LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082515\

Data File : BF081206.D

Acq On : 25 Aug 2015 19:03 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?2?6 : 5340707 P003-BF004-01

ALS Vial : 10 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-BF081715_.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 3.876 168 174 183 rVB 18443 35660 1.65% 0.182%
2 4.641 238 241 253 rVB 880894 1417140 65.62% 7.237%
3 5.098 278 281 284 rBV 1778660 1839940 85.20% 9.396%
4 5.521 316 318 320 rBvV 36743 34087 1.58% 0.174%
5 6.184 372 376 378 rBV 1559869 2159520 100.00% 11.028%
6 6.299 383 386 388 rBvV 1393617 1940283 89.85% 9.909%
7 6.527 404 406 408 rBvVY 553115 458482 21.23% 2.341%
8 6.687 417 420 422 rBV 1270266 1486426 68.83% 7.591%
9 7.099 453 456 458 rBV 1350672 1298748 60.14% 6.633%
10 7.224 464 467 471 rVB 20441 28980 1.34% 0.148%

11 7.807 516 518 521 rBV 517401 531780 24.62% 2.716%
12 8.893 610 613 616 rBVY 2019431 1934247 89.57% 9.878%
13 9.293 646 648 650 rBvV 533194 420823 19.49% 2.149%
14 9.556 669 671 674 rBV 700066 601783 27.87% 3.073%
15 10.345 737 740 742 rBV 950844 1223945 56.68% 6.251%

16 10.482 750 752 758 rVB 40457 46379 2.15% 0.237%
17 10.928 789 791 792 rBV 37817 29104 1.35% 0.149%
18 11.031 797 800 802 rBV 505384 596556 27.62% 3.047%
19 11.351 826 828 831 rVB 35301 29874 1.38% 0.153%

20 11.591 846 849 853 rBvV2 75993 109666 5.08% 0.560%

21 11.671 854 856 859 rvB 28638 27857 1.29% 0.142%
22 12.619 936 939 941 rBV 1392665 1997400 92.49% 10.201%
23 13.522 1016 1018 1026 rBV2 160944 283318 13.12% 1.447%
24 13.636 1026 1028 1031 rVV 539547 537249 24.88% 2.744%

25 14.174 1070 1075 1080 rBVv4 9276 30301 1.40% 0.155%

26 14.505 1102 1104 1106 rVB 30995 29014 1.34% 0.148%

27 14.974 1142 1145 1147 rBV 296048 394522 18.27% 2.015%

28 15.431 1182 1185 1192 rBV3 17230 58297 2.70% 0.298%
Sum of corrected areas: 19581381
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081206.D
2000000
5.10
6.18
1500000
6.30 710
6.69
1000000 464
6.53 781
500000
0 3.88 5.52 | 7.22
A S T A e B e A
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081206.D
2000000 alsg
1500000 12,62
1000000 10.34
9.56
9.29 13.64
500000 1103
14.¢
13.5
L10A48 10. 11.35”@%7 14.17 1451
‘r(—rrrrr—rt——p—t Attt =
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081206.D
2000000
1500000
1000000
500000
15.43
o e T 2 B e e o A S e w2 e |
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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.

4.64 61.82 ng 1417140 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 241 (4.641 min): BF081206.D (-238) (-) m/z 43.10 100.00%
a3
59
5000
101 RN SRS SR
440 4.60 4.80 5.00
e 30l S 69 8 | hs7 59.10  57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 4.80 500
m/z 101.10 14.97%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 4.80 500
5000 m/z 58.10 14 .84%
a1 101
15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e e
59 440 4.60 4.80 5.00
m/z 41.10 8.80%
5000 41
31
| [
"'I'}é'I"'MI""MIM"IéﬁlL""'i""l""I' '??I""I' IR SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 unknown6.30 Concentration Rank 1

