LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 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-BF112115.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 4.776 242 244 254 rVB 334466 427573 12.26% 1.704%
2 5.244 283 285 299 rBV 933254 1095830 31.42% 4_.367%
3 6.307 377 378 386 rBV 559043 795090 22.80% 3.169%
4 6.421 386 388 391 rBVY 2366135 2208738 63.32% 8.803%
5 6.650 406 408 410 rBV 1098657 1151747 33.02% 4 .590%
6 6.799 419 421 424 rBV 1510470 1936434 55.52% 7.718%
7 7.222 455 458 460 rBV 1495499 1791564 51.36% 7.140%
8 7.942 518 521 523 rBY 1136910 1387954 39.79% 5.532%
9 9.016 612 615 617 rBVY 4045912 3487947 100.00% 13.901%
10 9.679 671 673 676 rBY 1103003 1423011 40.80% 5.671%

11 10.468 740 742 745 rBV 1987222 1922087 55.11% 7.660%
12 11.153 800 802 805 rBvV 959650 1206681 34.60% 4_.809%

13 11.713 849 851 852 rBvV 60862 73082 2.10% 0.291%
14 11.748 852 854 859 rvB 50451 81983 2.35% 0.327%
15 12.411 909 912 915 rBV5 15280 39287 1.13% 0.157%

16 12.491 917 919 922 rVV 107105 134786 3.86% 0.537%
17 12.582 925 927 930 rvVv 112795 110185 3.16% 0.439%

18 12.662 930 934 936 rvB2 40676 48401 1.39% 0.193%
19 12.742 938 941 944 rBV 3032824 2846656 81.61% 11.345%
20 12.799 944 946 949 rVB 49909 64100 1.84% 0.255%
21 13.291 986 989 990 rBV 66411 74449 2.13% 0.297%
22 13.656 1019 1021 1024 rBV 31905 44382 1.27% 0.177%
23 13.725 1024 1027 1030 rBV 45299 61373 1.76% 0.245%
24 13.782 1030 1032 1035 rBV 1242291 1203416 34.50% 4._.796%
25 13.976 1047 1049 1051 rBVZ2 44851 47215 1.35% 0.188%
26 14.274 1073 1075 1078 rBV 27397 40886 1.17% 0.163%
27 14.571 1097 1101 1103 rBV2 57614 105522 3.03% 0.421%
28 14.868 1125 1127 1129 rVB 51689 54235 1.55% 0.216%
29 15.142 1149 1151 1154 rBV 570687 875470 25.10% 3.489%
30 15.199 1154 1156 1160 rVB 42562 61651 1.77% 0.246%
31 15.577 1186 1189 1191 rBV 39700 63528 1.82% 0.253%
32 16.000 1223 1226 1231 rVB2 52763 105243 3.02% 0.419%
33 16.502 1267 1270 1273 rVB2 29067 54149 1.55% 0.216%
34 17.074 1318 1320 1325 rVB4 25546 66656 1.91% 0.266%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25091311
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112215\
BF083189.D

23 Nov 2015 5:59

ums1z

G4437-02

75 Sample Multiplier: 1

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEMI\BNA F\METHODS\8270-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

4.78 7.42 ng 427573 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 244 (4.776 min): BF083189.D (-242) (-) m/z 43.10 100.00%
431
59.1
5000
| o1 sa1 1°|“ 440 460 480 500 5.20
ot e e R e e m/z 59.10 55.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U UL R
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 16.18%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 460 480 500 5.20
5000 m/z 58.10 13.95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L L B L L BB B
59.0 440 4.60 4.80 500 5.20
m/z 41.10 8.57%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.42 Concentration Rank 1

