LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 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-BF050416_.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 4.933 247 249 256 rBvY 222577 399577 8.93% 1.015%
2 5.333 281 284 286 rBV 3726350 4340649 97.00% 11.028%
3 5.744 318 320 329 rvB2 26927 51233 1.14% 0.130%
4 6.373 372 375 377 rBV 3925985 3989973 89.17% 10.137%
5 6.487 382 385 387 rBV 4104516 4463654 99.75% 11.340%

6.705 402 404 414 rVB 1047921 1034381 23.12% 2.628%
6.865 415 418 420 rBV 3365157 3388019 75.71% 8.608%
7.276 451 454 457 rBV 2181575 2526701 56.47% 6.419%
1140589 1268281 28.34% 3.222%
9.070 608 611 614 rBV 4190231 4474808 100.00% 11.369%
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11 9.745 667 670 672 rBV 1426877 1457584 32.57% 3.703%
12 10.533 736 739 742 rBV 3152303 3190333 71.30% 8.105%
13 11.219 797 799 802 rBV 1459282 1425352 31.85% 3.621%
14 12.637 921 923 926 rBV 167017 150026 3.35% 0.381%
15 12.808 935 938 941 rBV 4120455 4314113 96.41% 10.960%

16 13.345 982 985 987 rBV 92823 105588 2.36% 0.268%
17 13.711 1015 1017 1019 rBV 56299 54300 1.21% 0.138%
18 13.848 1027 1029 1032 rBV 1204123 1249774 27 .93% 3.175%
19 14.031 1042 1045 1047 rBV 93545 108531 2.43% 0.276%
20 14.328 1069 1071 1074 rBV 125072 134994 3.02% 0.343%

21 14.625 1095 1097 1100 rBV 133824 138482 3.09% 0.352%
22 14.922 1121 1123 1126 rBV 69947 111661 2.50% 0.284%
23 15.231 1147 1150 1152 rBV 802395 982763 21.96% 2.497%

Sum of corrected areas: 39360777
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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:\HPCHEMI\BNA_F\DATA\BF050616\

BF086728.D

6 May 2016 17:11

UM/SJ

PB90268BL

3 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF050416 .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\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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.

4.93 15.45 ng 399577 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 249 (4.933 min): BF086728.D (-247) (-) m/z 43.05 100.00%
43
5000 59
101 4.60 480 500 520
Ol eSSl & L Tw/z 59.10 47.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B L R
59 4.60 4.80 5.00 5.20
m/z 101.10 12 .42%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.60 480 500 520
5000 m/z 58.10 12.07%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide A
43 460 4.80 5.00 5.20
m/z 41.05 9.64%
5000 59
73
101
0 28 37 || 51 67 79 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 unknown6.49 Concentration Rank 1

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

6.49 172.61 ng 4463650 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 385 (6.487 min): BF086728.D (-382) (-) m/z 132.10 100.00%
132
5000 68
0 54 ‘ 75 %® o4 620 6.40 6.60 6.80
Obrrprrrrprrrr e A Sl 87 LS sl Tm/z 68.10  44.49%
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 IESE NSRS RS
6.20 6.40 6.60 6.80
31 78 m/z 134.10 33.87%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
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
5000 m/z 66.05 31.30%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R E R mmaas L
132 6.20 6.40 6.60 6.80
m/z 69.05 18.85%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.64 4.80 ng 150026 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 53
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 50
3 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 47
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 46
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 923 (12.637 min): BF086728.D (-921) (-) m/z 56.10 100.00%
56
185 213 239257 12.40 12.60 12.80 13.00
Ol prrrtlrs !'.."J. B m/z 57.10 56.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 M
41 12.40 12.60 12.80 13.00
1 957 m/z 43.10 49.36%
RE h H\ e | 187 185 213 2?9 | 283 312
miz-> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
12.40 12.60 12.80 13.00
so00] 41 m/z 41.05 48.26%
73
o2 9711 157 185 213 239257 L4 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12235: Oxirane, 2,3-bis(1-methylethyl)-, trans- I  RERE RS s
56 12.40 12.60 12.80 13.00
41 m/z 55.10 37.60%
5000
73
o ‘ d 95 113128
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.33 4.32 ng 134994 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
3 Decane, l-iodo- 268 C10H211 002050-77-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 1071 (14.328 min): BF086728.D (-1069) (-) m/z 57.10 100.00%
57
5000 85
113 449 14.00 14.20 14.40 14.60
ol | A 50 e 207 269 sp7 3w a3 0" 73,350
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 UUURUUVARAR IR RS
85 14.00 14.20 14.40 14.60
m/z 71.05 54 _.78%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 38.81%
29
0 13 141 169 219 239 266 309
m/z--> 50 100 150 200 250 300 350
Abundance #98767: Decane, 1-iodo-
57 14.00 14.20 14.40 14.60
m/z 41.05 27 .37%
85
5000
29
155
Ll 27 183 268
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Eicosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.63 5.64 ng 138482 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
2 Docosane, 9-butyl- 366 C26H54 055282-14-9 90
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 1097 (14.625 min): BF086728.D (-1095) (-) m/z 57.10 100.00%

57
5000 85 A~,\J

113 14. 40 14. 60 14. 80 15. 00
141 169 207
obrrhi .M', bpay 0 7 200269 295 342 401 m/z 43.10 71.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #147095: Eicosane, 7-hexyl-
57

5000 85 R e B RO
1440 1460 14.80 15.00

m/z 71.10 56.75%

113
ol38 L T 192 o a5p 281 308 337
Sy S S 2 252 7 808 S8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

14 40 14.60 14.80 15.00

5000 85 85.10 39.93%
113
038 141160182 211 253 280 399 337 365
TR A e e B e e B L B e e e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #147098: Docosane, 11-butyl-
57 14.40 14.60 14.80 15.00

m/z 55.10 25.94%

113
3 | d 141 169 210 239 267 399 336 366

oL b T LN L L .

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.54 ng 111661 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heneicosane 296 C21H44 000629-94-7 81
Abundance Scan 1123 (14.922 min): BF086728.D (-1121) (-) m/z 57.10 100.00%
57
85
UL SRR BRI U
113 141 282 14.60 14.80 15.00 15.20
ol ,J.J. 11, A A0 207 249 FP6 327395 49 sz 43.10  69.43Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57
5000 85 LR SRR SO SR SRR
29 14.60 14.80 15. 00 15.20
m/z 71.10 49 _22%
0 “ i h H H u\ 11 141 ‘169 197 225 253 282
m/z--> 55 100 1éo 260 2éo 300 3%0 460
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 33.03%
29
0 113 141 169 210 539 266 309
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #147095: Eicosane, 7-hexyl- L B B L LR BB |
57 14.60 14.80 15.00 15.20
m/z 41.10 24 .00%
5000 85 "A\,\J\/\NA\/\
o \ I | 113‘141‘ 182 211 252 281 308 337
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 4c')o 14|60 14. 80 15. 00 15'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086728.D

Acq On : 6 May 2016 17:11

Operator : UM/SJ

Sample - PB90268BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.93 15.4 ng 399577 1 6.70 1034380 40.0
unknown6 .49 6.49 172.6 ng 4463650 1 6.70 1034380 40.0
Hexadecanoic acid... 12.64 4.8 ng 150026 5 13.85 1249770 40.0
Heptacosane 14.33 4.3 ng 134994 5 13.85 1249770 40.0
Eicosane, 7-hexyl- 14.63 5.6 ng 138482 6 15.23 982763 40.0
Eicosane 14.92 4.5 ng 111661 6 15.23 982763 40.0
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