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

6.30 84 .64 ng 1940280 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 386 (6.299 min): BF081206.D (-383) (-) m/z 132.10 100.00%
32
5000 o8
0 w5t || 7 00 "oho 6% 40 660
e e S 8 L Al Tm/z 68.10 36.88%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 R AN R R R
6.00 6.20 6.40 6.60
0,
31384451 78 m/z 134.10 33.64%
'”'ﬂ'M\J'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 24.20%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e R e
132 6.00 6.20 6.40 6.60

m/z 96.10 14 _.16%

5000

33 44 g7 105

m e PR | L us |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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.
11.59 3.68 ng 109666 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 35
Abundance Scan 849 (11.591 min): BF081206.D (-846) (-) m/z 73.00 100.00%
43 60 7B
5000 ‘ 129
LA BAL BN SRR I
us | 157371185 213 11.20 11.40 11.60 11.80 12.00
— | ‘ i, -"||...|",-. e ] U0 | aar 296 1 TR 00 97 . 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o N
5000 AR DR S PSR
nmumnmumnm
m/z 43.05 96.72%
HJHWW%\Wmmmmmwm%
m/z--> 25 Jo 60 80 100 150 150 160 180 200 220 240 260
Abundance
60 73
43 11/20 11,40 11.60 11.80 12.00
5000 m/z 57.10 80.99%
129
29 g7 115 171 214
15 101 152 185 49
m/z--> 25 Jo éo 85 160 150 150 160 1éo 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R B i AR R
60 73 11.20 11.40 11.60 11.80 12.00
43 m/z 55.10 76.02%
5000 129
185 228
01115 | 143,171
A ‘-‘---.‘ ‘ Il T BT et it ,\”1,9?,2,1;% | NS T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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.

13.52 10.55 ng 283318 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1018 (13.522 min): BF081206.D (-1016) (-) m/z 57.10 100.00%

57
4]
5000
111
139 13.20 13.40 13.60 13.80

...,....',|..- m/z 55.10 94_44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

55

:

5000 LA L L L L L L L L L
13.20 13.40 13.60 13.80
m/z 43.10 91.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R A ARAEEEEE S
83 13.20 13.40 13.60 13.80
5000 m/z 83.10 72.28%
29 111
139154 182 209 252 280
WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene R BRI TS
11 13.20 13.40 13.60 13.80
m/z 69.10 64.57%
5000
Ll 139154 266
ARRRRARS RaY T T T AT
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/I1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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 6 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.96 ng 58297 Perylene-d12 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 72
2 1-Octadecene 252 C18H36 000112-88-9 72
3 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 72
4 1-Docosene 308 C22H44 001599-67-3 64
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 64
Abundance Scan 1185 (15.431 min): BF081206.D (-1182) (-) m/z 57.10 100.00%
g7
43
83 g7
5000 111
125 207 1520 15.40 15.60 15.80 _
e m/z 43.10 76 .19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene
43 57 7
5000 LRI AU IR BN R
15.20 15.40 15.60 15.80
29 125 m/z 55.10 76.03%
15 | 139154168182196 210204238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
8397 IR SR BN B B
15.20 15.40 15.60 15.80
5000 70 m/z 83.10 65.31%
29 111
125
139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #145525: 2- Bromopropionic acid, pentadecy! ester L L m e
43 57 15.20 15.40 15.60 15.80
m/z 97.10 61.64%
83
5000
29
111
M L 125139153166 182 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081206.D

Acq On : 25 Aug 2015 19:03

Operator : UM/1Z

Sample - G3407-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715.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... 4.64 61.8 ng 1417140 1 6.53 458482 20.0
unknown6 .30 6.30 84.6 ng 1940280 1 6.53 458482 20.0
n-Hexadecanoic acid 11.59 3.7 ng 109666 4 11.03 596556 20.0
1-Docosene 13.52 10.6 ng 283318 5 13.64 537249 20.0
1-Nonadecene 15.43 3.0 ng 58297 6 14.97 394522 20.0
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