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

6.42 38.35 ng 2208740 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 9
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 388 (6.421 min): BF083189.D (-386) (-) m/z 132.10 100.00%
13p.1
5000 68.1 k
00 sar || T 650 650 Gk0 ok 6k
o SO SO 1 GNP AN TINS5 A | N m/z 68.10 47.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A LS I AR A
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.77%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 29.41%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- T EmE R e R
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.78%
5000
67.0
80.0 91.0
0 42' 5\4‘.(\)\ (M1 H ‘ ‘\ ]\-0\\601170 [,
mz> 10 % 30 4 5 8 7o 8 o 100 110 130 130 180 | | 600 650 640 650 650
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.49 2.24 ng 134786 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 64
2 Undecanoic acid 186 C11H2202 000112-37-8 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Lactose 342 C12H22011 000063-42-3 53

Abundance Scan 919 (12.491 min): BF083189.D (-917) (-) m/z 43.10 100.00%

431 731

5000

12.20 12.40 12.60 12.80

o m/z 73.10 92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000
129.0 12.20 12.40 12.60 12.80
97.0 185.0 228.0 m/z 57.10 89.56%
NI 1 O . O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
R R REEEEmEE s
12.20 12.40 12.60 12.80
5000{ 290 m/z 60.10 82.11%
87.0 129.0
157.0 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid e e
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 79.50%
5000 129.0
171.0
97.0 214.0
[0} R EAEEEEEE S mEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.41 ng 105522 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Heptadecane 240 C17H36 000629-78-7 58
3 Tetracosane 338 C24H50 000646-31-1 53
4 Nonacosane 408 C29H60 000630-03-5 53
5 Hexadecane 226 C16H34 000544-76-3 53

Abundance Scan 1101 (14.571 min): BF083189.D (-1097) (-) m/z 57.10 100.00%

57.1

5000
113.1 151.1 193.19291 281.1 355.1 14.20 14.40 14.60 14.80
0 m/z 43.10 66.91%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 LA L L L L L L L LB B
85.0 14.20 14.40 14.60 14.80
29.0 m/z 71.10 65.82%
oL || 13014101600 282.0
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A B
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.15 49 _.38%
29.0
o 113.0141.0169.0197.0  240.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #136480: Tetracosane A B
57.0 14.20 14.40 14.60 14.80
m/z 55.10 22 .90%
85.0
5000
29.0
. | ] ‘ Ll ﬁ13°14101690197022502530281030903380
e . — R R RREEEEa
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083189.D

Aca On : 23 Nov 2015 5:59

Operator : UM/I1Z

Sample : G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.40 ng 105243 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Tetratriacontane 479 C34H70 014167-59-0 50
3 1-lodoundecane 282 C11H23l1 004282-44-4 50
4 Undecane. 2.9-dimethvyl- 184 C13H28 017301-26-7 50
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 49
Abundance Scan 1226 (16.000 min): BF083189.D (-1223) (-) m/z 57.10 100.00%
57.1
5000
15,60 15.80 16.00 16.20 16.40
Ok m/z 43.10 68.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 AR UL DL UL B
15. 60 15. 80 16. oo 16. 20 16. 40
99.0 m/z 71.10 62.52%
141.0
o) .“. ‘.‘ I H H\ h‘ u‘ \‘ \ \ :!'8|‘3|0| |22|5|0| |2|8|2|0| e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
15,60 15.80 16.00 16.20 16.40
5000 m/z 85.10 56.10%
99.0
0250 141.0 183.0 225.0 267.0 311.0 367.0 410.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #107007: 1-lodoundecane R RRaEE e
57.0 15.60 15.80 16.00 16.20 16.40
m/z 41.10 22 .58%
5000
J 99.0 1550
ool [ T aero a0 S
miz--> 0 50 100 150 200 250 300 350 400 15. 60 15. 80 16. oo 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083189.D

Acq On : 23 Nov 2015 5:59

Operator : UM/1Z

Sample - G4437-02

Misc :

ALS Vial : 75 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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... 4.78 7.4 ng 427573 1 6.65 1151750 20.0
unknown6 .42 6.42 38.4 ng 2208740 1 6.65 1151750 20.0
Tetradecanoic acid 12.49 2.2 ng 134786 5 13.78 1203420 20.0
Eicosane 14 .57 2.4 ng 105522 6 15.15 875470 20.0
Tetratriacontane 16.00 2.4 ng 105243 6 15.15 875470 20.0
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