 rVB 52237 57021 2.88% 0.333%
31 14.754 1150 1152 1154 rBV 292926 302079 15.26% 1.762%
32 15.817 1242 1245 1248 rVB2 22452 34654 1.75% 0.202%
33 16.137 1270 1273 1276 rBV 13762 24809 1.25% 0.145%

8270-BF090115.M Wed Sep 09 07:47:04 2015 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/1Z

Sample - G3555-10

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 17147446
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/I1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081533.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/I1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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.

4_.39 65.83 ng 1159810 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 245 (4.387 min): BF081533.D (-241) (-) m/z 43.10 100.00%
43
59
5000
101 [rrr T
4.00 4.20 4.40 4.60 4.80
el syl o 8 | 7, 59,10 56.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS R
4.00 4.20 4.40 4.60 4.80
m/z 101.10 15.10%
25 31 37 | 83 gz M
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
400 420 440 460 480
5000 41 m/z 58.10 14.71%
31
69 87
15 53 98
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R o R
59 4.00 4.20 4.40 4.60 4.80
m/z 41.10 8.73%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz> 10 20 30 40 50 60 70 80 90 100 110 | 400 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/I1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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 unknown6.11 Concentration Rank 1

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

6.11 97.73 ng 1721750 1,4-Dichlorobenzene-d4 6.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 396 (6.113 min): BF081533.D (-394) (-) m/z 132.10 100.00%
132
5000 e8
75 % ‘ 580 600 620 640
104 . . . .
..,....,....,...!,“.'.‘.‘? i Ol 87 L e M5 | "m/z 68.10 51.75%
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 AR SRS RN AR
5.80 6.00 6.20 6.40
78 m/z 66.10 35.33%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

580 6.00 620 6.40
5000 97 m/z 134.10 32.38%

70
31 4451 60

T 86 105 116
wwmmwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R ma e B
132 5.80 6.00 6.20 6.40

m/z 69.10 21.35%

5000

63
15 28 30 52 % 77 90 10 g6 |,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/I1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 3.24 ng 82252 Phenanthrene-d10 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 860 (11.416 min): BF081533.D (-858) (-) m/z 43.05 100.00%
48 60 73
5000
| g e 1 s i s e
157171 . . . .
,....','..-.| Al 143 256 m/z 60.00 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 IR SR BN SURIURN SUN
11.20 11.40 11.60 11.80
129 m/z 73.10 86.02%
85 256
Wl M‘ 8 115 | 143157171185 199 '3 227539
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
- "' 1120 11.40 11.60 11.80
5000 m/z 57.05 81.69%
242
i 98 115129143 199
157171185777 213555
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid A R RE
43 6078 11.20 11.40 11.60 11.80
m/z 55.10 75.71%
5000 - e
115 ‘ 171185 214
Lt Al »\m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/I1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.35 5.42 ng 122477 Chrysene-di12 13.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83
Abundance Scan 1029 (13.348 min): BF081533.D (-1026) (-) m/z 57.10 100.00%
57
y L Im 13.00 13.20 13.40 13.60
| ...',-.l...,....2,0.7.2.3?,....,....,....,....,...., m/z 43.10 80.72%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
5000 UL LR BN SR B
29 13.00 13.20 13.40 13.60
e m/z 55.05  74.41%
A s s
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
13.00 13.20 13.40 13.60
5000 83 m/z 83.10 47 .68%
111
139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #148859: Trichloroacetic acid, pentadecy! ester
13.00 13.20 13.40 13.60
83 m/z 97.10 44 _14%
5000
139 182210
mz-> 0 50 100 150 200 250 300 350 400 450 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090815\
Data File : BF081533.D

Acq On : 8 Sep 2015 20:52

Operator : UM/1Z

Sample - G3555-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4.39 65.8 ng 1159810 1 6.34 352361 20.0
unknown6.11 6.11 97.7 ng 1721750 1 6.34 352361 20.0
n-Hexadecanoic acid 11.42 3.2 ng 82252 4 10.83 507853 20.0
1-Docosene 13.35 5.4 ng 122477 5 13.44 451791 20.0
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